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1 Supplementary tables
1.1 Table 1

Table 1: Observed (pH 7.0) and intrinsic dissociation constants (nM) and observed (pH 7.0) and intrinsic Gibbs energies (kJmol™!) of compound binding to
recombinant 12 human catalytically active CAs at 37 °C

Thermodynamic binding parameters

No. Cpd Structure CAI __CAIl __CAIIl _CAIV _CAVA CAVB CAVI CAVII CAIX CAXII CAXII CAXIV
Non-halogenated compounds
1 [CR— R .obs (nM) 7 13 53200 82 26 86 33 0.61 19 71 19 0
o= g AGyp, (kJmol™1) 462 -52.8  -81.4  -42.1  -45.0  -47.9  -44.4  -54.7  -51.8  -42.4  -45.8  -47.5
EZA =3 K 'imt (nM) 2.0 0.073 160 3.1 2.3 0.57 0.40  0.031  0.071 3.6 2.3 0.51
NHy S o AGjps (kJmol™1) -51.6  -60.1  -40.3  -50.5  -51.3  -54.9  -55.8  -62.4  -60.2  -50.1  -51.3  -55.2
2 o0 N R obs (nM) 2400 16 20000 87 840 140 220 13 21 130 70 63
Il TN AG,ps (kJmol™1) -33.4  -435  -26.1  -41.9  -36.1  -40.6  -39.5  -46.8  -45.5  -40.9  -42.1  -42.8
AzZM o=s—< J‘k Ky 'imp (aM) 1100 9.8 4600 12 270 34 9.8 2.4 2.9 24 35 12
ILH s AGipe (kJmol™1) 355  -47.5  -31.7  -47.0  -39.0  -44.3  -47.5  -51.1  -50.6  -45.2  -44.3  -47.1
2 N
N o
3 o N K4 ops (0M) 200 T00 40000 250 ND 67 830 50 36 500 200 110
Il SN AGyps (kJmol™1) -30.8  -41.4  -26.1  -39.2 ND -42.6  -36.1  -43.3  -44.2  -37.4  -39.8  -41.3
MZM o= —( Kg 'ime (aM) 110 27 5600 41 ND 19 44 11 6.0 110 110 25
1!11{ S AGjpy (kJmol™1) 414  -449  -31.2  -43.8 ND -45.8  -43.7  -47.2  -48.8  -41.2  -41.4  -45.1
2 N
/go
2 R ops (adD) 34000 110 >200000 67  >200000 25 13000 25 34 82 240 20
o AGyp, (kJmol™1) 265  -41.4  >-22.0 -42.6 >-22.0 -51.0  -20.1  -45.1  -44.3  -42.1  -39.2  -45.7
TPM o Kg iy (aM) 970 1.4 1500 0.58 20000  0.038 35 0.30  0.30  0.97 6.8 0.24
o—!s!—o o o AGip; (kJmol™1) 857  -525  -34.6  -54.8  -27.8  -61.8  -44.3  -56.5  -56.6  -53.5  -485  -57.1
|
NHy /
=
x’
. <) o K. ops (8M) TI000 4000 >200000 3300 3100 20000 11000 4000 _ 1800 3300 5800 7000
o—g AGgps (kJmol™1) 203  .32.0 >-220 -32.5  -32.7  -27.9  -20.4  -32.0 -34.1  -32.5  -31.1  -32.0
CARBS = Kg ime (aM) 61 10 270 5.4 12 57 5.8 8.9 3.0 7.4 30 8.9
NHj OH AGjps (kJmol™l) -42.8  -47.4  -38.0  -49.1  -47.0  -43.0  -48.9  -47.8  -50.6  -48.3  -44.6  -47.8
s R .obs (nM) 83000 17000 >200000 17000  ND 41000 21000 28000 18000 34000 >200000 >200 000
_ AGyp, (kImol™1l) 242 283  >.22.0 -28.4 ND -26.1  -27.7  -27.0  -28.2  -26.5  >-22.0 >-22.0
PAMBS © —? Kq.int (0M) 150 14 110 9.0 ND 39 3.7 21 9.7 25 690 290
NHj NHg AGjpy (kJmol™1) -40.6  -46.5  -41.3  -47.7 ND -44.0  -50.0  -45.6  -47.6  -45.1  -36.6  -38.8
- O R obs (nM) 7700 1000 >200000 17000 6700 33000 13000 7200 _ 1500 12000 _ 7500 5100
o—ls! AGgps (kJmol™1) 303  -339  >-22.0 -28.4  -30.7  -26.6  -20.0  -30.5  -34.5  -20.1  -30.4  -31.4
BSA = K int (nM) 6.5 0.78 44 4.3 4.0 15 1.1 2.5 0.40 4.4 6.2 1.8
NH, AGjpe (kJmol™l) 486  -54.0  -48.7  -40.6  -40.8  -46.4  -53.2  -51.0  -55.8  -40.6  -48.7  -51.0
R ,obs (nM) 85000 13000 >200000 13000 36000 >200000 68000 62000 15000 82000 150000 29000

8
O—IS! NH AGgps (kJmol™1)  -24.2 2201 >-22.0 -29.0 264  >-22.0 -24.7 -24.9  -28.6  -24.3 -22.7 -27.0
SULFA =i 2 Kg int (0M) 150 11 180 7.0 45 190 12 46 8.3 60 260 21
Ha

AGipt (kJ mol_l) -40.5 -47.3 -40.0 -48.4 -43.6 -39.9 -47.1 -43.5 -47.9 -42.9 -39.1 -45.6




No. Cpd Structure CA1 CAII CA 111 CAIV CA VA CA VB CA VI CAVII CAIX CAXII CAXIII CAXIV
° [e] Kd,obs (nM) 670 430 ND ND 770 ND ND 250 ND 2900 2900 ND
I AG s (kI tnol_l) -36.7 -37.8 ND ND -36.3 ND ND -39.2 ND -32.9 -32.9 ND
E11-0 o= ? Kg int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
NHgy o) AGip¢ (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
10 OH Kd,obs (nM) 110 140 ND 3900 5800 10 000 5000 200 850 2900 1400 250
o AG,ps (kKImol™1l) .41.3 -40.6 ND -32.1 -31.1 -29.7 -31.5 -39.7  -36.0  -32.9 -34.7 -39.2
VD11-31 1 Kd,int (nM) 0.11 0.070 ND 1.2 4.2 5.5 0.50 0.086 0.26 1.2 1.4 0.11
o=s s AGint (kImol™1)  -59.0 -60.3 ND -52.9 -49.7 -49.0 -55.2 -59.7 -56.8 -52.9 -52.5 -59.2
|
NHy
11 O Kd,obs (nM) 5.0 25 ND 1700 3700 67 830 40 100 330 290 26
o—g S AG,ps (kKImol™1l)  -49.3 -45.1 ND -34.2 -32.3 -42.6 -36.1 439 415 384 -38.8 -45.0
VD12-10 - ] Kq int (nM) 0.0029 0.0070 ND 0.30 1.5 0.021 0.048 0.0098 0.018 0.081 0.16 0.0063
NHgy \—\ AGin (kJ [nol*l) -68.5 -66.2 ND -56.5 -52.3 -63.4 -61.2 -65.3 -63.8 -59.9 -58.1 -66.5
12 Kg obs (0M) 15 12 >200000 ND 1300 4 1100 7 77 220 50 19
AG s (kI tnol_l) -49.5 -47.1 >-22.0 ND -34.9 -46.6 -35.3 -46.2 -42.2 -39.6 -43.3 -45.8
VD11-36 Kd,int (nM) 0.0032 0.0039 36 ND 0.65 0.0054 0.077 0.0049 0.017 0.063 0.034 0.0055
AGjpny (kImol™1)  -68.2 -67.7 —44.1 ND -54.5 -66.9 -60.0 -67.1 -64.0 -60.5 -62.1 -66.8
@]
I
o=s S
[
NHy
13 O o) Kq obs (nM) 100 100 ND ND ND ND ND 100 ND 1200 1400 ND
- Il AG,ps (kI rnol_l) -41.5 -41.5 ND ND ND ND ND -41.5 ND -35.0 -34.7 ND
B84x o= ? Kq int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
NHg o AGip¢ (kJmol™1l) ND ND ND ND ND ND ND ND ND ND ND ND
>= o
14 O Kd obs (nM) 490 110 >200000 2900 ND 200 13000 860 33 1000 140 500
O_g AG s (kI xnol_l) -37.5 -41.3 >-22.0 -32.9 ND -39.8 -29.1 -36.0 -44.4 -35.6 -40.6 -37.4
JS69 | H Kd,int (nM) 0.28 0.031 30 0.51 ND 0.063 0.72 0.21 0.0060 0.24 0.082 0.12
NHo N = AGjp¢ (kJmol™1)  -56.6 -62.4 -44.6 -55.1 ND -60.5 -54.3 -57.4  -66.6  -57.0 -59.9 -58.8
N / C1
\ N
S
15 O Kq obs (nM) 160 000 420 ND ND ND ND ND 100 ND ND 100 ND
o g N AG s (kT molfl) -22.5 -37.9 ND ND ND ND ND -41.5 ND ND -41.5 ND
JS68 - | H / Kq int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
NHgy N / AGint (kJ [nol*l) ND ND ND ND ND ND ND ND ND ND ND ND
N / Cl
\ N
S
16 [ Kd,obs (nM) 67 71 >200 000 2500 ND 1100 3300 130 180 1000 280 220
_n _ AG,ps (kKImol™1l) .42 424 >-220  -33.2 ND -35.3 -32.5 -40.8 400  -35.6 -38.9 -39.5
JS72 O_? H O\ Kq int (aM) 0.049 0.025 38 0.57 ND 0.44 0.24 0.041 0.041 0.31 0.20 0.068
NH, N +N=0O AG;pt (kI mol_l) -61.2 -62.9 -44.0 -54.9 ND -55.5 -57.1 -61.6 -61.6 -56.5 -57.5 -60.3
N (]




No. Cpd Structure CA1 __CAIl __CAII _CAIV _CAVA CAVB _CAVI CAVI CAIX CAXIl CAXII CAXIV
17 O R obs (nM) 620 16 >200000 20000  ND 2000 25000 710 500 ND 1700 500
o—ls! ° AGups (kJmol™l) -36.8  -46.3  >-22.0  -27.9 ND -32.0  -27.3  -36.5 -37.4  ND -34.3  -37.4
IS76 =5 - X K 'img (nM) 0.46  0.0056 38 4.5 ND 1.6 1.8 0.22 0.1 ND 1.2 0.15
NH, N 4N-O AGjpe (kJmol™l) 554  -66.8  -44.0  -49.5 ND 52.2 519  -57.3  -50.0  ND 52.9  -58.2
H
N Ve
N\
18 O Kq ops (aM) 70 70 ND ND ND ND ND 250 ND ND 20 ND
° g N AGups (kJmol™l) 402 -40.2 ND ND ND ND ND -39.2  ND ND -45.7 ND
JS80 = Ky it (aM) 0.13  0.059 ND ND ND ND ND 0.077  ND ND 0.014 ND
NHj N \ AGip; (kJmol™1) -58.8  -60.7 ND ND ND ND ND -60.0  ND ND -64.3 ND
“0-N o
W
o)
0 <) Kq ops (aM) 36 53 ND ND ND ND ND 830 ND ND 240 ND
o= g N AGups (kJmol™l) 441 -43.2 ND ND ND ND ND -36.1  ND ND -39.2 ND
JsT1 = = Ky img (aM) 0.027  0.019 ND ND ND ND ND 0.26 ND ND 0.18 ND
NH N N AGjpe (kImol™1) 627  -63.7 ND ND ND ND ND -56.9  ND ND -57.9 ND
2 H \ /
~0-N o—
W
o)
70 O R obs (nM) 25 100 >200000 5000 ND 10000 25000 4200 400 ND 1200 1000
o—g N AGups (kJmol™l) 451  -415  >-22.0  -31.5 ND -20.7  -27.3  -31.9  -38.0  ND -35.0  -35.6
JS75 = = Ky imy (nM) 0.018  0.035 38 1.1 ND 4.0 1.8 1.3 0.090 ND 0.90 0.31
NH, N \ /N AGipe (kJmol™1) 637  -62.0  -44.0  -53.1 ND 499 519  -52.8  -50.6  ND 53.7  -56.5
H
~0-N N
¥ H
’ / N\
" o) Kq.o0s (aM) 20000 13000 >200000 ND ND ND 62000 22000  ND 5500 33000  ND
o AGyp, (kJmol™1) 261 201  >-22.0 ND ND ND 249  -27.6 ND = -20.8  -26.6 ND
KR50-1 Kg iy (aM) ND ND ND ND ND ND ND ND ND ND ND ND
(I)I AGip; (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
o=s N
I H
NHy
22 O Kq.o0s (a0 36000 9100 >200000 ND ND ND 71000 36000 ND _ 33000 59000  ND
_h I3t AGups (kJmol™1) 264 200 >-220 ND ND ND 246  -264  ND  -26.6  -25.1 ND
KR50-2 o= ? N K ing (nM) ND ND ND ND ND ND ND ND ND ND ND ND
NH, AGip; (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
o
g\
23 T < R obs (nM) 13000 4500 >200000 ND ~ND ND 33000 4500  ND 5900 26000  ND
AGgps (kJmol™l) 201  -31.7  >.220 ND ND ND -26.6  -31.7  ND  -31.0  -27.2 ND
KR50-14 Ky imy (nM) ND ND ND ND ND ND ND ND ND ND ND ND
o AGjp¢ (kJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
O

o

1]
—n=

Tz




No. Cpd Structure CAI CAII _CAIII __CAIV CAVA CAVB CAVI CAVII CAIX CAXIlI CAXII CAXIV
22 [$] K obs (WM) 5900 1200 >200000 ND ND ND 29000 5600 ND 11000 3300 ND
o= g u AG gy (KImol™1)  -31.0 -35.2  >-22.0 ND ND ND -27.0 -31.2 ND -29.5 -32.5 ND
KR50-15 ) Kg int (M) ND ND ND ND ND ND ND ND ND ND ND ND
NHao AGip¢ (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
/ O
N )\
N
N S
H \\
25 o Kq ops (nM) 10000 2000 ND ND ND ND 11000 6700 ND 6700 10 000 ND
Il H AGgps (KImol™1)  -20.7 -33.8 ND ND ND ND -20.4 -30.7 ND -30.7 -20.7 ND
KR50-17b o=s N Kg ing (nM) ND ND ND ND ND ND ND ND ND ND ND ND
llIH AGipt (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
2
N
N )%
N
N S
H
26 Iy < Kq obs (nM) 170000 20000 ND ND ND ND 140000 100000  ND _ 130000 83 000 ND
AGgps (KJmol™1) -22.4 -27.9 ND ND ND ND -22.8 -23.7 ND -23.2 -24.2 ND
KTU10 ° />—NH2 Ky int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
A\ N~y AGipt (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
S
z
(SR
NHg
o7 Kg obs (0M) 17 000 2000 >200000 ND ND ND 25000 11000 ND 29 000 6300 ND
H AG,ps (kImol™1l)  .28.4 -33.8  >-22.0 ND ND ND -27.3 -29.4 ND -27.0 -30.9 ND
KR50-13 N N Kg ing (nM) ND ND ND ND ND ND ND ND ND ND ND ND
° N AGip¢ (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
A\Y @]
S
z
o7\
NHg
28 O K obs (WM) 1700 670  >200000 ND ND ND 27000 3300 ND 14000 1000 ND
o= g n AGgps (KJmol™1)  -34.3 -36.7  >-22.0 ND ND ND -27.1 -32.5 ND -28.8 -32.0 ND
KR50-12 I Kg int (M) ND ND ND ND ND ND ND ND ND ND ND ND
NHg AGip¢ (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
N
\
o N
290 IS IS K obs (WM) 56000 11000 >200000 ND ND ND 62000 29000 ND 33000 77000 ND
S NHy AGgps (kJmol™1)  -25.3 -290.5  >-22.0 ND ND ND -24.9 -27.0 ND -26.6 -24.4 ND
KR50-3 o Kg int (M) ND ND ND ND ND ND ND ND ND ND ND ND
A\ o AGip¢ (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
S
P
o7\
NHy
20 K g, obs (NM) 45 000 7100 >200000 ND ND ND 71000 29000 ND 33000 50000 ND
H H AGgps (kJmol™1)  -25.8 -30.5  >-22.0 ND ND ND -24.6 -27.0 ND -26.6 -25.5 ND
KR50-4 N N Kg int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
v\n/ N AGjp¢ (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
o
A\Y O
S
z
[SREAN
NHy
a1 Nty K g, obs (NM) 59000 10000 ND ND ND ND 50000 29000 ND 33000 77000 ND
H H AGgps (kImol™1)  -25.1 -20.7 ND ND ND ND -25.5 -27.0 ND -26.6 -24.4 ND
KR50-21 Kq int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
AGip¢ (kJmol™1l) ND ND ND ND ND ND ND ND ND ND ND ND




No. Cpd Structure CA1 CAII CA 111 CAIV CA VA CA VB CA VI CAVII CAIX CAXII CAXIII CAXIV

a2 Kg obs (0M) 15000 1900 >200000 ND ND XD 25000 13000  ND 33000 _ 5600 XD
_h H AGyps (kImol™1)  -28.6 -34.0  >-22.0 ND ND ND -27.3 -20.1 ND -26.6 -31.2 ND
KR50-5 o —? N Kq int (aM) ND ND ND ND ND ND ND ND ND ND ND ND
NHj AGip¢ (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
H
N
\
o N
23 [6) Kg obs (0M) 13000 1800 >200000 ND ND XD 7100 5900 ND 31000 7100 XD
O°s// Be ACGobs (kImol™l)  -20.1 -34.1  >-22.0 ND ND ND -30.5 -31.0 ND -26.7 -30.5 ND
KR50-10 , ° Y Kgint (nM) ND ND ND ND ND ND ND ND ND ND ND ND
HyoN int (kJmol™ ND ND ND ND ND ND ND ND ND ND ND ND
2 AGint !
/\/U\ /N\
N N
H H
22 o) Ka.0bs (0M) 13000 2000 XD D ND XD 6700 13000  ND 33000 _ 8300 XD
O\\S// ol AGops (kImol™l) 201 -33.8 ND ND ND ND -30.7 -20.1 ND -26.6 -30.1 ND
KR50-9 / ° Kq int (0M) ND ND ND ND ND ND ND ND ND ND ND ND
HoN Gint (kJmol™ ND ND ND ND ND ND ND ND ND ND ND ND
2 AGint !
/\/U\ ,N\
N N
H H
25 I I K1, obs (0M) 37000 8300 >200000 ND ~D ~D 50000 25000  ND _ 33000 56000 ~D
N AGgps (kJmol™1)  -26.3 -30.1  >-22.0 ND ND ND -25.5 -27.3 ND -26.6 -25.3 ND
KR50-11 ° K img (M) ND ND ND ND ND ND ND ND ND ND ND ND
S o ~ AGi,: (kImol™!) ND ND ND ND ND ND ND ND ND ND ND ND
25 N
°" \u |
2
26 o dobs (AM 20000 3600 ~D ~D ~D ~D 25000 25000  ND 67000 50000 ~D
K
o ,/O | AGgps (KJmol™1)  -27.9 -32.3 ND ND ND ND -27.3 -27.3 ND -24.8 -25.5 ND
KTU17 g N. Kdint (aM) ND ND ND ND ND ND ND ND ND ND ND ND
u N/ o +Y0 AG;,; (kJmol™l)  ND ND ND ND ND ND ND ND ND ND ND ND
2 H
/\/U\ N
-
N N
H H
a7 o 0 K4 ops (0M) 11000 1400 >200000 ND ~D ~D 25000 17000  ND _ 50000 _ 4300 ~D
> AGgps (KJmol™1)  -20.4 -34.7  >-22.0 ND ND ND -27.3 -28.4 ND -25.5 -31.8 ND
KR50-6 / o Kg ing (nM) ND ND ND ND ND ND ND ND ND ND ND ND
HoN /\/”\ AGps (kJmol™1!) ND ND ND ND ND ND ND ND ND ND ND ND
_N
N N
H H
O K . (nM 5100 1000 ~D ~D ~D ~D 8300 5600 ~D 5600 5100 ~D
38 o/ d,obs
> AGgps (kJmol™1)  -20.9 -32.0 ND ND ND ND -30.1 -31.2 ND -31.2 -20.9 ND
KR50-16b / o K img (M) ND ND ND ND ND ND ND ND ND ND ND ND
HaN H H AGipt (kIJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
N N
-
N N
H H
S
O K . (nM 20000 4000 >200000 ND ~D ~D 7100 13000  ND 1500 19000 ~D
39 oy d,obs
N AG gy, (kJmol™1)  -27.0 -32.0  >-22.0 ND ND ND -30.5 -20.1 ND -34.0 -28.1 ND

S
KR50-16a / o Kq int (0M) ND ND ND ND ND ND ND ND ND ND ND ND
HaN AGipt (kIJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
N




No. Cpd Structure CAI CAII _CAIII _CAIV CAVA CAVB CAVI CAVII CAIX CAXII CAXII CAXIV
20 O N Kg obs (0M) 100000 100000 >200000 50000 XD >200000 >200000 >200000 330 >200000 100000 33000
o—g ¢ // AG,ps (kKImol™1l)  .23.7 -23.7  >-22.0  -25.5 ND >.22.0 >-22.0 >-22.0 -38.4 >-22.0  -23.7 -26.6
Js46 = Kq,int (0M) 74 35 38 11 ND 79 14 61 0.075 310 72 10
NHy . AGipy (KImol™1) .42.3 442 -44.0 -47.2 ND 421 -46.5 -42.8  -60.1  -38.7 -42.4 -a7.4
N Yk
) N \—< >
S
" ) o Kg obs (0M) 71 170 >200000 10000 XD 670 17000 10000 50 29000 1400 290
o—g ¢ M=o AG,ps (kImol™1l)  .42.4 -40.2  >-22.0  -20.7 ND -36.7 -28.4 -20.7  -43.3  -26.9 -34.7 -38.8
Jsas = +N= K g int (nM) 0.053  0.059 38 2.3 ND 0.26 1.2 3.1 0.011 9.0 1.0 0.088
NHy — . AGips (kImol™1)  -61.0 -60.7 -44.0 -51.3 ND -56.8 -52.9 -50.5  -65.0  -47.7 -53.3 -50.7
N Yk
\_ N \—< >
a2 Kg obs (0M) 830 350 XD XD XD XD XD 1900 XD 8300 610 XD
/ AG,ps (kKImol™1l)  -36.1 -38.3 ND ND ND ND ND -33.9 ND -30.1 -36.9 ND
Jsa3 5 K g int (nM) 0.61 0.12 ND ND ND ND ND 0.44 ND 2.6 0.44 ND
Vs N AGipy (KImol™1)  -54.7 -58.8 ND ND ND ND ND -55.5 ND -51.0 -55.5 ND
N N—a
NHy —
|
o=s N — o
Il H
ray
23 K4 ops (0M) 1200 130 ~D ~D ~D ~ND ~D 2300 ~D 2500 310 ~D
/ AG,ps (kKImol™1l)  -35.1 -40.8 ND ND ND ND ND -33.5 ND -33.2 -38.6 ND
Jsa4 5 Ky int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
>/_ N AGps (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
N N—a
NHy —
|
o=s N
[ H \\N
ey
a2 [} o Kd.0bs (0M) 560 91 10000 5000 ~D 3300 13000 130 67 1700 2.0 250
o—ls! ¢ \N—O AG,ps (kKImol™1l) 371 418 -29.7 -31.5 ND -32.5 201 -40.8 426  -34.3 -51.6 -39.2
Jsas = +N= Kg ing (0M) 0.41 0.032 1.9 1.1 ND 1.3 0.90 0.041  0.015  0.51  0.0014  0.077
NHy AGips (kImol™1)  -55.7 -62.3 -51.7 -53.1 ND -52.7 -53.7 -61.6  -64.2  -55.1 -70.3 -60.0
N Vs
\_ N
O
25 o i Kd.0bs (0M) ) 33 67 ~D ~D ~D ~D 3200 290 ~D 2000 2000 ~D
g AG,ps (kKImol™1l) 444 -42.6 ND ND ND ND -32.6 -38.8 ND -33.8 -33.8 ND
MK8 / Kq ing (0M) ND ND ND ND ND ND ND ND ND ND ND ND
HaN AGjpg (kIJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
N,’N N s /\/ OH
26 L Kg obs (0M) 500 280 XD XD XD XD 8300 1000 XD 6300 7700 XD
Sq AG,ps (kImol™1l)  -37.4 -38.9 ND ND ND ND -30.1 -35.6 ND -30.9 -30.3 ND
MK9 /y Kq,int (0M) ND ND ND ND ND ND ND ND ND ND ND ND
o AGps (kKImol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
N < N ~ s /\/ NH3
e 7 Ka.0bs (ub) 100 180 ~D ~D ~D ~D 13000 770 ~D 1000 1700 ~D
NHo N-N AG,ps (kKImol™1l) .415 -40.0 ND ND ND ND -28.9 -36.3 ND -32.0 -34.2 ND
MK5 | 7\ K int (M) ND ND ND ND ND ND ND ND ND ND ND ND
© N AGn¢ (kJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND




No. Cpd Structure CAL CAIl _CAIIl _CAIV CAVA CAVB CAVI CAVI CAIX CAXII CAXII CAXIV
28 Vi Kg obs (0M) 13 71 XD XD XD XD 13000 200 XD 590 500 XD
NHp N-N AG,ps (KImol™1l)  .46.7 -42.4 ND ND ND ND -28.9 -39.8 ND -37.0 -37.4 ND
MK6 _ 7N Kq,int (0M) ND ND ND ND ND ND ND ND ND ND ND ND
o= ﬁ N AGps (kKImol™1l)  ND ND ND ND ND ND ND ND ND ND ND ND
O
20 NH, K g, obs (M) 33 T30 ND ND ND ND 13000 150 ND T800 830 ND
_| AG,ps (kKImol™1l) 444 -40.8 ND ND ND ND -28.9 -37.6 ND -34.1 -36.1 ND
MK2 o —ﬁ N\\ Kq ing (nM) ND ND ND ND ND ND ND ND ND ND ND ND
o N - N<:| AGin¢ (kJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
50 NH, Kq obs (0M) 6.7 63 ND ND ND ND 10000 120 ND 770 330 ND
_| AG,ps (kImol™1l) .485 -42.8 ND ND ND ND -20.7 411 ND -36.3 -38.4 ND
MK1 o= ﬁ N\\ Kg ing (nM) ND ND ND ND ND ND ND ND ND ND ND ND
o N-N AGpy (kJmol™1!) ND ND ND ND ND ND ND ND ND ND ND ND
o1 NH, K4 obs (0M) 3.8 13 XD XD XD XD 12000 130 XD 770 170 XD
_ | AGgps (KImol™1)  -49.9 -43.7 ND ND ND ND -28.8 -41.0 ND -36.3 -40.2 ND
MK3 o= ﬁ N\\ Kq ing (nM) 0.0093  0.050 ND ND ND ND 3.4 0.13 ND 0.78 0.40 ND
o N-N AGips (KImol™1) 655 -61.1 ND ND ND ND -50.3 -58.7 ND -54.0 -55.8 ND
52 N, K obs (nM) 10 100 D D D D 12000 100 D 2000 1100 D
_ AGgps (kJmol™1)  -43.9 -41.5 ND ND ND ND -20.3 -38.0 ND -32.0 -35.3 ND
MK4 o= ISi N\\ /\ Ky imt (nM) ND ND ND ND ND ND ND ND ND ND ND ND
o N-N [¢} AGin¢ (kJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
53 o [ Kq, obs (0M) 25 13 D 360 1400 1000 5000 56 ~D 1000 29 ~D
g AG,ps (kKImol™1l)  .45.2 -46.9 ND -38.2 -34.7 -32.0 -31.5 -43.1 ND -35.6 -44.8 ND
E63 /7 N Kg ing (0M) 0.090  0.022 ND 0.41 3.8 7.9 1.8 0.085 ND 1.5 0.10 ND
o | AGips (kJmol™1)  -50.6 -63.3 ND -55.7 -50.0 -48.1 -51.9 -59.8 ND -52.3 -59.3 ND
Z
S N
o
54 NHg O Kq obs (0M) 15 83 XD 200 670 1000 1200 250 ~D 91 63 ~D
> AG,ps (kKImol™1l)  -46.5 -42.0 ND -39.7 -36.7 -35.6 -35.0 -39.2 ND 418 -42.8 ND
E66 P HN Kg int (0M) 0.054 0.15 ND 0.23 1.8 2.0 0.45 0.38 ND 0.14 0.23 ND
o | AGint (kJmol™1)  -60.9 -58.4 ND -57.2 -52.0 -51.6 -55.5 -55.9 ND -58.5 -57.3 ND
)%
S N
Q
55 NH, O Kg obs (0M) .7 67 XD 390 1600 2000 5000 18 32 170 19 XD
O‘\s/ AG,ps (kKImol™1l)  -52.0 -42.6 ND -38.0 -34.5 -33.8 -31.5 -43.4  -445  -40.2 -49.3 ND
E67 i HN Kg.int (nM) 0.0063  0.12 ND 0.44 4.1 4.0 1.8 0.074  0.036  0.26 0.018 ND
o | AGipt (kJmol™1)  -66.5 -58.9 ND -55.5 -49.8 -49.9 -51.9 -60.1  -62.0  -56.9 -63.8 ND
PN
s N
Q
56 Bk Kg obs (0M) 22 13 XD 200 1500 6300 5000 67 XD 1400 23 XD
g AGgps (KImol™1) 455 -46.9 ND -39.7 -34.5 -30.9 -31.5 -42.6 ND -34.7 -45.4 ND
E61 Vi N Kq,int (nM) 0.080  0.022 ND 0.23 4.1 12 1.8 0.10 ND 2.2 0.082 ND
o | AGips (KImol™1)  -59.9 -63.3 ND -57.2 498 -46.9 -51.9 -59.3 ND -51.4 -59.9 ND
Z
s N
o
57 NHo O Kg obs (0M) 67 67 XD 380 500 2500 3700 170 XD 560 360 XD
O°s/ AGgps (KJmol™1)  -42.6 -42.6 ND -38.1 -37.4 -33.2 -32.2 -40.2 ND -37.1 -38.3 ND
E59 P HN Kq int (aM) 0.24 0.12 ND 0.43 1.3 5.0 1.3 0.26 ND 0.85 1.3 ND
o | AGips (KImol™1)  -57.0 -58.9 ND -55.6 -52.7 -49.3 -52.7 -56.9 ND -53.8 -52.8 ND
)%
s N




No. Cpd Structure CA1 CAIl CAII CAIV CAVA CAVB CAVI CAVII CAIX CAXII CAXII CAXIV
58 Ka.obs (0M) 33 22 ND 290 1100 2000 1200 140 ND 710 8.3 ND
I§ ° AGyps (KImol™1)  -a4.4 -45.4 ND -38.8 -35.3 -32.0 -35.0 -40.6 ND -36.5 -47.9 ND
E60 Kq,int (0M) 0.12 0.039 ND 0.33 2.9 7.9 0.45 0.22 ND 1.1 0.030 ND
° \W AGipt (kIJmol™1) 588 -61.8 ND -56.3 -50.6 481 -55.5 -57.3 ND -53.2 -62.4 ND
A\ N A
0?\
NHo
59 O R obs (0M) 26 T8 ND 75 330 7500 2500 200 ND 370 290 ND
s n o AGyps (kImol™1)  -45.0 -45.9 ND -42.3 -38.4 -31.7 -33.2 -39.8 ND -38.2 -38.8 ND
E62 Kq,int (0M) 0.095  0.032 ND 0.085 0.88 9.0 0.90 0.31 ND 0.57 1.0 ND
o \f AGint (kImol™1) -50.5 -62.3 ND -59.8 -53.7 -a7.7 -53.7 -56.5 ND -54.9 -53.3 ND
N\ N o
.S
07\
NH3 o
. = /NHQ Ka.obs (0M) 24 11 ND 320 710 1800 5000 100 ND 1200 29 ND
Sq AGgps (KImol™1)  -a5.2 -46.6 ND -38.5 -36.5 -34.1 -31.5 -41.5 ND -34.7 -44.8 ND
E64 Vi K ing (nM) 0.090  0.025 ND 0.36 1.9 3.6 1.8 0.15 ND 2.2 0.10 ND
O AGjpn: (kImol™1)  -50.6 -62.9 ND -56.0 -51.8 -50.1 51.9 -58.2 ND -51.4 -59.3 ND
o1 L K obs (nM) 9 33 ND 610 1400 1000 2500 T30 ND 910 33 ND
x‘s/ AGgps (kImol™1)  -a5.8 -a4.4 ND -36.9 -34.7 -35.6 -33.2 -41.0 ND -35.9 -42.0 ND
E65 Vi Kq,int (0M) 0.071 0.059 ND 0.69 3.8 2.0 0.90 0.19 ND 1.4 0.30 ND
o AGint (kIJmol™1)  -60.2 -60.7 ND -54.4 -50.0 -51.6 -53.7 -57.7 ND -52.6 -56.5 ND
62 NHo K, obs (nM) 20 20 ND 1500 1100 1700 ND 170 ND 1100 330 ND
O\\S/ s=M AGyps (KImol™1)  -45.7 -45.7 ND -34.5 -35.3 -34.3 ND -40.2 ND -35.3 -38.4 ND
E69 7 N Kg ing (nM) ND ND ND ND ND ND ND ND ND ND ND ND
o AGint (kImol~1) ND ND ND ND ND ND ND ND ND ND ND ND
s
N
e}
P O K a.0bs (ub) 38 33 ND 250 670 2500 ND 200 ND 330 67 ND
s AG,ps (KImol™1l)  -44.0 444 ND -39.2 -36.7 -33.2 ND -39.8 ND -38.4 -42.6 ND
E70 N Kg ing (nM) ND ND ND ND ND ND ND ND ND ND ND ND
° Y AGipt (kImol~1) ND ND ND ND ND ND ND ND ND ND ND ND
N\ HN
S
z
o7\
NHo
o2 O Kd,0bs (0M) 50 10 ND 1200 100 13000 ND 150 ND 1700 67 ND
s AG,ps (KImol™1) -43.3 -43.9 ND -34.7 -38.0 -29.1 ND -40.4 ND -34.3 -42.6 ND
ET1 N K img (M) ND ND ND ND ND ND ND ND ND ND ND ND
o Y AGip¢ (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
N\ HN °
.S
N\ >
NHoy
o
o5 NHy Kd.0bs (0M) 63 31 ND 290 200 670 ND 100 ND 330 33 ND
‘\s/ AG,ps (KImol™1l) -42.8 445 ND -38.8 -38.0 -36.7 ND 415 ND -38.4 ~44.4 ND
E72 p; N Br Kq.int (0M) ND ND ND ND ND ND ND ND ND ND ND ND
o JL AGipt (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
s N




0T

No. Cpd Structure CAI CAII _CAIII __CAIV _CAVA CAVB CAVI CAVII CAIX CAXII CAXII CAXIV
06 Ka.obs (0M) 13 5.0 ND 50 330 330 ND 29 ~ND 500 15 ND
S AG,ps (kKImol™1l)  -46.9 -49.3 ND -43.3 -38.4 -38.4 ND -44.8 ND -37.4 -46.4 ND
E73 N Kq,int (0M) ND ND ND ND ND ND ND ND ND ND ND ND
° Y AG;ps (kImol™1) ND ND ND ND ND ND ND ND ND ND ND ND
A\Y S
S
-
o7\
NH,
P o, Ra.obs (0M) 3.7 6.0 ND 380 1000 ND ND 50 ~ND 290 33 ND
S AG,ps (kKImol™1)  -50.1 -48.8 ND -38.1 -35.6 ND ND -43.3 ND -38.8 -44.4 ND
E88 / Kq int (0M) ND ND ND ND ND ND ND ND ND ND ND ND
HoN AG;ps (kImol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
S
o
s o 0 K4 ops (0M) 11 7 ND 1100 2500 ND 510 67 220 560 290 ND
s AG,ps (kImol™1l)  -43.9 -46.2 ND -35.4  -33.2 ND -35.9 -42.6  -30.5  -37.1 -38.8 ND
E90 / N Kq int (M) 0.15 0.029 ND 1.2 6.6 ND 0.33 0.10 0.25 0.85 1.0 ND
HN | AG;ns (kJmol™1) -58.3 -62.5 ND -52.9 -48.5 ND -56.3 -50.3  -57.0  -53.8 -53.3 ND
Z
S N
o
69 5 RKa.0bs (ub) 200 50 ~D ~D 3300 ~D ~D 11 ~D 38 50 ~D
AG,ps (KImol™1l) -30.8 -43.3 ND ND -32.5 ND ND -46.6 ND -44.0 -43.3 ND
E95 s N Kq.int (0M) ND ND ND ND ND ND ND ND ND ND ND ND
= AGip; (kJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
Q |
N HN
S
z
fe) \
NHy o
70 o Kd,0bs (0M) 2.3 5.0 ~D 220 220 670 ~D 6.7 ~D 200 10 ~D
O°s AG,ps (KImol™1l) -51.2 -49.3 ND -39.5 -39.5 -36.7 ND -48.5 ND -30.8 -47.5 ND
E9T7 , Kq.int (0M) ND ND ND ND ND ND ND ND ND ND ND ND
HyN AGn¢ (kJmol™1!)  ND ND ND ND ND ND ND ND ND ND ND ND
1 NH Kd,0bs (0M) 2.0 10 ~D 10 100 500 ~D 71 ~D 100 38 ~D
| AG,ps (KImol™1l) -51.6 -47.5 ND -43.9 -38.0 -37.4 ND -48.3 ND -41.5 -44.0 ND
E99 o=s Kq.int (0M) ND ND ND ND ND ND ND ND ND ND ND ND
I INel kImol~!) ND ND ND ND ND ND ND ND ND ND ND ND
e} : int
o Kd.0bs (0M) 330 170 ~D ~D ~D ~D ~D 120 ~D 1000 7 ~D
AG,ps (kKImol™1l) -38.4 -40.2 ND ND ND ND ND 411 ND -32.0 -42.2 ND
ARG g Kq.int (0M) ND ND ND ND ND ND ND ND ND ND ND ND
0\\ i. AGipt (kImol™1l) ND ND ND ND ND ND ND ND ND ND ND ND

W
_w
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No. Cpd Structure CAI CAII _CAIII _CAIV CAVA CAVB CAVI CAVII CAIX CAXII CAXII CAXIV
73 Px Kq obs (M) 100 20 ND ND ND ND ND 25 ND 400 67 ND
s AG,ps (kJmol™1) -41.5 -45.7 ND ND ND ND ND -45.1 ND -38.0 -42.6 ND
ART / N Kq int (aM) ND ND ND ND ND ND ND ND ND ND ND ND
HoN /& AGjp (kIJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
S N
H
o
2 O 5 Ka.00s (M) 33 1.0 28 000 1600 2500 310 3800 20 67 910 83 16
o _'S' AG,ps (kImol™1) -44.4 -49.8 -27.1 -34.4 -33.2 -38.6 -32.2 -45.7  -42.6  -35.9 -42.0 -46.3
E79 = Kq int (aM) 0.37 0.021 79 5.4 20 1.9 4.1 0.092 0.23 4.2 0.90 0.073
NHg N/%N AGpng (kImol™1)  -56.0 -63.4 -42.2 -49.0 -45.7 -51.8 -49.8 -59.6 -57.2  -49.7 -53.7 -60.2
/
75 K g, obs (NM) 10 6.2 33000 2200 2500 120 3900 29 66 720 77 9.1
o AG,ps (kKIJmol™1) -47.5 -48.7 -26.6 -33.6 -33.2 -37.9 -32.1 -44.8 -42.6  -36.5 -42.2 -47.7
E80 N o Kg int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
N I AGjpt (kImol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
S=
= ;o
HyN
76 K g, obs (NM) 8.3 5.0 59 000 1900 1100 330 3400 20 35 200 50 10
AGgps (kJmol™1)  -a7.9 -49.3 -25.1 -33.9 -35.3 -38.4 -32.4 -45.7  -44.2  -38.0 -43.3 -47.5
E81 Ky img (nM) ND ND ND ND ND ND ND ND ND ND ND ND
AGjpt (kIJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
NHq N N
|
o=S8
1 o)
Q.
7 d.obs (oM 1.0 5.6  >200000 860 710 500 000 20 2 80 33 10
O K > P 7 P
o:é’ AGgps (kJmol™1) -40.8 -49.0  >-22.0  -36.0 -36.5 -37.4 -32.0 -45.7  -44.9  -37.5 -44.4 -47.5
E82 | o Kg ing (nM) ND ND ND ND ND ND ND ND ND ND ND ND
HoN AGjpy (kIJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
N
x N
78 K g, obs (NM) 8.3 5.6 T60 000 970 830 330 5000 17 24 830 33 6.2
NHo AG,ps (kImol™1) -47.9 -49.0 -22.6 -35.7 -36.1 -38.4 -31.5 -46.2 -45.2  -36.1 -44.4 -48.7
E83 ol Kq int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
=
‘ﬁ N AGjpt (kIJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
o N
o
7o K obs (WM) 3.6 1.0 22 000 980 500 250 1500 18 12 2000 38 8.1
AG,ps (kIJmol™1) -50.1 -49.8 -27.7 -35.7 -37.4 -39.2 -34.6 -45.9 -47.0  -33.8 -44.0 -48.0
E84 Kq int (0M) ND ND ND ND ND ND ND ND ND ND ND ND
AGjpg (kIJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND

HoN




No. Cpd Structure CA1 CAII CA 111 CAIV CA VA CA VB CA VI CAVII CAIX CAXII CAXIII CAXIV

50 Ka.obs (0M) 71 5.6 56000 1700 1000 290 2000 7 24 670 29 7.9
AG,ps (kImol™1l)  .48.3 -49.0 -25.3 -34.2 -35.6 -38.8 -32.0 -46.1  -45.3  -36.7 -44.8 -48.1
E85 Kq,int (0M) ND ND ND ND ND ND ND ND ND ND ND ND
AG;ps (kImol™1) ND ND ND ND ND ND ND ND ND ND ND ND
N N
%
HoN
2N o
-
(0] \
°
o1 K4 ops (0M) 1 1.2 >200000 1800 1200 710 2500 20 25 1000 50 71
AG s (kKImol™1)  -47.2 -49.7  >-22.0  -34.2 -35.0 -36.5 -33.2 457 -45.1  -35.6 -43.3 -48.3
E93 Ky img (nM) ND ND ND ND ND ND ND ND ND ND ND ND
AGips (kImol™1) ND ND ND ND ND ND ND ND ND ND ND ND
N N
HyN
A /®/<)
S
O” \
Py
a2 O Kd,0bs (0M) 8.3 12 21000 1700 770 110 2900 20 36 1100 63 77
O:S” AG,ps (KImol™1l)  -47.9 407 -27.8 -34.2 -36.3 -41.2 -32.9 -45.7  -44.2  -35.5 -42.8 -48.2
E86 / o oH Kq.int (0M) ND ND ND ND ND ND ND ND ND ND ND ND
HoN L AGn¢ (kJmol™1!) ND ND ND ND ND ND ND ND ND ND ND ND
N N

¢l

83 Kg obs (nM) 140 100 >200 000 1400 14 000 1000 6700 20 360 8300 290 150
AG (kJ molfl) -40.6 -41.5 >-22.0 -34.7 -28.8 -35.6 -30.7 -45.7 -38.2 -30.1 -38.8 -40.4
N
N

obs
E87 Kg int (0M) ND ND ND ND ND ND ND ND ND ND ND ND
AGip¢ (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
o

o

\

=5

o=
\
NHo
sa o 2 K obs (WM) 2500 250 ND 2600 3300 10000 ND 500 ND 2000 4500 ND
S AG gy (KJmol™1)  -33.2 -39.2 ND -33.2 -32.5 -20.7 ND -37.4 ND -32.1 -31.7 ND
E10-4 / Kq int (aM) ND ND ND ND ND ND ND ND ND ND ND ND
HpN H AGip¢ (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
N N~ OoH
o

o5 N NH K g, obs (NM) 130 T80 _ >200000 5000 2000 5000 10000 830 67 2500 2200 130
|2 N 2 AG gy (kJmol™1)  -41.0 -40.0  >-22.0 -31.5 -33.8 -31.5 -20.7 -36.1  -42.6  -33.2 -33.5 -41.0
E74 o=8 Kg int (0M) 0.15 0.11 63 1.9 1.8 3.3 1.2 0.42  0.025 1.3 2.7 0.064
Il S AGips (kImol™1) -58.3 -59.2 -42.7 -51.8 -52.0 -50.3 -52.9 -55.6  -62.9  -52.8 -50.9 -60.5
86 - ¢ Kq,obs (0M) 50 200  >200000 10000 3300 2500 100000 1400 67 8300 330 290
|2 N AG,ps (kKImol™1l) .43.3 -39.8  >-22.0 -29.7 -32.5 -33.2 -23.7 347 426  -30.1 -38.4 -38.8
ET5 o= Kg int (nM) 0.061 0.12 63 3.7 2.9 1.6 12 0.73  0.025 4.2 0.40 0.15

S
Il s AGint (kIJmol™1)  -60.6 -59.0 -42.7 -50.0 -50.6 -52.1 -47.0 -54.2 -62.9 -49.7 -55.8 -58.3




€1

No. Cpd Structure CAL CAIl _CAIIl _CAIV CAVA CAVB CAVI CAVI CAIX CAXII CAXII CAXIV
a7 - g\/\ K obs (WM) 25 71 >200000 1100 1100 2900 5300 560 83 1100 620 10
;2 N AGgps (KJmol™1)  -45.1 -42.4  >-22.0 -35.3 -35.3 -32.9 -31.3 -37.1  -42.0  -35.3 -36.8 -43.9
ET6 o=s Kq int (aM) 0.030  0.042 63 0.42 0.97 1.9 0.63 0.28  0.031 0.57 0.75 0.020
1] S AGip (kJmol™1) -62.4 -61.6 -42.7 -55.7 -53.5 -51.8 -54.6 -56.7  -62.3  -54.9 -54.2 -63.4
o8 O K g, obs (NM) 3800 830 D D ND D 13000 1500 ND 5600 8300 D
NH, n AGgps (kJmol™1)  -32.1 -36.1 ND ND ND ND -29.1 -34.5 ND -31.2 -30.1 ND
KR50-18a | Kq ing (nM) ND ND ND ND ND ND ND ND ND ND ND ND
o= ﬁ N\_>= o AGip¢ (kJmol~1) ND ND ND ND ND ND ND ND ND ND ND ND
o
s ] Kq obs (nM) 1100 670 ND ND ND ND 8300 1600 ND 5600 2900 XD
NHy IS AG,ps (kKImol™1l)  -35.3 -36.7 ND ND ND ND -30.1 -34.4 ND -31.2 -32.9 ND
KR50-18b | Kg ing (0M) ND ND ND ND ND ND ND ND ND ND ND ND
o= ﬁ N\_>= o AGipt (kImol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
o
90 \ _NHjy K obs (WM) 33000 5000 >200000 5600 17000 25000 7900 8300 830 10000 6700 2500
AGgps (kKImol™1)  -26.6 -31.5  >-22.0 -31.2 -28.4 -27.3 -30.3 -30.1  -36.1  -20.7 -30.7 -33.2
E11-63 0% NH, Kq ing (nM) 38 2.7 59 1.9 14 15 0.88 4.0 0.29 4.8 7.4 1.2
Nﬁ/ AGjpt (kJmol™1) -44.0 -50.8 -42.9 -51.7 -46.7 -46.4 -53.7 499  -56.6  -49.4 -48.2 -53.0
s
o1 o\\ NHo K g, obs (NM) 5900 1800 >200000 9600 17000 _ 8300 _ 20000 _ 6700 220 10000 670 T000
s’ AGgps (kJmol™1)  -31.0 -34.1  >-22.0 -20.8 -28.4 -30.1 -27.9 -30.7  -39.5  -20.7 -36.7 -35.6
E11-65 0% I e Kq int (0M) 6.7 0.99 59 3.4 14 5.1 2.2 3.2 0.078 4.8 0.74 0.48
N§|/ N AGins (kImol™1) .485 -53.4 -42.9 -50.3 -46.7 -49.2 -51.3 504  -60.0  -49.4 -54.2 -55.3
s
O K . (o) 1200 670  >200000 420 17000 6700 7100 5000 140 17000 670 T100
92 \ _ NH, d,obs
57 AGgps (kJmol™1)  -35.0 -36.7  >-22.0 -37.9 -28.4 -30.7 -30.5 -31.5  -40.6  -28.4 -36.7 -35.5
E11-67 o n Kq ing (nM) 1.4 0.36 59 0.15 14 4.1 0.80 2.4 0.050 7.9 0.74 0.50
Nﬁ/ AGins (kJmol™1) -52.5 -56.0 -42.9 -58.4 -46.7 -49.8 -54.0 512 -61.1  -48.1 -54.2 -55.2
s
03 NHy e} Kq, obs (0M) 100 560 ND 1500 1700 ND XD 1400 ND 1200 290 ND
Os AGgps (kJmol™1) -41.5 -37.1 ND -31.7 -34.3 ND ND -34.7 ND -35.0 -38.8 ND
E11-7 S s Kg ing (M) ND ND ND ND ND ND ND ND ND ND ND ND
o \© AGns (kJmol™1!) ND ND ND ND ND ND ND ND ND ND ND ND
0a ° K obs (0M) 260 560 ND 1800 6700 5000 ND 1500 ND 130 200 ND
o_ JH2 AG,ps (kImol™1)  -39.0 -37.1 ND -34.1 -30.7 -31.5 ND -34.5 ND -37.8 -39.8 ND
B11-71 g s K int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
/7 AGip¢ (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
o
o5 NHgp [6) K obs (WM) 230 710 ND 5000 5900 3300 ND 2000 ND 1400 170 ND
Oy 7 AGgps (KJmol™1)  -30.4 -36.5 ND -31.5 -31.0 -32.5 ND -32.0 ND -34.7 -40.1 ND
E11-69 P S Kq int (aM) ND ND ND ND ND ND ND ND ND ND ND ND
K V\E> AGip¢ (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
96 NHp 6} K g, obs (NM) 770 1100 ND 3400 120 15000 1900 2000 690 3300 1300 XD
Oy 7 AGgps (kJmol™1)  -36.3 -35.3 ND -32.4 -37.9 -28.6 -33.9 -32.0  -36.6  -32.5 -34.9 ND
E11-9 P S N Kq int (nM) 2.8 2.0 ND 3.9 1.1 31 0.69 6.1 0.78 5.1 4.8 ND
J \W N AGins (KImol™1)  -50.7 -51.7 ND -49.9 -53.2 -44.6 -54.4 -48.7  -54.1  -40.2 -49.4 ND
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No. Cpd Structure CAI __CAII __CAIII __CAIV CAVA CAVB CAVI CAVI CAIX CAXII CAXII CAXIV
o7 Ka.obs (0M) 370 1000 ND 2500 2000 ND 13000 6700 ND 3300 1000 ND
AG,p, (kImol™1l) 382  -35.6 ND -33.2  -33.8 ND -20.1 -30.7 ND -32.5  -35.6 ND
E11-11 N Kq,int (0M) 1.4 1.8 ND 2.8 5.3 ND 4.5 10 ND 5.1 3.6 ND
N| AGip; (kImol™1)  _52.6 -52.0 ND -50.7  -490.1 ND 495 -47.4 ND 492 -50.1 ND
o
A\ )\ z
S S N
z
o7\
NHoy o
o8 > Ka.obs (0M) 500 670 ND 5000 130 10000 8300 2500 ND 3800 560 ND
N AG,ps (kImol™l) 374  -36.7 ND -31.5  -41.0  -20.7  -30.1 -33.2 ND -32.1 -37.1 ND
E11-13 EN )% Kq,int (0M) 1.8 1.2 ND 5.6 0.33 20 3.0 3.8 ND 5.9 2.0 ND
\ AGip; (kImol™1)  _51.8 -53.0 ND -49.0  -56.3  -45.7  -50.6  -49.9 ND -48.8  -51.6 ND
.S S N int
o7\
NHo
o9 R ops (0M) 370 560 ND 3700 110 5600 5000 3300 D 1200 330 ND
N7 AG,ps (kImol™1l) -38.2 -37.1 ND -32.3  -41.3  -31.2 -31.5  -32.5 ND -31.9  -38.4 ND
E11-15 o )\ | Kq int (M) 1.4 0.98 ND 4.1 0.29 11 1.8 5.1 ND 6.4 1.2 ND
S A AGjin¢ (kJmol™1) -52.6 -53.5 ND -49.8 -56.6 -47.2 -51.9 -49.2 ND -48.6 -52.9 ND
_s S N
o7\
NHy o
100 = Kd.0bs (0M) 500 310 ~D 1200 33 2000 1300 2200 ~D 1800 280 ~D
N AGgy, (kImol™1) 37.4 386 ND -31.9  -44.4  -33.8 -31.8  -33.5 ND -34.1 -38.9 ND
E11-17 S )% Kq.int (0M) 1.8 0.55 ND 4.7 0.088 4.0 1.6 3.4 ND 2.8 1.0 ND
N s N AGins (kJmol™1) -51.8 -55.0 ND -49.4  -59.7  -49.9 -52.3  -50.3 ND -50.8  -53.4 ND
25\ '
NH3 o)
To1 Kd.0bs (0M) 830 1200 ~D 3600 5000 13000 11000 _ 4000 ~D 3700 1500 ~D
AG s (kKImol™ 1)  -36.1 -35.0 ND -32.3  -31.5  -20.0 204 -32.0 ND -32.2  -345 ND
E11-19 N Kq.int (0M) 3.1 2.2 ND 4.0 13 26 4.0 6.1 ND 5.7 5.5 ND
N| AGps (kJmol™1)  -50.5 -51.4 ND -49.8  -46.8  -45.1 -40.8  -48.7 ND -48.9  -49.0 ND
o
N )\
_s S N
[ RGN H
NHy o
102 O Ka.0bs (0M) 500 500 ~D 5000 3300 33000 17000 _ 3300 ~D 1700 830 ~D
° g AGgpe (kImol™1) 37.4 374 ND 315 -32.5  -26.6 284  -32.5 ND -34.3  -36.1 ND
E11-25 =i K ing (nM) 1.8 0.88 ND 5.6 8.8 66 6.0 5.1 ND 2.6 3.0 ND
NHy AGps (kJmol™1) -51.8 -53.7 ND -40.0  -47.8  -42.6 -48.8  -40.2 ND -51.0  -50.6 ND
N
A
N
H
o
103 (¢} Kd.0bs (0M) 100 500 ~D 20000 10000 17000 _ 45000 500 ~D 1200 170 ~D
_ AG s (kKImol™ 1)  -41.5 -37.4 ND -27.9  -20.7  -28.4  -25.8  -37.4 ND -35.0  -40.2 ND
E11-27 O =85—=NHy Kq int (0M) 0.37 0.88 ND 23 26 33 16 0.77 ND 1.9 0.60 ND
AGns (kJmol™1)  -56.0 -53.7 ND -45.4  -45.0  -44.4  -46.2  -54.1 ND -51.7 547 ND
HN |
PN
S N
o
Toa Kd,0bs (0M) 71000 1300 ~D 14000 100000 >200000 >200000 >200000 ND _ 58000 _ 9400 ~D
AG s (kImol™1) 246 -34.9 ND -28.8  -23.7 >-22.0 >-22.0 >-22.0 ND -25.2  -20.8 ND
E11-29 Kq.int (0M) ND ND ND ND ND ND ND ND ND ND ND ND
o S AGn¢ (kJmol™1!)  ND ND ND ND ND ND ND ND ND ND ND ND
S
Sso >— N
/ " NHy
o HN /
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No. Cpd Structure CAI CAII _CAII _CAIV _CAVA CAVB CAVI CAVII CAIX CAXII CAXII CAXIV
105 NH, Kg obs (0M) 2200 1100 ND 6700 1000 1700 3300 13000  ND 6700 1400 ND
O¢S/ S I§ ° AG,ps (kKImol™1l) .33.5 -35.3 ND -30.7 -35.6 -34.3 -32.5 -20.1 ND -30.7 -34.7 ND
E11-21 P Kq int (aM) 8.2 2.0 ND 7.5 2.6 3.3 1.2 19 ND 10 5.1 ND
o \W AGipy (KImol™1)  -48.0 -51.7 ND -48.2 -50.9 -50.3 -52.9 -45.8 ND -a7.4 -49.2 ND
N /
106 O Ka.00s (M) 1200 670 D 1400 1400 D 2100 1000 D 1000 2200 XD
s ¢ o AG,ps (KImol™1l)  -35.0 -36.7 ND -34.7 -34.7 ND -33.7 -35.6 ND -35.6 -33.5 ND
E11-23 Kq int (aM) 4.6 1.2 ND 1.6 3.8 ND 0.75 1.5 ND 1.5 8.0 ND
\f AGips (kKImol™1) -49.5 -53.0 ND -52.2 -50.0 ND -54.1 -52.3 ND -52.3 -48.0 ND
N / o
=S - NHy o
1l
o
To7 NHg [6) K obs (WM) 6700 1700 ND 5000 1100 6700 ND 4000 ND 3300 1400 ND
Oy 7 H AG,ps (KImol™1l)  .30.7 -34.3 ND -31.5 -35.3 -30.7 ND -32.0 ND -32.5 -34.7 ND
E11-75 P S N Kq,int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
o \‘r AGp¢ (kImol™1l)  ND ND ND ND ND ND ND ND ND ND ND ND
N
108 K g, obs (NM) 5000 T000 ND 6700 2500 6700 XD 1700 ND 5900 770 XD
AG,ps (kKImol™1l) .31.5 -35.6 ND -30.7 -33.2 -30.7 ND -34.3 ND -31.0 -36.3 ND
E11-73 a Kg int (0M) ND ND ND ND ND ND ND ND ND ND ND ND
o s g , AGip¢ (kImol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
NHy N
I
O=g
I
o
1o NH, O Kg obs (0M) 71 140 ND 2500 670 4000 3300 560 ND 710 190 ND
O‘\s/ s AG,ps (KImol™1l)  .42.4 -40.6 ND -33.2 -36.7 -32.0 -32.5 -37.1 ND -36.5 -40.0 ND
E11-57 i N Kq int (aM) ND ND ND ND ND ND ND ND ND ND ND ND
o Y AGp¢ (kImol™1l)  ND ND ND ND ND ND ND ND ND ND ND ND
s
110 NHo [9) RKa.0bs (0M) 590 910 ND 830 200 5000 XD 3300 ND 910 2000 XD
Os./ AG,ps (KImol™1l)  -37.0 -35.9 ND -36.1 -38.0 -31.5 ND -32.5 ND -35.9 -33.8 ND
E11-31 //S S N K int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
o \( AGn¢ (kJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
HN
111 O Kq,0bs (0M) 3300 1100 ND 1700 170 5000 ND 1400 ND 3300 2900 ND
o= g _NH AG,ps (kImol™1l) 325 -35.3 ND -34.3 -40.2 -31.5 ND -34.7 ND -32.5 -32.9 ND
E11-33 = 2 K int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
AGns (kJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND

Br
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No. Cpd Structure CA1 CAII CA 111 CAIV CA VA CA VB CA VI CAVII CAIX CAXII CAXIII CAXIV
112 NHo O Kd,obs (nM) 2500 1000 ND 3300 1000 20 000 ND 2900 ND 2500 1400 ND
O\\S/ s AG,ps (kI !nOl_l) -33.2 -35.6 ND -32.5 -35.6 -27.9 ND -32.9 ND -33.2 -34.7 ND
E11-35 i N Kq int (aM) ND ND ND ND ND ND ND ND ND ND ND ND
o Y AGip¢ (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
HN o
O —>
113 O Kd,obs (nM) 2000 1000 ND 2300 290 6700 ND 3000 ND 1000 670 ND
_‘S‘ — NHy AG s (kI molil) -33.8 -35.6 ND -33.5 -38.8 -30.7 ND -32.7 ND -35.6 -36.7 ND
E11-61 o= Kq int (aM) ND ND ND ND ND ND ND ND ND ND ND ND
s=N AGjp¢ (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
N
S
N
O
114 O Kd,obs (nM) 4300 3600 >200 000 1600 25 10 000 6700 6700 670 13 000 2400 1700
/: N AG s (kI mol_l) -31.8 -32.3 >-22.0 -34.4 -45.1 -29.7 -30.7 -30.7 -36.7 -29.1 -33.4 -34.3
E11-37 N Kd,int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
AGip¢ (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
O~
=
s
I~ N2
(e}
115 O Kd,obs (nM) 9100 7700 >200000 13000 100 000 2800 67000 17 000 230 17 000 2000 2000
\\S,NHQ AG s (kI !nOl_l) -29.9 -30.3 >-22.0 -29.1 -23.7 -33.0 -24.8 -28.4 -39.4 -28.4 -33.8 -33.8
E11-39 0% Kq int (aM) ND ND ND ND ND ND ND ND ND ND ND ND
AGip¢ (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
N
— n
o
116 O Kd,obs (nM) 4800 7700 >200 000 1500 100000 >200000 >200000 25000 310 14 000 3300 2000
—‘S‘—NH AG,ps (kI mol_l) -31.6 -30.3 >-22.0 -34.5 -23.7 >-22.0 >-22.0 -27.3 -38.6 -28.8 -32.5 -33.8
E11-41 o= 2 Kq ing (nM) ND ND ND ND ND ND ND ND ND ND ND ND
AGip¢ (kJmol™1l) ND ND ND ND ND ND ND ND ND ND ND ND
o ):N
117 O \ K obs (nM) 1000 6700 >200000 37000 100000 >200000 25000 25000 120 11000 1000 1200
—‘S‘—NH AG s (kI mol_l) -35.6 -30.7 >-22.0 -26.3 -23.7 >-22.0 -27.3 -27.3 -41.0 -29.4 -35.6 -35.0
E11-43 o= 2 Ky ing (nM) ND ND ND ND ND ND ND ND ND ND ND ND
AGjp: (kJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND




LT

No. Cpd Structure CA1 CAII CA 111 CAIV CA VA CA VB CA VI CAVII CAIX CAXII CAXIII CAXIV
118 O Kd,obs (nM) 670 2900 >200 000 1700 100000 100000 100000 25000 500 11000 670 1000
_|S| — NH AG s (kI znol_l) -36.7 -32.9 >-22.0 -34.3 -23.7 -23.7 -23.7 -27.3 -37.4 -29.4 -36.7 -35.6
E11-45 o= 2 K int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
AGip¢ (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
N /Q
o N
119 Kd,obs (nM) 2500 17000 >200000 720 100 000 6700 30000 100 000 190 20000 1600 1300
O AG,ps (kKImol™1l) -33.2 284  >220 -365 -23.7 -30.7 -26.8 -23.7  -39.9  -27.9 -34.4 -35.0
E11-47 K int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
Os AGipy (kJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
S
R N
NHq N
120 Kd,obs (nM) 130 5000 >200 000 500 100 000 6700 ND 25000 160 8300 1400 770
AG,ps (kI molfl) -41.0 -31.5 >-22.0 -37.4 -23.7 -30.7 ND -27.3 -40.3 -30.1 -34.7 -36.3
E11-49 Kq int (aM) ND ND ND ND ND ND ND ND ND ND ND ND
AG;pt (kJ molfl) ND ND ND ND ND ND ND ND ND ND ND ND
NH
O\\ , 2 N N
S
7
(]
(]
121 O Kd,obs (nM) 5000 4000 >200 000 1000 830 6700 25000 5700 380 13 000 2000 1900
—‘S‘—NH AG,ps (kI Inolfl) -31.5 -32.0 >-22.0 -35.6 -36.1 -30.7 -27.3 -31.1 -38.1 -29.1 -33.8 -33.9
E1l1-51 o= 2 Kg,; nM ND ND ND ND ND ND ND ND ND ND ND ND
d,int
AGpt (kI molfl) ND ND ND ND ND ND ND ND ND ND ND ND
N /Q
(e} N
OH
122 Kq obs (nM) 2500 1700 >200 000 2200 5900 5000 10000 13000 120 5000 1100 910
AG s (kI mol_l) -33.2 -34.3 >-22.0 -33.5 -31.0 -31.5 -29.7 -29.1 -41.1 -31.5 -35.3 -35.9
E11-53 o Kg int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
o AGin (kI molfl) ND ND ND ND ND ND ND ND ND ND ND ND
N
S
N\
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No. Cpd Structure CAL CAII __CAII _CAIV CAVA CAVB CAVI CAVI CAIX CAXI CAXII CAXIV
123 O R obs (nM) 1700 3400 >200000 960 100000 _ 3300 _ 22000 _ 25000 91 5000 830 1100
—‘s‘ _NH AG,ps (KImol™1l) -34.3 -32.4  >-22.0 -35.7 -23.7 -32.5 -27.6 -27.3  -41.8  -31.5 -36.1 -35.3
E11-55 o= 2 K int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
AGnt (kKJmol™1l)  ND ND ND ND ND ND ND ND ND ND ND ND
N
=/
s
122 NHy R obs (nM) 580 640 ND ND ND ND ND 6500 ND 2400 1100 ND
oL/ AG s (kKImol™1)  -37.0 -36.8 ND ND ND ND ND -30.8 ND -33.4 -35.5 ND
VD90 //S Kg imp (M) ND ND ND ND ND ND ND ND ND ND ND ND
o AGnt (kImol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
s
NH, K ops (M) 190 S8 ND ND ND ND ND 1300 ND 510 260 ND
125 o_ Jobs L
g AG,ps (KImol™1l)  -39.9 -41.9 ND ND ND ND ND -34.9 ND -35.9 -39.1 ND
VD94 p; Kg iy (nM) ND ND ND ND ND ND ND ND ND ND ND ND
o AGnt (kImol™1l)  ND ND ND ND ND ND ND ND ND ND ND ND
Ss
/1~ o
o
126 Ny R obs (nM) 1400 380 ND XD ND ND ND 3100 ND 3600 1400 ND
oL/ S=s AG,ps (KImol™1l) 347 -38.1 ND ND ND ND ND -33.3 ND -32.3 -34.8 ND
VD65 //S N K int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
o AGint (kKImol™1l) ND ND ND ND ND ND ND ND ND ND ND ND
N
127 x K4 ops (0M) 150 1300 XD XD ND ND ND $500 ND 3200 3700 ND
S AGps (KImol™1l)  -40.6 -34.8 ND ND ND ND ND -30.1 ND -32.6 -33.1 ND
VD20 o Kg img (nM) ND ND ND ND ND ND ND ND ND ND ND ND
Vg N AGnt (KJmol—™1l)  ND ND ND ND ND ND ND ND ND ND ND ND
o7\ NZ
NHo
128 N < o R, obs (nM) 240 170 ND ND ND ND ND 2400 ND ND 3500 ND
o7 AGps (kImol™1)  -30.2 37.6 ND ND ND ND ND 33.3 ND ND 32.4 ND
VD70 o N Kg ime (M) ND ND ND ND ND ND ND ND ND ND ND ND
Y N e} AG,ne (kImol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
25 \
N
NHo
129 N N R obs (nM) 3100 110 ND ND ND ND ND 350 ND 2300 100 ND
R , <s AG ps (KImol™1)  _32.7 412 ND ND ND ND ND 38.3 ND 33.4 -38.0 ND
VD78 //S N Kg img (M) ND ND ND ND ND ND ND ND ND ND ND ND
o AG,nt (kImol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
cl
N
N
P
o“+ o~
130 R ,obs (n) 120 1500 ND ND ND ND ND 6700 ND 50000 1100 ND
AG s (kImol™1) _37.8 -34.6 ND ND ND ND ND 307 ND 255 -35.4 ND
VD80 Kg imt (nM) ND ND ND ND ND ND ND ND ND ND ND ND
AG,nt (kImol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
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No. Cpd Structure CA1 CA Il CA 111 CA 1V CA VA CA VB CA VI CA VII CAIX CA XII CAXIII CAXIV
131 fe) Kd,obs (nM) 8800 8200 ND ND ND ND ND >200 000 ND 25000 110 000 ND
I AG,ps (kJmol™1) -30.0 -30.2 ND ND ND ND ND >-22.0 ND -27.3 -23.5 ND
VD81 o=s N Kq int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
I AGip¢ (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
NHj N\ 7
N N
N+
L/ NS
N :S
132 NHo N Kd,obs (nM) | 100 50 ND ND ND ND ND 410 ND 2000 360 ND
Oy 7 ;) Ss AG,ps (kIJmol™ 1) -41.5 -43.3 ND ND ND ND ND -37.9 ND -33.8 -38.3 ND
VD9 //S N Kq int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
o) AGint (kJ molfl) ND ND ND ND ND ND ND ND ND ND ND ND
S
N
Chlorinated compounds
133 Cl Cl1 Kq obs (M) 33 100 ND ND 200 ND 1000 22 130 560 17 29
NH AG kJ mol_1 -44.4 -41.5 ND ND -39.8 ND -35.6 -45.4 -40.9 -37.1 -46.2 -44.7
2 obs
VD13-03 | Kq ing (nM) ND ND ND ND ND ND ND ND ND ND ND ND
o=s Cl AGint (kJ molfl) ND ND ND ND ND ND ND ND ND ND ND ND
1
(e}
Cl1 Cl1
134 cl Kq obs (nM) 100 170 ND 1900 1100 ND ND 170 ND 1700 200 ND
NH AGobs (kJ mol_l) -41.5 -40.2 ND -34.0 -35.3 ND ND -40.2 ND -34.3 -39.8 ND
E11-2 2 Kg ; nM ND ND ND ND ND ND ND ND ND ND ND ND
| d,int
o=s AGip¢ (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
1l
Ie) O
135 Cl K obs (nM) 100 200  >200000 1200 3300 4200 11000 670 560 2000 530 180
NH NHoy AanS (kJ molfl) -41.5 -38.8 >-22.0 -35.0 -32.5 -31.9 -29.4 -36.7 -37.1 -33.8 -37.3 -40.0
E11-62 2 N Kg nM 0.34 0.46 170 1.3 8.0 7.5 3.7 0.93 0.57 2.8 1.7 0.25
| d,int
o=Ss AG;pt (kI molfl) -56.2 -55.4 -40.1 -52.8 -48.0 -48.2 -50.1 -53.6 -54.8 -50.8 -52.0 -56.9
1 S
136 g \ Kd,obs (nM) ) 17 100 >200 000 1400 1200 1400 17 000 150 250 500 7 91
o N NGZ AG,ps (kJmol™ %)  -46.2 -41.5 >-22.0  -34.7 -35.0 -34.7 -28.4 -40.4 -39.2 -37.4 -42.2 -41.8
E11-64 o—g %r K int (aM) 0.056 0.16 170 1.5 3.0 2.6 5.5 0.22 0.26 0.70 0.25 0.13
- | s AG;nt (kJ mol_l) -60.8 -58.1 -40.1 -52.4 -50.6 -51.0 -49.0 -57.4 -56.9 -54.3 -57.0 -58.7
NHoy
Cl1
u
137 o N N K:i,obs (nM) L 50 250 170 000 1100 3300 1200 50000 250 140 2000 33 130
I AG,ps (kJmol™ %) -43.3 -39.2 -22.4 -35.3 -32.5 -35.0 -25.5 -39.2 -40.6 -33.8 -44.4 -41.0
E11-66 Oo=s Kd,int (nM) 0.17 0.40 140 1.1 8.0 2.3 16 0.35 0.15 2.8 0.11 0.17
| S AGipt (kJmol™1)  -58.0 -55.8 -40.6 -53.1 -48.0 -51.3 -46.2 -56.1 -58.3 -50.8 -59.1 -57.9
NHgo
C1
O
138 o N P Kd,obs (nM) L 1.8 8.3 ND 420 130 2000 ND 7.7 ND 230 1.9 ND
AGOb‘S (kJmol™ ™) -51.9 -47.9 ND -37.9 -40.8 -33.8 ND -48.2 ND -39.4 -51.8 ND
Kd int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
AGint (kJ molfl) ND ND ND ND ND ND ND ND ND ND ND ND

~s
E11-68 /
HoN
cl1 s
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No. Cpd Structure CA1 CA Il CA 111 CA 1V CA VA CA VB CA VI CA VII CAIX CA XII CAXIII CAXIV
139 Kq obs (nM) 33 13 ND 670 770 1000 ND 11 ND 250 6.7 ND
AG,ps (kJ mol_l) -44.4 -46.9 ND -36.7 -36.3 -35.6 ND -47.2 ND -39.2 -48.5 ND
E11-74 o Kd,int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
o AGip¢ (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
S
/ HN
e A
Cl1 S N
140 [¢) K obs (nM) 67 33 ND 1700 290 2500 ND 25 ND 3300 10 ND
AGps (kJ mol_l) -42.6 -44.4 ND -34.2 -38.8 -33.2 ND -45.1 ND -32.5 -47.5 ND
E11-72 o Kg int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
O AGip¢ (kJmol™1l) ND ND ND ND ND ND ND ND ND ND ND ND
S
/ HN
= PS
C1 S N
o
141 o /0 K obs (nM) 10 11 ND 910 360 ND 2500 5.0 200 830 17 ND
és/ AGps (KImol™1)  -47.5 -47.2 ND -35.8 -38.3 ND -33.2 -49.3 -39.8 -36.1 -46.2 ND
E11-8 / N z Kd,'int (nM) 0.12 0.061 ND 3.2 3.0 ND 2.8 0.024 0.70 4.0 0.19 ND
HaN | AGpy (kImol™1)  -59.0 -60.6 ND -50.4 -50.6 ND -50.7 -63.0 -54.3 -49.8 -57.7 ND
NS
Cl1 s N
142 o /O Kd,obs (nM) 1.0 5.6 ND 38 130 ND 1100 2.9 ND 71 5.0 ND
\‘S/ AGgps (kJmol™1)  -53.4 -49.0 ND -44.0 -41.0 ND -35.3 -50.7 ND -42.4 -49.3 ND
E11-6 7 Kg int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
HaN AGjpy (kIJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
Cl1 S
143 Kq obs (nM) 1.4 10 ND 130 250 500 ND 7.7 ND 130 7.7 ND
AGps (kJ molfl) -52.5 -47.5 ND -41.0 -39.2 -37.4 ND -48.2 ND -40.8 -48.2 ND
E11-70 o Kd,int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
] S AGpt (kI molfl) ND ND ND ND ND ND ND ND ND ND ND ND
o=s
|
NHo
cl1
9 5 5
144 \// Kq obs (nM) R 6.7 8.5 ND 620 400 1500 5000 10 ND 440 2.1 ND
Ns AG,ps (kJmol™ %) -48.5 -47.9 ND -36.8 -38.0 -34.5 -31.5 -47.5 ND -37.7 -51.5 ND
El11-12 / N z Kd,int (nM) 0.077 0.047 ND 2.2 3.3 9.6 5.7 0.048 ND 2.1 0.024 ND
HoN | AGpt (kI molfl) -60.0 -61.3 ND -51.4 -50.3 -47.6 -48.9 -61.2 ND -51.5 -63.1 ND
NS
Cl1 s N
145 o /O Kq obs (M) 5.3 7.1 ND 480 330 1800 3300 17 ND 590 1.2 ND
\\S/ AG ps (kJ molfl) -49.1 -48.3 ND -37.5 -38.4 -34.1 -32.5 -46.2 ND -37.0 -52.8 ND
El1-14 / N z Kcl,int (nM) 0.061 0.039 ND 1.7 2.8 11 3.8 0.080 ND 2.8 0.014 ND
HyN | AG pny (kImol™1)  -60.6 -61.8 ND -52.1 -50.8 -47.2 -50.0 -59.9 ND -50.7 -64.4 ND
NS
Cl1 s N
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No. Cpd Structure CA1 CAIl CAII CAIV CAVA CAVB CAVI CAVII CAIX CAXII CAXII CAXIV
146 0 Kg obs (0M) 6.2 T ND 400 330 1700 3300 1 ND 360 1.8 ND
> AGyps (KImol™1)  -a8.7 -48.2 ND -38.0 -38.4 -34.3 -32.5 -a7.2 ND -38.3 -51.9 ND
E11-16 / NZ Kq,int (0M) 0.072 0.042 ND 1.4 2.8 10 3.8 0.053 ND 1.7 0.021 ND
HoN | AG iy (kImol™1)  -60.2 -61.6 ND -52.5 -50.8 -47.4 -50.0 -61.0 ND -52.0 -63.4 ND
NS
cl S N
o
127 5 Ka.00s (M) 5.0 17 ND 1300 770 ND 2900 3 ND 910 10 ND
o_/y AGyps (kImol™1)  -40.3 -46.2 ND -34.9 -36.3 ND -32.9 -46.9 ND -35.9 -47.5 ND
E11-10 Ns N Kq,int (0M) 0.058 0.092 ND 4.7 6.4 ND 3.2 0.060 ND 4.4 0.11 ND
H2N/ Nl AG png (kImol™1)  -60.8 -59.6 ND -49.4 -48.6 ND -50.4 -60.7 ND -49.6 -59.0 ND
)\ Z
cl S N
o
128 ° Ka.0bs (M) 6.7 28 ND 560 200 3300 2500 36 ND 330 33 ND
oLy AGyps (kImol™1)  -48.5 -a4.9 ND -37.1 -39.8 -32.5 -33.2 -44.2 ND -38.4 -44.4 ND
E11-18 Ss N Kq int (0M) 0.077 0.15 ND 2.0 1.7 21 2.8 0.17 ND 1.6 0.38 ND
HQN/ Nl AG g (kImol™1)  -60.0 -58.3 ND -51.7 -52.1 -45.6 -50.7 -58.0 ND -52.2 -55.9 ND
)\ N
cl S N o
H
o
120 Ka.0bs (0M) 10 110 ND 1200 290 5000 1500 50 ND 200 83 ND
AGyps (KImol™1) 475 -41.3 ND -35.0 -38.8 -31.5 -31.7 -43.3 ND -39.8 -42.0 ND
E11-24 Kq int (0M) 0.12 0.61 ND 4.4 2.4 31 5.1 0.24 ND 0.96 0.94 ND
o /o AGpny (kImol™1)  -50.0 -54.7 ND -49.6 -51.2 -44.6 -49.2 -57.1 ND -53.5 -53.6 ND
>
/ N
- A
NS
cl s N o
H
150 T Kg obs (0M) 0.35 26 ND 1200 50 250 9100 75 ND 250 T2 ND
° AGps (kKImol™1)  -56.1 -45.0 ND -35.0 -43.3 -39.2 -20.9 -48.2 ND -39.2 -53.0 ND
E11-26 oy Kq,int (0M) 0.0041 0.15 ND 4.4 0.41 1.6 10 0.036 ND 1.2 0.013 ND
s
Ss AGjpng (kImol™1)  -67.6 -58.4 ND -49.6 -55.7 -52.3 -47.4 -62.0 ND -52.9 -64.5 ND
/ NN
- A
NS
cl S N o
H
o
151 6} O Kg obs (0M) 98 110 ND 18000 7700 100 000 ND 22 ND 320 15 ND
O‘\s// AGyps (KImol™1)  -a1.6 -41.3 ND -28.2 -30.3 -23.7 ND -45.4 ND -38.6 -46.4 ND
E11-28 / N K ing (nM) ND ND ND ND ND ND ND ND ND ND ND ND
HoN | AGjp: (kIJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
)%
cl S N
(]
152 [e) O O Kg obs (0M) 14 20 ND 590 170 ND 2900 25 ND 250 77 ND
O¢s// AGgps (kImol™1)  -46.6 -45.7 ND -37.0 -40.2 ND -32.9 -45.1 ND -39.2 -42.2 ND
E11-22 / N 0 Kq,int (0M) 0.16 0.11 ND 2.1 1.4 ND 3.2 0.12 ND 1.2 0.87 ND
AG iy (kIJmol™1)  -58.1 -59.1 ND -51.5 -52.6 ND -50.4 -58.9 ND -52.9 -53.8 ND

O
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No. Cpd Structure CAI CAII _CAIII __CAIV _CAVA CAVB CAVI CAVII CAIX CAXII CAXII CAXIV
158 [¢) Ka.obs (0M) 20 67 ND 710 200 500 1900 100 ~ND 910 25 ND
H AG,ps (kKImol™1l)  .45.7 -42.6 ND -36.5 -39.8 -37.4 -34.0 -41.5 ND -35.9 -45.1 ND
B11-20 a1 s N o Kq,int (0M) 0.23 0.37 ND 2.5 1.7 3.1 2.1 0.48 ND 4.4 0.28 ND
HoN \f AGips (KImol™1)  -57.2 -56.0 ND -51.0 -52.1 -50.5 -51.5 -55.3 ND -49.6 -56.7 ND
2
\ N A
.S
o7\
o
152 K4 obs (0M) 6.7 33 ND 150 1000 ND ~ND 1 ~D 330 27 ND
AG,ps (kImol™1l)  .48.5 -44.4 ND -40.4  -35.6 ND ND -47.2 ND -38.4 -44.9 ND
E11-30 5 N Kq,int (0M) ND ND ND ND ND ND ND ND ND ND ND ND
° Y AG;ps (kImol™1) ND ND ND ND ND ND ND ND ND ND ND ND
A\Y HN
S
-
o7\
NHz 1
155 o K4 obs (0M) 7 20 ND 370 100 ND ~ND 5.0 ~ND 380 1 ND
S AG,ps (kKImol™1l)  -46.2 -45.7 ND -38.2 -38.0 ND ND -40.3 ND -38.1 -47.2 ND
E11-32 Vi N Br Kq,int (0M) ND ND ND ND ND ND ND ND ND ND ND ND
HyN /lL AG;ps (kKImol™1l) ND ND ND ND ND ND ND ND ND ND ND ND
Cl S N
H
o
156 [e) R obs (0M) 33 33 ND 1000 500 3300 ND 2 ~ND 1000 33 ND
AG,ps (kKImol™1l)  -44.4 -44.4 ND -35.6 -37.4 -32.5 ND -46.6 ND -35.6 -44.4 ND
E11-34 S N Kq int (0M) ND ND ND ND ND ND ND ND ND ND ND ND
° Y AG,ns (kImol™1l)  ND ND ND ND ND ND ND ND ND ND ND ND
A\Y HN o
_s
2
o7\
NHz 1
o
157 R obs (0M) 15 3.3 ND 710 2500 1000 ND 25 ND 500 2.0 ND
AG,ps (kImol™1l)  -40.5 -50.3 ND -36.5 -33.2 -35.6 ND -51.0 ND -37.4 -51.6 ND
E11-56 5 N Kq int (0M) ND ND ND ND ND ND ND ND ND ND ND ND
° Y AG;ns (kImol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
A\ s
S
-
o7\
NHz 1
158 TT 5} R obs (0M) 12 83 25000 1700 1000 1200 3300 10 59 830 0 2
HoN /=X AG,ps (KImol™1l)  .47.1 -47.9 -27.3 -34.3 -35.6 -35.0 -32.5 -49.8  -42.9  -36.1 -45.8 -46.6
E11-36 Y Kq int (0M) 0.49 0.16 270 21 30 28 14 0.069  0.75 14 0.78 0.25
o=S N AG;ny (kImol™1)  -55.3 -58.1 -39.0 -45.5 447 -44.8 -46.7 -60.3  -54.2  -46.5 -54.0 -57.0
\
o
150 = R ops (1M 5.9 1 110000 1100 1400 770 2800 1 63 200 23 24
NHo AG,ps (kImol™1)  .48.8 -47.3 -23.5 -35.3 -34.7 -36.3 -33.0 -47.2 428 -30.8 -45.3 -45.2
E11-38 0! Kq int (M) ND ND ND ND ND ND ND ND ND ND ND ND
=17 N AG;ns (kJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
o N

va




No. Cpd Structure CA1 CAII CA 111 CAIV CA VA CA VB CA VI CAVII CAIX CAXII CAXIII CAXIV

€¢

160 a1 K obs (WM) 18 6.2 >200000 930 500 1000 2300 7T 8.3 67 11 T
NHo AG,ps (kJmol™1) -40.4 -48.7  >-22.0 -35.8 -37.4 -35.6 -33.5 -48.2 -47.9 -42.6 -47.1 -48.2
E11-40 ol Kq int (aM) ND ND ND ND ND ND ND ND ND ND ND ND
*ﬁ N AGjpg (kIJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
o N
[¢) <‘
Te1 P K obs (WM) 2.9 3.6 >200000 1400 1700 1200 22000 12 14 63 5.6 5.6
NHo AG,ps (kJmol™1)  -50.7 -50.1 >.22.0  -34.7 -34.3 -35.0 -27.6 -49.7 -46.6 -42.8 -49.0 -49.0
B11-42 ol Kq int (aM) ND ND ND ND ND ND ND ND ND ND ND ND
*ﬁ N AGjp: (kImol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
o T:N
O
162 K obs (0M) 3.3 2.7 130000 1100 830 670 5000 3.3 ) 110 2.5 5.0
AGps (kImol™1)  -50.3 -50.8 -23.2 -35.3 -36.1 -36.7 -31.5 -50.3 -47.4 -41.2 -51.0 -49.3
B11-44 K ing (nM) ND ND ND ND ND ND ND ND ND ND ND ND
AGjpy (kIJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
N N
cl
HoN N
\ o
S
O” \
163 Ky obs (nM) 5.0 T4 >200000 960 670 1100 5600 5.0 9.1 330 10 5.0
AGgps (KJmol™1)  -40.3 -46.6  >-22.0  -35.7 -36.7 -35.3 -31.2 -49.3 -47.7 -38.4 -43.9 -49.3
E11-46 o Kg ing (nM) ND ND ND ND ND ND ND ND ND ND ND ND
AGipt (kImol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
o N N
\
o‘s\
NH
el
loa al Kq obs (0M) 6.7 T4 >200000 1000 1000 710 2000 5.0 3.9 500 10 2.4
NHy AGgps (kJmol™1)  -48.5 -46.6  >-22.0 -35.5 -35.6 -36.5 -32.0 -49.3 -49.9 -37.4 -43.9 -51.2
E11-48 ol Kg ing (nM) ND ND ND ND ND ND ND ND ND ND ND ND
=S AGipt (kIJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
1l N int
o iN
O
165 Kq,0bs (2M) 1.7 3.3 >200000 950 500 500 23 000 15 13 67 9.1 12
AGgps (kJmol™1)  -52.1 -50.3  >-22.0  -35.7 -37.4 -37.4 -27.6 -49.5 -46.9 -42.6 -47.7 -47.1
E11-54 Kg ing (M) ND ND ND ND ND ND ND ND ND ND ND ND
fell AGipt (kIJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND

NH,

o=S
I

7
S
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No. Cpd Structure CAI CAII _CAIII _CAIV CAVA CAVB CAVI CAVII CAIX CAXII CAXII CAXIV
166 oHn Kg obs (0M) 10 T4 33 000 1300 250 670 3100 5.0 25 1000 67 22
AG,ps (kJmol™1) -47.5 -46.6 -26.6 -34.9 -39.2 -36.7 -32.7 -49.3  -45.1  -35.6 -42.6 -45.4
E11-50 cl o Kq int (aM) ND ND ND ND ND ND ND ND ND ND ND ND
HyN N AGjp (kImol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
\ N
o=8
\
o
167 Kg obs (0M) 8.3 2.0 >200000 980 1000 5000 1400 8.3 71 170 6.7 10
AGyps (kImol™1)  -a7.9 -50.7  >-22.0  -35.7 -35.6 -31.5 -34.7 -47.9  -42.4  -40.2 -48.5 -a7.4
B11-52 cl K int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
NHy o AGipt (kImol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
|
o=s
1
N
o N
108 5 ! — Kd.obs (0M) 67 350 ND 180 1000 13000 3300 650 ND 3000 500 ND
ol _ AGgps (kJmol™1)  -42.6 -39.2 ND -40.0 -35.6 -20.1 -32.5 -36.7 ND -32.7 -37.4 ND
E11-60 Ss 8= h Kg ing (nM) ND ND ND ND ND ND ND ND ND ND ND ND
H2N/ )R AGjp: (kIJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
s
cl N
1690 CT Kq obs (0M) 17 000 710 ND 360 770 100 ND 830 ND ND 200 ND
NH AG kJmol~1) -28.4 -36.5 ND -38.3 -36.3 -41.5 ND -36.1 ND ND -39.8 ND
2 obs
E16 | K int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
o=s AG; kJ mol— 1 ND ND ND ND ND ND ND ND ND ND ND ND
M int
o
o
170 9] Kg obs (0M) 20 000 1200 ND 1000 ND ND ND 1000 ND 1200 280 ND
o AGgps (KJmol™1)  -27.9 -35.0 ND -35.6 ND ND ND -35.6 ND -35.0 -38.9 ND
E17 Kg.int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
ﬁ AGjpy (kIJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
o=s
|
NHy
cl
171 o Kg obs (0M) 10000 500 ND 670 140 3300 67 000 330 ND ND 220 ND
AGgps (KJmol™1)  -20.7 -37.4 ND -36.7 -40.6 -32.5 -24.8 -38.4 ND ND -39.5 ND
B39 HyN Kg.int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
\ X AGjp: (kJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
O,/s\\ o o
o o
172 ° o Kg obs (0M) 17 000 670 >200000 670 5000 2000 1400 200 710 1100 560 220
\\sf AGgps (KJmol™ 1)  -28.4 -36.7  >-22.0  -36.7 -31.5 -33.8 -34.7 -39.8  -36.5  -35.3 -37.1 -39.5
E35 HoN Kg.int (nM) 72 1.4 220 0.88 16 4.7 0.60 0.36 0.95 2.0 2.4 0.40
2 N NHy AGipny (kImol™l)  -42.4 -52.6 -39.5 -53.7 -46.3 -49.4 -54.7 -56.0  -53.6  -51.6 -51.2 -55.8
o Y
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No. Cpd Structure CAI CAII _CAIII _CAIV CAVA CAVB CAVI CAVII CAIX CAXII CAXII CAXIV
173 o o Kg obs (0M) 2200 670 170000 200 1000 1700 22000 170 360 1700 200 150
\\Sf, AG,ps (kJmol™1) -33.5 -36.7 -22.4 -39.8 -35.6 -34.3 -27.6 -40.2  -38.3  -34.3 -39.8 -40.4
E42 HoN H S Kq int (aM) 9.6 1.4 190 0.27 3.1 3.9 9.4 0.30 0.47 3.0 0.85 0.28
2 N N X AGjp¢ (kJmol™1) -47.6 -52.6 -39.9 -56.8 -50.5 -49.9 -47.6 -56.5  -55.3  -50.6 -53.8 -56.7
a g
S
172 6} K obs (WM) T400 670 >200000 500 20000 1800 25000 1400 2200 5800 250 1200
\\S/ o AG,ps (kKImol™1) -34.7 -36.7  >-22.0 -37.4 -27.9 -34.1 -27.3 -34.7  -33.5  -31.1 -39.2 -35.0
E43 HoN H Kq int (0M) 6.2 1.4 220 0.66 62 4.2 11 2.6 2.9 10 1.1 2.3
2 N N AGjp¢ (kJmol™1) -48.7 -52.6 -39.5 -54.5 -42.8 -49.7 -47.3 -51.0  -50.6  -47.4 -53.3 -51.3
a1 ﬁ/
S
175 o RKa.0bs (0M) 14000 1800 XD D ND XD D 3300 ND 2000 2000 D
AGgps (kJmol™1) -28.8 -34.1 ND ND ND ND ND -32.5 ND -32.0 -32.0 ND
E32C a Ky imt (nM) ND ND ND ND ND ND ND ND ND ND ND ND
NN AGip¢ (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
HoN Y
27 \ S
/, Ss
N
7 Yo
176 K g, obs (NM) 500 130 ND 670 220 500 XD 150 ND 830 150 ND
o 2 o AGgps (kJmol™1)  -37.4 -40.8 ND -36.7 -39.5 -37.4 ND -40.5 ND -36.1 -40.5 ND
E98 \s// S Ky imt (nM) ND ND ND ND ND ND ND ND ND ND ND ND
/ AGip¢ (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
HyN
cl
177 o o Kq,0bs (2M) ; 400 180 ND 1000 130 500 ND 170 ND 1200 71 ND
oy AGgps (kJmol™1)  -38.0 -40.0 ND -35.6 -41.0 -37.4 ND -40.2 ND -35.0 ~42.4 ND
E96 g s Kq int (0M) ND ND ND ND ND ND ND ND ND ND ND ND
. N/ V\@ AGipt (kIJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
2
C1
178 o\\ o Kq,obs (0M) ) 2000 130 ND 100 1100 2200 2300 170 ND 290 260 ND
5% AGgps (kJmol™1) -33.8 -41.0 ND -41.5 -35.3 -33.5 -33.5 -40.2 ND -38.8 -39.0 ND
E40 HyN” HO Kg ing (0M) ND ND ND ND ND ND ND ND ND ND ND ND
N AGipt (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
el \//N
S
179 6] %] Kq obs (0M) 12 170 ND 2200 500 2000 ND 100 ND ND 710 ND
O\\S// s AGgps (kJmol™ 1)  -a7.1 -40.2 ND -33.5 -37.4 -32.0 ND -38.0 ND ND -36.5 ND
E58 / \Jé,,N Kg ing (nM) ND ND ND ND ND ND ND ND ND ND ND ND
HoN \ AGjp: (kIJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
N
c1
o
180 o o Kq obs (nM) ) 11000 3300 ND ND ND ND ND 10000  ND 1000 o1 ND
o AGgps (kKJmol™1) -20.4 -32.5 ND ND ND ND ND -29.7 ND -35.6 -41.8 ND
AR2 g s I Kq ing (0M) ND ND ND ND ND ND ND ND ND ND ND ND
- N/ \W AGipt (kImol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
2
N

Cl1
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No. Cpd Structure CAI CAII _CAIII __CAIV _CAVA CAVB CAVI CAVII CAIX CAXII CAXII CAXIV
181 6} O Kg obs (0M) 6700 67 XD XD ND XD XD 91 ND 1800 140 XD
O\\s// s H AG gy (KImol™1)  -30.7 -42.6 ND ND ND ND ND -41.8 ND -34.1 -40.6 ND
AR1 / N Kq,int (0M) ND ND ND ND ND ND ND ND ND ND ND ND
HoN \‘r / AGip¢ (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
N
cl
182 ° [9) Kg obs (0M) 1200 290 XD 2900 12 13000 XD 1100 ND 1200 10000 XD
O/ AG,ps (kImol™1l)  -35.1 -38.8 ND -32.9 -43.8 -20.1 ND -32.0 ND -34.7 -29.7 ND
BE31 8 S N K int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
HoN \f AGps (kImol™1) ND ND ND ND ND ND ND ND ND ND ND ND
S
C1
183 [e] Kg obs (0M) 1000 130 XD 560 13 200 XD 53 XD 500 170 XD
O AG,ps (kImol™1l)  -35.6 -40.8 ND -37.1 -46.9 -38.0 ND -43.2 ND -37.4 -40.2 ND
E21 s S N K ing (nM) ND ND ND ND ND ND ND ND ND ND ND ND
HoN \f AGip¢ (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
HN
C1
182 (¢} Kq. obs (0M) 1200 63 XD D 6.7 XD 2800 130 XD 580 56 D
I AG,ps (kKImol™1)  -35.0 -42.8 ND ND -48.5 ND -33.0 -41.0 ND -37.0 -43.0 ND
E38 HaN=5=0 Kq int (nM) 14 0.34 ND ND 0.055 ND 3.1 0.60 ND 2.8 0.63 ND
al AGjn¢ (kJmol~1) -46.5 -56.2 ND ND -60.9 ND -50.5 -54.7 ND -50.8 -54.6 ND
N Br
s/lLN
H
o
185 [9] Kg obs (0M) 1200 33 XD 910 170 XD XD ND ND 1000 33 XD
I AG,ps (kImol™1)  -35.0 -44.4 ND -35.8 -40.2 ND ND ND ND -35.6 -44.4 ND
E27 HpN=5=0 N Kq ing (nM) 14 0.18 ND 3.2 1.4 ND ND ND ND 4.8 0.38 ND
al AGjpt (kJmol™1) -46.5 -57.8 ND -50.4 -52.6 ND ND ND ND -49.4 -55.9 ND
o
186 o 5 Kd.obs (0M) ) 830 250 ~D 670 330 1200 23000 710 ~D 100 250 ~D
oL/ AG,ps (kImol™1)  -36.1 -30.2 ND -36.7 -38.4 -34.7 -27.6 -36.5 ND -38.0 -39.2 ND
BE54 g s K int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
I~ \© AGips (kImol™1) ND ND ND ND ND ND ND ND ND ND ND ND
2
cl
187 o Kg obs (0M) 1300 330 XD 590 67 XD 560 710 XD 1400 330 XD
o //O AG,ps (kImol™1)  -31.9 -38.4 ND -37.0 -42.6 ND -37.1 -36.5 ND -34.7 -38.4 ND
E89 g s N Kg.int (nM) 55 2.1 ND 2.3 0.62 ND 0.70 3.8 ND 7.8 4.2 ND
I~ \W N AGips (kJmol™1) -43.1 -51.6 ND -51.2 -54.6 ND -54.3 -49.9 ND -48.1 -49.7 ND
2

C1
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No. Cpd Structure CAI CAII _CAIII _CAIV CAVA CAVB CAVI CAVII CAIX CAXII CAXII CAXIV
188 a K obs (WM) 1800 140 ND 200 6.2 ND 670 330 ND 1200 110 ND
N AG,ps (kJmol™1) -34.1 -40.6 ND -38.0 -48.7 ND -36.7 -38.4 ND -35.0 -41.3 ND
E50 HoN | Kq int (aM) 21 0.79 ND 1.4 0.052 ND 0.75 1.6 ND 6.0 1.3 ND
\ )\ Z AGpny (kImol™1)  -45.6 -54.0 ND -52.5 -61.0 ND -54.1 -52.2 ND -48.8 -52.8 ND
.S s N
o7\
o
180 o K obs (WM) . 1300 120 ND 290 5.0 560 1100 220 ND 1100 37 ND
N AG,ps (kImol™1) -34.9 ;411 ND -38.8 -49.3 -37.1 -35.3 -39.5 ND -35.5 -44.1 ND
B45 oo | Kq int (aM) 15 0.66 ND 1.0 0.041 3.5 1.3 1.1 ND 5.1 0.41 ND
25\ )\ > AGjpny (kImol™1)  -46.5 -54.5 ND -53.4 -61.6 -50.2 -52.8 -53.2 ND -49.2 -55.7 ND
_s S N
o7\
o
190 o K g, obs (NM) 1400 67 ND 250 1.0 ND 500 200 ND 1100 67 ND
N AGgps (kImol™1)  -34.7 -42.6 ND -39.2 -49.8 ND -37.4 -39.8 ND -35.3 -42.6 ND
E53 N | Kg int (0M) 16 0.37 ND 0.89 0.033 ND 0.57 0.96 ND 5.3 0.75 ND
\ )\ 2 AGipy (kImol™1)  -46.2 -56.0 ND -53.7 -62.2 ND -54.9 -53.5 ND -49.1 -54.1 ND
_s S N
o7\
To1 K 4,065 (0M) 1000 220 ND 1200 130 1700 1000 330 ND 1400 330 ND
al AGgps (kJmol™1)  -35.6 -39.5 ND -35.0 -41.0 -34.3 -35.6 -38.4 ND -34.7 -38.4 ND
B49 Kg int (0M) 12 1.2 ND 4.4 1.0 10 1.1 1.6 ND 6.9 3.8 ND
HyN AGiny (kImol™1)  -47.1 -52.9 ND -49.6 -53.3 -47.4 -53.1 -52.2 ND -48.4 -50.0 ND
\
s
0%\
102 Kq,obs (0M) 830 200 ND 600 200 2500 1000 T80 ND 320 200 ND
AGgps (KJmol™1)  -36.1 -39.8 ND -36.9 -38.0 -33.2 -35.6 -40.1 ND -38.6 -39.8 ND
E32 Cl1 Kg int (nM) 9.6 1.1 ND 2.1 3.3 16 1.1 0.86 ND 1.5 2.3 ND
NN AGipt (kIJmol™1) -a7.6 -53.2 ND -51.5 -50.3 -46.3 -53.1 -53.8 ND -52.3 -51.3 ND
A
\
s s N
0%\
o
103 © 9] Kq obs (0M) 670 67 ND 170 250 670 830 56 ND 100 56 ND
AGgps (KJmol™1)  -36.7 -42.6 ND -40.2 -39.2 -36.7 -36.1 -43.1 ND -41.5 -43.1 ND
E57 cl N Kg int (nM) 7.7 0.37 ND 0.59 2.1 4.1 0.94 0.27 ND 0.48 0.63 ND
HoN AGjipt (kIJmol™1)  -48.2 -56.0 ND -54.8 -51.5 -49.7 -53.6 -56.8 ND -55.3 -54.6 ND
2
\ )%
s S N
P
o7\
o
Toa [9] Ky obs (nM) 100 50 ND 330 290 1800 2000 28 ND i3 25 ND
AGgps (KJmol™1)  -41.5 -43.3 ND -38.4 -38.8 -34.1 -33.8 -44.8 ND -43.7 -45.1 ND
E52 cl N K int (nM) 1.2 0.28 ND 1.2 2.4 11 2.3 0.14 ND 0.21 0.28 ND
HoN AGjpy (kIJmol™1)  -53.0 -56.7 ND -53.0 -51.1 -47.2 -51.3 -58.6 ND -57.4 -56.7 ND
2
\ PN
s S N
0%\
o
105 Kq obs (0M) 1200 50 ND ND 100 1200 200 38 ND 200 130 ND
AGgps (KJmol™1)  -35.0 -43.3 ND ND -41.5 -35.0 -39.8 -44.0 ND -39.8 -41.0 ND
E46 Kg int (nM) 14 0.28 ND ND 0.83 7.8 0.23 0.18 ND 0.96 1.4 ND
AGipy (kIJmol™1)  -46.5 -56.7 ND ND -53.9 -48.1 -57.2 -57.8 ND -53.5 -52.5 ND
cl
NN
HyN
\ )l\
PN s N
TN 1 H
o o
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No. Cpd Structure CAL CAIl __CAII __CAIV CAVA CAVB CAVI CAVI CAIX CAXI CAXIII CAXIV
196 K, obs (nM) 150 26 ND 140 110 330 290 130 ND 230 12 ND
AG,ps (KImol™1l)  .37.6 -45.0 ND -40.6 -41.3 -38.4 -38.8 -40.8 ND -39.4 -43.8 ND
E33 = a1 Kg int (M) 5.2 0.15 ND 0.50 0.92 2.1 0.32 0.64 ND 1.1 0.47 ND
N AGpy (KImol™1) 491 -58.4 ND -55.2 -53.6 -51.5 -56.3 -54.6 ND -53.2 -55.4 ND
| NHo
/
¢} N s Ss
H 7 ~o
o
107 o [9] K, obs (nM) 2000 200 ND 120 250 3300 5000 500 ND 1000 330 ND
O AG,ps (kKImol™1l) .33.8 -39.8 ND -41.1 -39.2 -32.5 -31.5 -37.4 ND -35.6 -38.4 ND
B44 /S S N\ ° Kg int (M) ND ND ND ND ND ND ND ND ND ND ND ND
HoN \W AGip¢ (kKImol™1l)  ND ND ND ND ND ND ND ND ND ND ND ND
N N*\)
cl Z H
OH
108 [€] K obs (WM) 2700 1200 ND 400 2.5 1200 ND 580 ND 1400 630 ND
H N—,s'— AG,ps (KImol™1l) .33 -35.2 ND -38.0 -51.0 -35.0 ND -37.0 ND -34.8 -36.8 ND
E56 2 =0 Kg int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
cl AGip¢ (kKImol™1l)  ND ND ND ND ND ND ND ND ND ND ND ND
s=N
\
/ZQ<N
° \
o N @
100 o [ K obs (0M) 3100 170 ND ND 6.7 ND ND 110 ND 910 11 ND
oL/ AGgps (kImol™1) 32,7 -40.2 ND ND -48.5 ND ND -41.3 ND -35.8 -43.9 ND
E36 /S s N Kq int (nM) 36 0.92 ND ND 0.055 ND ND 0.54 ND 4.4 0.46 ND
HyN \f AGpy (KImol™1)  .44.2 -53.6 ND ND -60.9 ND ND -55.0 ND -49.6 -55.4 ND
HN
o
cl :
[¢}
200 o 0 ] K obs (0M) 5000 26 ND 3300 33000 ND ND 170 ND 290 100 ND
*\s// s n ° AG,ps (kKImol™1l) 315 -45.0 ND -32.5 -26.6 ND ND -40.2 ND -38.8 -41.5 ND
E94 / 7 K int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
HoN \W AGp¢ (KImol™1l)  ND ND ND ND ND ND ND ND ND ND ND ND
N
cl Z
201 o ° — Kg obs (0M) 110000 1500 >200000 83 13 10000 1200 1200 2000 3000 1300 590
oy ,/\ AG,ps (kKImol™1l) 235 -34.5  >-22.0  -42.0 -46.7 -29.7 -35.0 -35.2  -33.8  -32.7 -35.0 -37.0
El4-1 g N \//N Kq int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
- N/ AGip (kJmol™!)  ND ND ND ND ND ND ND ND ND ND ND ND
2
cl
202 Kq obs (0M) 26000 1700 >200000 11000 150 3700 1300 2600 1200 2900 620 530
AG,ps (kKImol™1l) .27.2 -34.2  >-22.0 -29.4 -37.6 -32.2 -31.8 -33.1  -35.0  -32.9 -36.8 -37.3
VR15-3 K int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
AGpy (KImol™1l)  ND ND ND ND ND ND ND ND ND ND ND ND

Cl1
HyN
S N
o\ N
o o \§/
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No. Cpd

Structu

re CAI CAII _CAIII _CAIV CAVA CAVB CAVI CAVII CAIX CAXII CAXII CAXIV
203 o ) 'y\ Ka.obs (0M) ND ND 50 000 ND ND 310 ND ND 670 ND ND 150
oL N AG,ps (kJmol™1) ND ND -25.5 ND ND -38.6 ND ND -36.7 ND ND -40.4
VR15-5 /S N Kq int (aM) ND ND ND ND ND ND ND ND ND ND ND ND
HoN AGjp: (kIJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
c1
204 % o Kg obs (0M) 31000 T100 170000 _ 1400 33 1000 2100 2100 1600 2800 1700 480
N* AG,ps (kIJmol™1) -26.7 -35.3 -22.4 -34.7 -44.4 -35.6 -33.7 -33.7  -34.4  -33.0 -34.2 -37.5
VR15-4 HoN o Kq int (aM) ND ND ND ND ND ND ND ND ND ND ND ND
o AGjp: (kIJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
Cl1 o/\
N
\& N
205 Kg obs (0M) =200 000 20000 >200000 >200000 =200 000 =200 000 =200 000 >200 000 15000 >200000 34000 _ 17 000
AG,ps (kJmol™1l) >-22.0 -27.9  >-22.0 >-22.0 >-22.0 >.22.0 >-22.0 >-22.0 -28.6 >-22.0 -26.5 -28.4
VR15-6 o Kq int (aM) ND ND ND ND ND ND ND ND ND ND ND ND
\ _ NHy AGjpt (kImol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
o’S
N
cl
\=n
o
206 o) Kg obs (0M) 5000 1000 >200000 150 1200 830 3800 1200 1000 1700 620 250
AGyps (kImol™1)  -31.5 -35.6  >-22.0 -40.4 -35.0 -36.1 -32.1 -31.9  -35.6  -34.3 -36.8 -39.2
AZ15-15 Kq ing (nM) ND ND ND ND ND ND ND ND ND ND ND ND
c1 N AGjpg (kIJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
HoN
2V ~gs
Ir=°
o
207 N Kg obs (0M) 11000 1600 >200000 640 0.25 3300 720 1000 770 3100 360 300
o F AGgps (KImol™1)  -20.4 -34.5  >-22.0 -36.8 -57.0 -32.5 -36.5 -35.6  -36.3  -32.7 -38.3 -38.7
B2 N K g int (nM) 130 8.6 600 2.3 0.0021 21 0.81 4.8 2.7 15 4.0 1.5
ﬁ’ AGipny (kImol™1)  -40.9 -47.9 -36.9 -51.3 -69.3 -45.6 -54.0 -49.4  -50.8  -46.4 -49.8 -52.4
Oxg
/
HoN
cl
208 CI K4 ops (0M) 10000 2000  >200000 1200 330 2000 5000 2500 1000 6100 200 260
AGgps (KJmol™ 1)  -20.7 -33.8  >-22.0 -35.2 -38.4 -32.0 -31.5 -33.2  -35.6  -31.0 -30.8 -39.1
E3 HQﬂ K int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
_s AGjpy (kIJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
°7\
o
200 O Ky obs (nM) 7100 560 130000 1400 670 1700 2500 1700 580 2500 200 210
\\S;O AGgps (KJmol™1)  -30.5 -37.1 -23.2 -34.7 -36.7 -34.3 -33.2 -34.3 -37.0  -33.3 -39.8 -39.6
B12 - K ing (nM) ND ND ND ND ND ND ND ND ND ND ND ND
AGjpe (kIJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
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No. Cpd Structure CAI CAII _CAIII _CAIV CAVA CAVB CAVI CAVII CAIX CAXII CAXII CAXIV
210 Kg obs (0M) 10 000 830  >200000 6400 14000 2000 3300 2500 1100 1400 710 130
AG,ps (kJmol™1) -20.7 -36.1  >-22.0  -30.8 -28.8 -33.8 -32.5 -33.2  -35.4  -34.7 -36.5 -41.0
E18 Kq int (aM) ND ND ND ND ND ND ND ND ND ND ND ND
AGjpg (kIJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
o
Oy 4 N N
S
4
HoN
o
C1
211 Ky obs (nM) 10000 450 >200000 2300 3300 5000 4500 3300 1100 2900 200 100
AGgps (KImol™1)  -20.7 -37.6  >-22.0 -33.5 -32.5 -31.5 -31.7 -32.5  -35.3  -32.9 -39.8 -41.5
El4 K int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
AGip (kIJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
O @]
s NN
4
HoN
o
cl
212 Kq,0bs (2M) 4500 670  >200000 800 3300 1200 6700 3300 380 810 190 180
cl o AGgps (kKJmol™1)  -31.7 -36.7  >-22.0  -36.2 -32.5 -35.0 -30.7 -32.5  -38.1  -36.2 -40.0 -40.0
E13 Kq ing (M) ND ND ND ND ND ND ND ND ND ND ND ND
HoN AGipt (kIJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
S N
7N
o © 4%:1\1
213 RKa.0bs (0M) 3300 180 >200000 5800 5900 2400 9100 1000 100 2000 1400 130
cl AGgps (kImol™1)  -32.5 -37.5  >-22.0  -31.1 -31.0 -33.4 -20.9 -35.6  -38.0  -33.8 -34.7 -41.0
E19 o Ky imt (nM) ND ND ND ND ND ND ND ND ND ND ND ND
SNH2 AGjpt (kIJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
S
2R
N N o’ Yo
214 [¢) Kg obs (0M) 5000 1000 >200000 1500 670 3300 560 1700 530 1400 560 130
\_o AG,ps (kJmol™1) -31.5 -35.6  >-22.0  -34.5 -36.7 -32.5 -37.1 -34.3  -37.2  -34.7 -37.1 -41.0
E22 H2st Kq int (aM) ND ND ND ND ND ND ND ND ND ND ND ND
AGjp: (kIJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
a1

N
>=N
(]
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No. Cpd Structure CAL CAII __CAIII _CAIV CAVA CAVB CAVI CAVI CAIX CAXI CAXII CAXIV
215 OH Kg obs (0M) XD 1000 >200000 1400 9 1800 2200 200 170 6100 380 250
AGgps (kImol™1)  ND -35.6  >-22.0  -34.7 -45.9 -34.1 -33.5 -38.0  -37.6  -31.0 -38.1 -39.2
E6 o Kq int (aM) ND ND ND ND ND ND ND ND ND ND ND ND
N AGjp: (kIJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
N
c1
HaoN~ oo
IN=o
o
216 Kq ops (M) 20000 4200 ND 100000 11000 17000 ND 10000 ND 20000 6300 ND
al AGgps (KImol™1)  -26.1 -31.9 ND -23.7 -20.4 -28.4 ND -20.7 ND -27.9 -30.9 ND
E20 ° N\) Kg.int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
HoN H AGipt (kImol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
2 N
7, S\
o’ \O N N
o7 Kd,0bs (0M) 7200 1600 >200000 1500 1000 1200 1200 2400 660 980 190 150
al AGgps (kJmol™1)  -30.5 -34.5  >-22.0 -34.6 -35.6 -35.0 -35.0 -33.4  -36.7  -35.7 -37.5 -40.5
ET ° Kg int (0M) ND ND ND ND ND ND ND ND ND ND ND ND
HoN AGipt (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
2 N\
2z, 5 N
o’ Yo N N
218 O Ka.0bs (0M) 7100 590 80000 3300 0.77 500 2000 1700 620 3100 770 190
/=N AGgps (kKImol™1)  -30.5 -37.0 -24.3 -32.5 -54.1 -37.4 -33.8 -34.3  -36.8  -32.7 -36.3 -39.9
VR15-1 N Kq int (0M) ND ND ND ND ND ND ND ND ND ND ND ND
@ AGjpt (kIJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
HyN
2 ~ss,
1/
o
210 Kg. obs (0M) 2700 1200 >200000 3300 100 220 10000 3300 100 2500 530 330
° AGgps (kImol™1)  -33.0 -35.0  >-22.0 -32.5 -38.0 -39.5 -20.7 -32.5  -38.0  -33.2 -37.3 -38.4
AZ15-16 WL O Kq,int (0M) ND ND ND ND ND ND ND ND ND ND ND ND
_s” AGjpt (kIJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
HoN
N
cl
e}
220 o [} Kg obs (0M) 50 000 330 T1000 1500 _ 20000 2500 2000 110 670 620 330 140
oL/ AGgps (KImol™1) 255 -38.4 -20.4 -34.6 -27.9 -33.2 -32.0 -41.3  -36.7  -36.8 -38.4 -37.7
BA1-1 /S on Kq,int (0M) 150 0.47 8.4 1.3 42 3.9 1.1 0.14 0.60 0.76 0.96 0.54
HyN AGip¢ (kJmol™1) -40.6 -55.4 -47.9 -52.6 -43.8 -49.9 -53.1 -58.6  -54.7  -54.1 -53.5 -55.0
al c1
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No. Cpd Structure CA1 CAIl __CAII __CAIV CAVA CAVB CAVI CAVI CAIX CAXI CAXIII CAXIV
221 Cl K, obs (nM) 100 000 83 8300 400 5000 400 620 10 170 130 560 67
o AG,ps (KImol™1l)  .23.7 -42.0 -30.1 -38.0 -31.5 -38.0 -36.8 -47.5  -40.2  -41.0 -37.1 -42.6
EA3-1 Kg int (M) 1400 0.58 31 1.8 52 3.1 0.89 0.060  0.74 0.75 7.9 0.40
c1 AGipy (KImol™1) 347 -54.8 -44.5 -51.9 -43.2 -50.5 -53.7 -60.6  -54.2  -54.1 -48.1 -55.8
N
HoN H_\_
Ss OH
/o
o
222 16} OH K obs (nM) >200000 10 25000 71 8300 770 1000 10 50 170 620 63
\\S,,O AG,ps (kKImol™l) >.22.0 -47.5 -27.3 -48.3 -30.1 -36.3 -35.6 -47.5  -43.3  -40.2 -36.8 -42.8
EA4-1 HoN H Kg int (nM) 2900 0.069 94 0.032 87 6.0 1.4 0.060  0.22 1.0 8.9 0.38
2 N AGips (KImol™1) 329 -60.3 -41.7 -62.3 -41.9 -48.8 -52.5 -60.6  -57.3  -53.4 -47.8 -55.9
c1
o
a1
223 cl K obs (nM) 33000 20 7100 83 5000 83 170 5.0 50 50 400 50
o AG s (kImol™1)  -26.6 -45.7 -30.5 -42.0 -31.5 -42.0 -40.2 -49.3  -43.3  -43.3 -38.0 -43.3
EA5-1 \ Kg int (nM) 540 0.15 30 0.41 58 0.73 0.26 0.034  0.25 0.34 6.3 0.34
@ AGipy (KImol™1) -37.2 -58.2 -44.6 -55.7 -42.9 -54.2 -56.8 -62.1  -57.0  -56.2 -48.7 -56.2
N
H _ NHy
.S
o7\
o
224 o K obs (nM) 50000 63 12000 10 3400 250 590 1 71 200 710 10
N0 / AGgps (kImol™1) 255 -42.8 -29.2 -47.5 -32.4 -39.2 -37.0 -47.2 424 -39.8 -36.5 -43.9
EAS-1 .S H_/— o Kg int (nM) 810 0.48 51 0.050 40 2.2 0.93 0.075  0.36 1.4 11 0.27
HaN N AGps (KImol™1) -36.2 -55.3 -43.3 -61.1 -43.9 -51.4 -53.6 -60.1  -56.1  -52.6 -47.2 -56.8
c1
o
a1
225 HO Kq obs (nM) >200000 140 45000 280 2000 2300 1400 67 290 10 670 87
o o AGgps (kJmol™1) >220 406 -25.8 -38.9 -33.8 -33.4 -34.7 -42.6  -38.8  -43.9 -36.7 -41.9
EAl12-1 N\ O Kg int (nM) 2500 0.84 150 1.1 18 15 1.7 0.34 1.1 0.21 8.1 0.45
- N,S - AGpy (KImol™1) -33.3 -53.9 -40.6 -53.3 -46.0 -46.4 -52.0 -56.2  -53.2  -57.5 -48.0 -55.5
2 N
cl
o
a1
226 O Kq obs (0M) 100 000 50 50 000 110 1200 67 1000 20 140 130 500 59
n_ AG,ps (kKImol™1l) 237 -43.3 -25.5 -41.3 -35.0 -42.6 -35.6 -45.7  -40.7  -41.0 -37.4 -42.9
EA11-1 HagN—=S=0 Kq int (nM) 1600 0.39 210 0.55 15 0.58 1.6 0.14 0.69 0.84 7.9 0.40
a1 AGip (kImol™1)  _34.4 -55.9 -39.6 -54.9 -46.5 -54.8 -52.2 -58.6  -54.4  -53.8 -48.1 -55.8
o
H
N e
o
a1 o
227 Kg obs (0M) 100 000 63 50000 50 17 000 670 1200 7 130 330 830 100
AG,ps (kKImol™1l) 237 -42.8 -25.5 -43.3 -28.4 -36.7 -35.2 -46.2  -41.0  -38.4 -36.1 -41.5
EA4-1-2 K int (aM) 1700 0.51 220 0.26 200 6.1 2.0 0.12 0.65 2.4 14 0.71
AGipt (KImol™l) 342 -55.2 -39.5 -56.9 -39.7 -48.8 -51.7 -58.9  -54.5  -51.2 -46.6 -54.3

HoN—S=

O

c1 o /L
NS
N/\/\O °
H
a1
o
Il
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No. Cpd Structure CAL CAIl _CAIIl _CAIV CAVA CAVB CAVI CAVI CAIX CAXII CAXII CAXIV
228 ° o [6) Kg obs (0M) >200000 200 100000 _ 330 _ >200000 4000 1400 33 150 100 1200 170
\\Sf, AGgps (KImol™1l) >-22.0 -308 -23.7 -38.4  >-22.0 -32.0 -34.7 -44.4  -40.4  -38.0 -35.2 -40.2
EA7-1 HoN Kq int (aM) 3200 1.5 420 1.7 2300 35 2.3 0.23 0.77 2.7 19 1.1
2 N AGjn¢ (kJmol™1) -32.6 -52.3 -37.8 -52.1 -33.4 -44.3 -51.3 -57.3 541  -50.8 -45.9 -53.1
c1
o
a1
229 o o Kg obs (0M) 71000 170 >200000 170 2500 77 1400 29 250 1700 180 67
\\Sf, AGgps (KImol™1) 246 -40.2  >-22.0  -40.2 -33.2 -42.2 -34.7 -44.8  -39.2  -34.3 -40.0 -42.6
EA9-1 HyN " H Kq ing (nM) 1000 1.2 750 0.74 26 0.60 2.0 0.17 1.1 10 2.6 0.40
N AGipt (kJmol™1) -35.5 -53.0 -36.3 -54.2 -45.0 -54.7 -51.6 -57.9  -53.1  -47.5 -51.0 -55.8
c1
o
cl
230 (¢} Kg obs (0M) 25000 20 2000 22 670 77 110 5.0 ER 130 330 13
I AG,ps (kKImol™1l)  .27.3 -45.7 -33.8 -45.4 -36.7 -48.2 -40.6 -49.3  -41.8  -41.0 -38.4 -46.7
BA10-1 HgN=5=0 Kg ing (nM) 360 0.14 7.5 0.099 6.9 0.060 0.20 0.030 0.40 0.75 4.7 0.080
a AGjpt (kJmol™1) -38.2 -58.5 -48.2 -59.4 -48.4 -60.7 -57.5 -62.4  -55.7  -54.1 -49.4 -59.9
H
N
a1 ¢}
231 ° o Kq obs (0M) 29000 120 10000 1600 28 2600 2000 130 100 1100 260 130
\\Sf, AG,ps (kKImol™1l) 270 -37.9 -20.7 -34.5 448 -33.1 -33.8 -41.0  -38.0 -35.5 -39.0 -41.0
AZ15-10 HyN ~ N Kq.int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
N\%, AGipt (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
C1 \
o
a1
232 CT Kq obs (0M) 5000 300 17000 1100 1.8 1000 1400 140 370 3300 710 130
o AG,ps (kKImol™1l) 315 -38.7 -28.4 -35.3 -51.9 -35.6 -34.7 -40.6  -38.2  -32.5 -36.5 -41.0
AZ15-9 /=N Kg ing (nM) ND ND ND ND ND ND ND ND ND ND ND ND
N AGipt (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
al
HyN
2N
=0
o
233 CT Kq obs (0M) 7700 530 22000 2900 15 2500 2000 710 1100 4000 1100 830
o AG,ps (kKImol™1)  -30.3 -37.3 -27.6 -32.9 495 -33.2 -32.0 -36.5  -35.3  -32.0 -35.4 -36.1
AZ15-12 /=N Kg ing (M) ND ND ND ND ND ND ND ND ND ND ND ND
N AGps (kJmol™1!)  ND ND ND ND ND ND ND ND ND ND ND ND
al
HyN
2N
In=°
o
234 CI Kq, obs (0M) 50000 29000 ND ND ND ND ND 100000 ND 50000 17000 ND
NH, AGgps (KJmol™1)  -25.5 -27.0 ND ND ND ND ND -23.7 ND -25.5 -28.4 ND
E13-1a | Kg ing (M) ND ND ND ND ND ND ND ND ND ND ND ND
Oo=s NHy AGipt (kJmol™1l) ND ND ND ND ND ND ND ND ND ND ND ND
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No. Cpd Structure CAL CAIl _CAIIl _CAIV CAVA CAVB CAVI CAVI CAIX CAXII CAXII CAXIV
235 Kg obs (0M) 6300 6700 XD 17000 25000 3300 XD 2000 XD 12000 2000 XD
o AGgps (KImol™1)  -30.9 -30.7 ND -28.4 -27.3 -32.5 ND -32.0 ND -29.3 -33.8 ND
E13-1 Il H Kq,int (0M) ND ND ND ND ND ND ND ND ND ND ND ND
o= ? N, AGip¢ (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
NHy =
cl
236 RKa.0bs (0M) 290 5000 ND  >200000 100000 25000 D 100000  ND 120 500 D
al AGgps (kJmol™1)  -38.8 -31.5 ND >-22.0  -23.7 -27.3 ND -23.7 ND -37.9 -37.0 ND
E13-4 NH Kq int (M) ND ND ND ND ND ND ND ND ND ND ND ND
;2 AGip¢ (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
o=s N
Il H
o
237 O R ops (0M) 10000 2200 D 560 100000 67000 D 670 D 2500 1100 D
o— AGgps (kJmol™1)  -20.7 -33.5 ND -37.1 -23.7 -24.8 ND -36.7 ND -33.2 -35.3 ND
E13-2 Kq int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
ﬁ - AGip¢ (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
o=s N
|
NHy
cl
238 \ o RKa.0bs (0M) 10000 36 25 000 33 100000 290 200 50 2.5 6.7 7 11
AGgps (kJmol™1)  -20.7 -44.2 -27.3 -44.4 -23.7 -38.8 -39.8 -43.3  -51.0  -48.5 -46.2 -47.2
EA2-2 o S Kq ing (nM) ND ND ND ND ND ND ND ND ND ND ND ND
AGip¢ (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
o >
s c1
O// NHy
239 c1 Ka.00s (0M) 140 0.91 3300 25 770 13 56 0.45 3.3 22 5.6 0.86
NH o AG gy (kJmol™1)  -40.6 -53.7 -32.5 -45.1 -36.3 -46.7 -43.1 -55.4  -50.3  -45.4 -49.0 -53.8
EA2-20 2 n Kg int (aM) ND ND ND ND ND ND ND ND ND ND ND ND
o=s S AGip¢ (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
1l 1l
o o
o
o
220 CT Kq obs (0M) >200000 50000 >200000 46000 >200000 20000 >200000 >200000 9600 _ 82000 _ 69000 100000
NHy o AG,ps (kImol~™!) >-22.0 -25.5  >-.22.0 -25.8  >.22.0 -27.9  >-22.0 >-22.0 -20.8  -24.2 -24.7 -23.7
BA2-30 | Il K ing (nM) ND ND ND ND ND ND ND ND ND ND ND ND
o= ﬁ ﬁ AGip¢ (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
o ¢}
o
o
221 CI Kq obs (M) 6900 110 50 000 100 100000 _ 5000 360 150 2.9 22 38 10
NHy AG,ps (kKImol™1)  -30.6 -41.3 -25.5 -41.5 -23.7 -31.5 -38.3 -40.4  -50.7  -45.4 -44.0 -43.9
EA2-4 | K int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
o= ﬁ s AGjp (kIJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
o
o

\




518

No. Cpd Structure CAI CAII _CAIII CAIV CAVA CAVB CAVI CAVII CAIX CAXII CAXIII CAXIV
242 / Kq obs (M) >3200 000 >200 000 >200 000 9100  >200000 100000 100000 >200000 3300 10000 110000 6700
o AG,ps (kJmol™1) >-22.0 >-22.0 >-22.0 -20.9 >-22.0 -23.7 -23.7 >-22.0 -32.5 -20.7 -23.5 -30.7
EA2-40 K int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
IO ° AGjp: (kImol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
U
Oxyg o
/ /i
HoN S
I
Cl1 o)
S
243 NH,, O1 ~Z K obs (M) 13 000 170 15 000 290 100000 1800 620 110 13 53 36 8.3
Os AGgps (KJmol™1)  -20.0 -40.2 -28.6 -38.8 -23.7 -34.1 -36.8 -41.3 -46.9 -43.2 -44.2 -47.9
EA2-5 //S K ing (nM) ND ND ND ND ND ND ND ND ND ND ND ND
o AGjp: (kIJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
S
o [¢)
2aa ° K obs (nM) 14 000 910 33000 ND  >200000 ND 5600 10 000 ND ND ND ND
\ H AGgps (kJmol™1) -28.8 -35.9 -26.6 ND >-22.0 ND -31.2 -29.7 ND ND ND ND
EA2-7T o N Kg int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
AGipt (kIJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
o >
s Cl
O// NHy
245 Cl K, obs (nM) 50 000 ND  >200000 ND ND ND 3300 2900 ND ND ND ND
NH AG,ps (kImol™1) -25.5 ND >-22.0 ND ND ND -32.5 -32.9 ND ND ND ND
EA2-8 2 K int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
o=s N AG pt (kIJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
1 H
o
o
o)
O 5
246 N Ny Kq obs (M) ] 10 000 31 15 000 1.4 5600 330 1400 11 4.0 6.2 100 3.0
i cl AG s (kdmol™ 1)  -20.7 -44.5 -28.6 -52.5 -31.2 -38.4 -34.7 -47.2 -49.8 -48.7 -41.5 -50.6
EA3-2 0% Kg int (M) 96 0.14 38 0.0042 38 1.7 1.3 0.045  0.012  0.025 0.94 0.012
AGipny (kIJmol™1)  -41.6 -58.4 -44.0 -67.5 -44.0 -52.0 -52.6 -61.4 -64.9 -62.9 -53.6 -64.8

HO
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o
HO

_S cl

Kg obs (nM)
AG,ps (kKImol™1)
Kq,int (0M)

AGps (kImol™1)

-50.6
0.062

-60.6

1.1

O

\  NHy
,’S Cl1
O
H
N S
/_/ o

HO

R .obs (nM)
AG g, (kJmol™1)
K int (nM)
AG s (kJmol™1)

-53.2
0.0042

-67.5

1.8

9¢

K g 0bs (nM)
AG,ps (kImol™1)
Kg int (nM)
AGp¢ (kImol™1)

-51.9
0.040

-61.7

13

HN

K obs (nM)
AG s (kImol™ 1)
Kg int (nM)
AGps (kImol™1)

-46.9
0.034

-62.1

20

HO

Kd,0bs (nM)
AG,ps (kKImol™1)
Kq int (nM)
AGps (kJmol™1)

-45.7
0.46

-55.4
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No. Cpd Structure CAI CAIl __CAIIl __CAIV _CAVA CAVB CAVI CAVII CAIX CAXIl CAXIII CAXIV
O 5
252 N NHy Kq obs (M) R 14000 420 >200000 ND 50000 50000 33000 3300 20 ND 670 ND
s c1 AG,ps (kKJmol™1) 288 -37.9  >-22.0 ND -25.5 -25.5 -26.6 -32.5 -45.7 ND -36.7 ND
EA3-7 0% K int (nM) 26 0.37 240 ND 66 50 6.0 2.6 0.011 ND 1.2 ND
AGjp¢ (kJmol™1) -45.0 -56.0 -39.3 ND -42.6 -43.3 -48.8 -51.0 -65.0 ND -52.9 ND
H
N N
A\ H
/_/ ©
P
253 Cl1 K7 ops (M) 6300 77 >200000 ND ND 2000 6700 230 10 170 400 20
NH, AGgps (KJmol™1)  -30.9 -42.2 >-22.0 ND ND -33.8 -30.7 -39.4 -43.9 -40.2 -38.0 -45.7
EA3-8 | K int (M) 3.7 0.021 30 ND ND 0.63 0.38 0.055  0.0072  0.041 0.23 0.0049
o= ﬁ E AGpny (kIJmol™1)  -50.1 -63.3 -44.6 ND ND -54.6 -55.9 -60.9 -66.1 -61.7 -57.2 -67.1
o
o
HN
OH
254 o — Kd, obs (nM) 13000 10 13000 ND ND ND 560 2.5 5.0 14 200 ND
AGgps (kJmol™1)  -20.1 -47.5 -28.9 ND ND ND -37.1 -51.0 -49.3 -46.6 -39.8 ND
AZ14-2 O K int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
N S o) AGip¢ (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
H
o S
Ss c1
// " NHy
255 Kq obs (M) 670 3.3 3300 ND 4500 3.7 240 0.25 0.67 2.9 11 1.1
AG,ps (kImol™1l)  -36.7 -50.3 -32.5 ND -31.7 -50.0 -39.3 -57.0 -54.5 -50.7 -47.2 -53.1
EA5-20 Kg int (nM) 33 0.079 43 ND 160 0.099 1.2 0.0051  0.010  0.059 0.54 0.023
5 R AGipt (kJmol™1) -44.4 -60.0 -43.7 ND -40.3 -59.4 -53.0 -67.0 -65.3 -60.7 -55.0 -63.1
N Sss
H o
o
S
Ss a1
O// NHy
256 K obs (nM) 400 2.5 10 000 5.0 400 8.3 500 0.53 0.83 0.50 25 2.0
AGgps (kJmol™1)  -38.0 -51.0 -20.7 -49.3 -38.0 -47.9 -37.4 -55.1 -53.9 -55.2 -45.1 -51.6
EA5-3 O Kq int (M) 3.7 0.011 24 0.014 2.6 0.041 0.45 0.0020  0.0023  0.0019 0.23 0.0077
N S AGps (kJmol™1)  -50.1 -65.0 -45.2 -64.4 -50.9 -61.6 -55.5 -69.4 -69.0 -69.5 -57.3 -66.0
H
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No. Cpd Structure CAI CAII _CAIII _CAIV CAVA CAVB CAVI CAVII CAIX CAXII CAXII CAXIV
257 K obs (WM) 1100 1.4 8300 29 1500 T.1 310 0.63 0.43 2.5 71 T.1
AG,ps (kIJmol™1) -35.3 -52.5 -30.1 -44.8 -34.5 -53.1 -38.6 -54.6 -55.6  -51.0 -48.3 -53.1
EA5-30 Kg int (nM) 55 0.034 110 0.43 55 0.030 1.5 0.013  0.0066 0.051 0.35 0.023
O N AG g (kImol™1)  -43.1 -62.2 -41.4 -55.6 -43.1 -62.5 -52.4 -64.6 -66.4  -61.1 -56.1 -63.1
N—jl Sss
H o
o N
Ss cl
O// NHy
258 Kq obs (0M) 1800 2.9  >200000 ND 100 11 560 5.3 3.3 2.4 71 11
AGgps (KJmol™1)  -34.1 -50.7  >-22.0 ND -38.0 -47.2 -37.1 -49.1 -50.3  -51.2 -42.4 -47.3
EA5-4 Kg int (nM) 11 0.0079 300 ND 1.7 0.035 0.32 0.013  0.0060 0.0058 0.41 0.026
O AGjipt (kIJmol™1) -a7.3 -65.9 -38.7 ND -52.1 -62.1 -56.4 -64.7  -66.6  -66.7 -55.7 -62.9
N S
H
&} >
s o)}
// " NHy
259 K g, obs (NM) 1500 2.0 20 000 ND 320 2.7 670 1.0 T.2 1.4 20 71
AG,ps (kKIJmol™1) -34.6 -51.6 -27.9 ND -38.5 -50.8 -36.7 -49.8  -52.8  -52.5 -45.7 -48.3
EA5-5 o Kg int (nM) 7.6 0.0050 27 ND 1.2 0.0076 0.34 0.0087 0.0020 0.0031 0.10 0.015
N_j/ S AG pny (kIJmol™1)  -48.2 -67.1 -44.9 ND -52.9 -66.0 -56.2 -65.7  -69.4  -68.3 -59.3 -64.2
H
O N
Ss cl1
~
// T NHy
o
260 Kq obs (nM) 10000 40000 40000 ND 40 000 ND  >200000 40000 40000 40000 _ 40000 ND
AGgps (KJmol™ 1)  -26.1 -26.1 -26.1 ND -26.1 ND >-22.0 -26.1 -26.1 -26.1 -26.1 ND
EA5-5-1 Kq ing (nM) ND ND ND ND ND ND ND ND ND ND ND ND
o AGjp: (kIJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
N S
H
o >
s s
/7 T NHy
o
261 K obs (WM) >200000 910  >200000 ND 100000 1200 17000 17 000 20 ND ND 140
AG,ps (kIJmol™1) >-22.0 -35.9  >-22.0 ND -23.7 -35.0 -28.4 -28.4  -45.7 ND ND -40.6
EA5-7 o - Kg int (nM) 370 0.80 96 ND 130 1.2 3.0 13 0.011 ND ND 0.11
N—i N AG g (kIJmol™1) -38.2 -54.0 -41.7 ND -40.8 -52.8 -50.6 -46.8  -65.0 ND ND -59.1
H
o N
Ss c1
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No. Cpd Structure CAI CAII _CAIII _CAIV CAVA CAVB CAVI CAVII CAIX CAXII CAXII CAXIV
262 K obs (nM) 33000 130 >200000 ND _ >200000 7700 20 000 500 40 330 2000 140
AG,ps (kJmol™1) -26.6 -41.0  >-22.0 ND >.22.0 -30.3 -27.9 -37.4 -43.9 -38.4 -33.8 -40.6
EA5-8 Kg int (M) 19 0.035 30 ND 84 2.4 1.1 0.12  0.0072  0.081 1.1 0.035
O - AGipy (kImol™1)  -45.8 -62.1 -44.6 ND -42.0 -51.1 -53.1 -58.8 -66.1 -59.9 -53.1 -62.1
N
H
O\
s a1
// T NHy
263 Kq obs (0M) >200000 130  >200000 ND _ >200000 6700 20 000 2000 10 670 ND 12
AGgps (kKJmol™1) >22.0 -41.0 >-22.0 ND >-22.0  -30.7 -27.9 -33.8 -47.5 -36.7 ND -47.0
EA5-9 O - K int (nM) 370 0.11 96 ND 270 6.6 3.6 1.5 0.0057  0.51 ND 0.0094
N_j/ N AGipt (kIJmol™1) -38.2 -59.1 -41.7 ND -39.0 -48.5 -50.1 -52.3 -66.7 -55.1 ND -65.4
H
O\
s Cl1
// " NHy
o
o) == g -
264 HoN 4 K obs (nM) 6700 5.0 33000 1.7 1500 130 830 T.2 2.0 0.83 180 5.6
c1 s AG,ps (kImol™1) -30.7 -49.3 -26.6 -52.1 -31.7 -41.0 -36.1 -52.8 -51.6 -53.9 -40.0 -49.0
EA4-2 < Kgq; nM 69 0.025 89 0.0053 34 0.69 0.84 0.0054 0.0063 0.0036 1.8 0.024
o d,int
AGiny (kImol™1)  -42.5 -63.0 -41.8 -66.9 -44.4 -54.4 -53.9 -66.9 -66.5 -67.9 -51.8 -63.0
H
s Y4 N
° \_\_
OH
O
265 N NHy K obs (nM) ] 1400 3.3 17 000 28 5600 19 1400 0.33 1.5 3.1 67 1.0
g 1 AGgps (kKJmol™1)  -34.7 -50.3 -28.4 -44.9 -31.2 -45.8 -34.7 -56.2 -52.3 -50.5 -42.6 -49.8
EA4-20 0% Kg int (nM) 70 0.079 210 0.42 200 0.50 6.9 0.0069  0.023  0.064 3.2 0.082
AGipy (kImol™1)  -42.4 -60.0 -39.6 -55.7 -39.8 -55.2 -48.4 -66.2 -63.1 -60.5 -50.4 -59.8
H P
N s”
o®
o
HO
K obs (nM) 1200 3.7 25 000 33 130 29 1700 0.67 0.71 1.0 67 2.0
266 S NHg 5 1
< 1 AG,ps (KJmol™1l)  -35.0 -50.0 -27.3 -44.4 -37.8 -44.8 -34.3 -54.5 -54.3 -53.4 -42.6 -51.6
EA4-3 0% K int (aM) 16 0.023 84 0.13 4.0 0.20 2.1 0.0036 0.0028 0.0054 0.84 0.011
AGjipt (kIJmol™1) -46.2 -63.2 -42.0 -58.6 -49.8 -57.6 -51.5 -67.9 -68.5 -66.9 -53.8 -65.1
H
N
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No. Cpd Structure CA1 CA Il CA 111 CA 1V CA VA CA VB CA VI CA VII CAIX CA XII CAXIII CAXIV
267 N NH K, obs (nM) 1000 1.1 33000 ND 1400 11 1200 1.4 0.67 8.3 50 5.0
\S’ ZC] AG,ps (kJmol™1) -35.6 -53.3 -26.6 ND -34.7 -47.2 -35.0 -52.5 -54.5 -47.9 -43.3 -49.3
EA4-30 O/’ Kd int (nM) 44 0.022 380 ND 45 0.27 5.4 0.026 0.0091 0.15 2.2 0.092
AGjp¢ (kJmol™1) -43.6 -63.2 -38.1 ND -43.6 -56.8 -49.1 -62.8 -65.5 -58.2 -51.4 -59.6
O
_/_/ kN <\ >
268 O Kd,obs (nM) 33000 190 160 000 ND 160 000 25000 25000 1400 8.3 21 ND T
Acobs (kJ molfl) -26.6 -39.9 -22.5 ND -22.5 -27.3 -27.3 -34.7 -47.9 -45.6 ND -42.2
EA4-7 Kd,int (nM) 49 0.13 60 ND 170 20 3.6 0.87 0.0038 0.013 ND 0.047
@ AGnt (kJ mol_l) -43.4 -58.6 -42.8 ND -40.2 -45.7 -50.1 -53.8 -67.8 -64.7 ND -61.3
HO
269 HoN /U Kd,obs (nM) 25000 20 50 000 ND 48 000 7700 13000 67 31 130 1100 48
cl 2 \S/ AG,ps (kImol™1) -27.3 -45.7 -25.5 ND -25.7 -30.3 -29.1 -42.6 -44.6 -41.0 -35.3 -43.5
EA4-8 \\O Kg int (nM) 15 0.0056 7.6 ND 20 2.4 0.72 0.016 0.0056 0.030 0.64 0.012
AG;pt (kI mol’l) -46.5 -66.8 -48.2 ND -45.7 -51.1 -54.3 -64.0 -66.8 -62.4 -54.6 -64.9
270 OH K obs (nM) 25000 10 000 50 000 ND 140 000 100000 100000 100000 ND 20000 25000 6700
AG s (kI mol_l) -27.3 -29.7 -25.5 ND -22.8 -23.7 -23.7 -23.7 ND -27.9 -27.3 -30.7
EA4-8b HoN " K int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
2 : AGjpg (kIJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
271 —0 Kq obs (nM) 5000 8.3 10 000 1.4 4500 40 670 2.5 1.7 2.5 140 2.5
AG s (kT mol_l) -31.5 -47.9 -20.7 -52.5 -31.7 -43.9 -36.7 -51.0 -52.1 -51.0 -40.6 -51.0
EAS8-2 O Kd,int (nM) 46 0.037 24 0.0040 30 0.20 0.60 0.0096 0.0047 0.0096 1.3 0.0096
N S AGint (kJ molfl) -43.6 -61.9 -45.2 -67.6 -44.6 -57.6 -54.7 -65.4 -67.2 -65.4 -52.8 -65.4
H
&} N
~s Cl1
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CAI CAII _CAIII _CAIV CAVA CAVB CAVI CAVII CAIX CAXII CAXIII
3300 3.3 6700 10 2000 77 770 0.50 1.6 5.6 36
-32.5 -50.3 -30.7 -47.5 -33.8 -48.2 -36.3 -55.2  -52.3  -49.0 -44.2
160 0.079 85 0.15 71 0.20 3.7 0.010  0.024  0.11 1.7
-40.3 -60.0 -42.0 -58.3 -42.4 -57.5 -50.0 -65.2  -63.1  -59.0 -52.0
670 1.0 20 000 10 140 13 670 0.67 1.4 1.7 33
-36.7 -49.8 -27.9 -47.5 -40.6 -46.7 -36.7 -54.5  -52.5  -52.1 -44.4
: 6.1 0.018 48 0.028 0.94 0.066 0.60  0.0026 0.0040 0.0064  0.30
—j/ AGips (kJmol™1)  .48.7 -63.8 -43.5 -62.6 -53.6 -60.4 -54.7 -68.8  -67.6  -66.4 -56.5
S NH
O 2
2500 2.6 20000 50 330 22 670 25 T.0 20 50
AGgps (kJmol™1)  -33.2 -50.9 -27.9 -43.3 -38.4 -45.4 -36.7 -51.0  -53.4  -45.7 -43.3
120 0.062 260 0.76 12 0.59 3.2 0.051  0.015 0.41 2.4
AGjn¢ (kJmol™1) -41.0 -60.6 -39.1 -54.1 -47.0 -54.8 -50.4 -61.1  -64.2  -55.7 -51.1
20 000 330 100000  ND 100000 13000 10000 _ 2900 ND ND ND
-27.9 -38.4 -23.7 ND -23.7 -20.1 -20.7 -32.9 ND ND ND
37 0.29 48 ND 130 12 1.8 2.2 ND ND ND
_:/ AGipt (kJmol™1)  -44.1 -56.6 -43.4 ND -40.8 -46.9 -51.9 -51.4 ND ND ND
S NH
o 2
20 000 50  >200000 ND 14000 3600 5600 130 33 250 1000
AGgps (KJmol™1)  -27.9 -43.3  >-22.0 ND -28.8 -32.3 -31.2 -41.0  -44.4  -39.2 -35.6
15 0.018 38 ND 7.6 1.4 0.40 0.038  0.0075  0.077 0.72
O AGns (kJmol™1)  -46.5 -63.8 -44.0 ND -48.2 -52.5 -55.8 -61.8  -66.0  -60.0 -54.3
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CA1 CAII CA 111 CAIV CA VA CA VB CA VI CAVII CAIX CAXII CAXIII CAXIV

No. Cpd Structure
277 H2N K obs (nM) R 3300 13 >200000 130 250 33 2200 9.1 2.2 0.40 130 18
AG,ps (kKIJmol™1) -32.5 -46.9  >-22.0  -40.9 -39.2 -44.4 -33.5 -47.7  -51.4  -55.8 -41.0 -51.9
EA12-3 Kg int (M) 31 0.055 480 0.36 1.6 0.17 2.0 0.035  0.0063 0.0015 1.1 0.0070
Q\ AGjp¢ (kJmol™1) -44.6 -60.9 -37.5 -56.1 -52.1 -58.1 -51.6 -62.1 -66.5  -70.1 -53.1 -66.2
: OH
- Q
278 \ _NHy Kq obs (nM) ) 34000 100 33000 ND 5600 400 9100 29 300 10 830 50
s” 1 AG,ps (KJmol™1l) 265 -41.5 -26.6 ND -31.2 -38.0 -29.9 -44.7  -38.7  -43.9 -36.1 -43.3
EA12-40 0% Kg int (nM) 1900 2.6 480 ND 220 12 49 0.68 5.1 0.92 45 1.1
AGns (kJmol™1)  -34.0 -50.9 -37.5 ND -39.5 -47.0 -43.4 -54.4  -49.2  -53.6 -43.6 -53.1
H S,,O
2
o
HO o
279 e K obs (nM) 2000 T0  >200000 96 250 6.7 1700 3.3 2.0 1.2 100 2.0
AGgps (kJmol™1)  -33.8 -47.5  >-22.0  -41.6 -39.2 -48.5 -34.3 -50.3  -51.6  -52.8 -41.5 -51.6
EA11-3 Kg int (nM) 18 0.044 480 0.27 1.6 0.033 1.5 0.013  0.0056 0.0048 0.90 0.0077
o : AGjp¢ (kJmol™1) -45.9 -61.5 -37.5 -56.8 -52.1 -62.2 -52.4 -64.7  -66.8  -67.2 -53.7 -66.0
NH2
280 Kq obs (0M) 2000 13 71000 110 1600 14 1100 20 1.0 12 50 3.0
AGgps (kJmol™1) -33.8 -49.6 -24.6 -41.2 -34.4 -46.6 -35.3 -45.7  -53.4  -4T.1 -43.3 -50.6
EA11-30 K int (nM) 99 0.10 910 1.7 57 0.38 5.4 0.41 0.015 0.24 2.4 0.062
AGipt (kJmol™1) -41.6 -59.3 -35.8 -52.0 -43.0 -55.9 -49.1 -55.7  -64.2  -57.1 -51.1 -60.6
o S
N s a1
NHy
281 K obs (nM) 3200 7.8 >200000 11 670 13 1700 13 16 7.3 180 5.9
AGgps (kJmol™1) -32.6 -48.1  >-22.0  -47.2 -36.6 -43.7 -34.3 -49.7  -43.6  -48.3 -40.1 -48.8
EA1l-4 Kq int (nM) 19 0.022 300 0.020 2.8 0.14 0.95 0.010  0.081  0.018 1.0 0.014
AGns (kImol™1)  -45.9 -63.3 -38.7 -63.5 -50.8 -58.5 -53.5 -65.2 -59.9  -63.8 -53.4 -64.4
o S
Ss C1

4 SNH
o 2
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CA VA CA VB CA VI CAVII CAIX CAXII CAXIII CAXIV

No. Cpd Structure CAI CAIl __CAII _CAIV
282 5 Kg obs (0M) 15000 50 67000 560 5000 120 3300 12 29 120 310 30
AG,ps (kImol™1l)  .28.7 -43.3 -24.8 -37.1 -31.5 -40.6 -32.5 -47.1 448 -4l.1 -38.6 -44.6
EAll-4o Kq,int (0M) 810 1.3 950 9.4 200 4.2 18 0.27 0.48 2.7 17 0.70
o o AGipy (KImol™1)  -36.2 -52.7 -35.7 -47.6 -39.8 -49.7 -46.0 -56.8  -55.3  -50.8 -46.1 -54.3
Os
Ss
o
O S
Ss cl
// " NHy
o
283 h) Kd,0bs (0M) 10000 25 77000 2.0 2200 100 1400 77 5.0 10 330 6.2
HoN—S=0 AGgps (KJmol™1) -20.7 -45.1 -24.4 -50.7 -33.5 -41.5 -34.7 -48.2  -49.3  -475 -38.4 -48.7
EA4-2c 2 = Kq int (0M) 86 0.10 170 0.0076 14 0.46 1.2 0.028  0.013  0.036 2.8 0.022
a1 AGiny (KJmol™1)  -41.9 -59.3 -40.2 -66.0 -46.7 -55.4 -52.9 -62.7  -64.6  -62.0 -50.8 -63.2
H
Nwo\ro
S o
282 7\ o Kg obs (0M) >200000 1000 >200000 2900 >200000 12000 _ 14000 670 XD 3300 7700 670
AG,ps (kImol~™!) >-22.0 -35.6 >-22.0 -32.0 >.22.0 -20.3 -28.8 -36.7 ND -32.5 -30.3 -36.7
EAT-2 O N 5 Kq int (aM) 1800 4.4 480 8.1 1300 58 13 2.6 ND 13 69 2.6
/ AGps (KImol™1)  -34.0 -49.6 -37.5 -48.0 -34.9 -42.9 -46.8 -51.0 ND -46.8 -42.5 -51.0
o
S
s a1
O// NHo
285 O wm Kg obs (0M) 330 15 2800 9.1 1800 10 190 9.1 77 1.7 150 2.9
N2 AG,ps (kImol™1l) -38.4 -49.5 -33.0 477 -34.1 -47.4 -30.9 -47.7 482 521 -40.4 -50.7
EA10-2 o* Kg.int (nM) 3.1 0.020 6.6 0.026 12 0.051 0.17 0.035  0.022  0.0064 1.4 0.011
AGips (kImol™1)  -50.5 -63.5 -48.5 -62.9 -a7.1 -61.1 -58.0 -62.1  -63.3  -66.4 -52.6 -65.0
H
N S
e}
286 0\\ NH, Kd,0bs (0M) o1 T2 1600 32 11000 9.1 91 0.22 12 5.6 16 14
7 al AGgps (kJmol™1) -41.8 -52.9 -34.4 -44.5 -20.5 -a7.7 -41.8 -57.3  -53.0  -49.0 -46.2 -52.5
EA10-20 0% Kq int (0M) 4.5 0.029 20 0.49 370 0.24 0.44  0.0046 0.018  0.11 0.79 0.029
AGins (kJmol™1) .40.5 -62.6 -45.7 -55.3 -38.1 -57.1 -55.5 -67.3  -63.8  -50.0 -54.0 -62.5
H .0
_s
fe) v




v

No. Cpd Structure CAI CAII _CAIII __CAIV CAVA CAVB CAVI CAVII CAIX CAXIlI CAXII CAXIV
5
287 o\\ Ny K, obs (nM) R 83 1.4 4300 86 170 1.4 220 2.6 1.1 1.0 50 1.2
S~ o AGops (kIJmol™1) -42.0 -52.5 -31.8 -41.9 -40.1 -52.5 -39.5 -50.9 -53.1 -53.4 -43.3 -52.8
EA10-3 0% Kg int (M) 0.76 0.0063 10 0.24 1.1 0.0071 0.20 0.010  0.0031 0.0038 0.45 0.0048
AGjp¢ (kJmol™1) -54.1 -66.5 -47.4 -57.1 -53.1 -66.2 -57.6 -65.3 -68.3  -67.8 -55.5 -67.2
H
N S
o
288 \ _ NHy Kq obs (nM) ) 200 1.0 4000 220 500 1.9 110 1.1 0.83 77 14 2.3
s 1 AG,ps (KJmol™1) 308 -53.4 -32.0 -39.5 -37.4 -51.8 -41.4 -53.1 -53.9  -48.2 -46.6 -51.3
EA10-30 0% K int (nM) 9.9 0.024 51 3.3 18 0.050 0.51 0.023  0.013 0.16 0.69 0.047
AGipt (kJmol™1)  -47.5 -63.1 -43.3 -50.3 -46.0 -61.1 -55.1 -63.1 -64.7  -58.2 -54.4 -61.3
H .0
N .87
o
o
289 1N/ K obs (nM) 4000 40  >200000 ND 100000 1200 3300 130 25 330 2000 15
a2 \s/ AGgps (kJmol™1)  -32.0 -43.9  >-22.0 ND -23.7 -35.2 -32.5 -41.0  -45.1 -38.4 -33.8 -46.4
EA10-8 <o Kq int (nM) 2.3 0.011 30 ND 42 0.37 0.19 0.030  0.0045  0.081 1.1 0.0038
AGint (kJmol™1) -51.2 -65.0 -44.6 ND -43.8 -56.0 -57.7 -62.4  -67.3  -59.9 -53.1 -67.8
H
N N
H
o
200 HO Kq obs (nM) 45000 120 >200000 330 5600 360 5000 110 91 180 710 110
AG,ps (kKImol™1l)  -25.8 -37.9 >-22.0 -384 -31.2 -38.3 -31.5 -41.3  -41.8  -40.0 -36.5 -41.3
EA9-11 Kd,'int (nM) 260 1.2 300 0.60 23 1.1 2.9 0.27 0.16 0.44 4.1 0.27
AGipt (kJmol™1)  -39.0 -53.0 -38.7 -54.7 -45.3 -53.1 -50.7 -56.8 -58.1 -55.5 -49.8 -56.8
S
(¢}
c1
H2N NO
2 H
Ss
7 ~o
201 . o K obs (nM) 50 000 330  >200000 1100 4800 140 4800 140 130 360 910 130
\s' AGgps (kJmol™1) -25.5 -38.4  >-220 -354 -31.6 -40.6 -31.6 -40.6  -41.0  -38.3 -35.9 -41.0
EA9-11lo HoN ™ H Kg int (nM) 1600 5.1 1600 11 110 2.4 15 1.9 1.2 4.7 28 1.7
N AGins (kJmol™1) -34.4 -49.2 -34.3 -47.3 -41.3 -51.1 -46.5 -51.8 -52.9  -49.4 -44.8 -52.1
a1
o
L0
.S
o
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CAIX CAXII CAXIII CAXIV

No. Cpd Structure CAI CAII __CAIII __CAIV CAVA CAVB CAVI CAVII
202 K obs (nM) 2000 130 >200000 56 6700 110 5000 63 77 130 360 130
AGgps (KJmol™1)  -33.8 -41.0  >-22.0  -43.1 -30.7 -41.3 -31.5 -42.8  -42.2  -41.0 -38.3 -41.0
EA9-2 Kg int (M) 18 0.55 480 0.16 44 0.55 4.5 0.24 0.22 0.48 3.2 0.48
o HN AGjp¢ (kJmol™1) -45.9 -55.0 -37.5 -58.2 -43.7 -55.0 -49.5 -57.1 -57.4  -55.3 -50.4 -55.3
O
Ss
/ o
HoN
a1 S
203 0\\ NAS Kg obs (0M) 1200 20  >200000 ND 10 000 ND 1700 11 ND 91 67 5.0
57 c1 AGgps (kKJmol™1)  -35.0 -45.7  >-22.0 ND -29.7 ND -34.3 -47.2 ND -41.8 -42.6 -49.3
EA9-20 0% K int (aM) 62 0.47 2600 ND 350 ND 8.1 0.23 ND 1.9 3.2 0.10
AGins (kJmol™1) .42.8 -55.3 -33.2 ND -38.3 ND -48.0 -57.2 ND -51.8 -50.4 -59.3
H .0
N _s”
v
o
o
204 K, obs (nM) 560 50  >200000 100 2000 1.0 5600 20 3.3 33 130 8.3
AGgps (KImol™1)  -37.1 -43.3  >-22.0  -41.5 -33.8 -49.8 -31.2 -45.7  -50.3  -44.4 -41.0 -47.9
EA9-3 Kg int (nM) 5.1 0.22 480 0.28 13 0.020 5.0 0.077  0.0094  0.13 1.1 0.032
o HN AGjp¢ (kJmol™1) -49.2 -57.3 -37.5 -56.7 -46.8 -63.5 -49.3 -60.0 -65.4  -58.7 -53.1 -62.3
oL
Ss
/ o
HyN
a1 S
O
295 \ _NHjy Kq, obs (nM) ] 2000 22 >200000 400 13000 7 3300 17 2.0 33 56 1.0
_s” c1 AG,ps (kKJmol™1) 338 -45.4  >-22.0 -380 -29.1 -48.2 -32.5 -46.2  -51.6  -44.4 -43.1 -49.8
EA9-30 0% K int (aM) 99 0.52 2600 6.1 440 0.20 16 0.34 0.030 0.69 2.7 0.082
AGins (kJmol™1) -41.6 -55.1 -33.2 -48.8 -37.7 -57.5 -46.2 -56.2 -62.4  -54.4 -50.9 -59.8
H e
N _s”
v
e}
o
206 Cl1 K obs (nM) 1900 59  >200000 180 180 ND 2500 11 29 83 110 13
NHgy AG gy (kJmol™1)  -33.9 -42.9  >-22.0  -40.0 -40.0 ND -33.2 -47.2  -44.8  -42.0 -41.3 -46.7
EA9-4 | Kg int (M) 11 0.16 300 0.32 0.76 ND 1.4 0.027  0.051 0.20 0.63 0.032
o=s S AGjp¢ (kJmol™1) -47.2 -58.1 -38.7 -56.3 -54.1 ND -52.5 -62.7  -61.1 -57.5 -54.6 -62.3
Il
o
o
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No. Cpd Structure CA1 CAII CA 111 CAIV CA VA CA VB CA VI CAVII CAIX CAXII CAXIII CAXIV
207 NH Kd obs (nM) 18 000 220 >200000 2100 12000 16 4000 53 91 430 430 50
2 AG,ps (kI !nOl_l) -28.1 -39.5 >-22.0 -33.7 -29.3 -46.3 -32.0 -43.2 -41.8 -37.8 -37.8 -43.3
EA9-40 Kd int (nM) 1000 5.7 2900 36 470 0.47 22 1.2 1.5 10 23 1.1
/Q AGp (kI molfl) -35.6 -48.9 -32.9 -44.2 -37.6 -55.4 -45.5 -52.9 -52.3 -47.5 -45.3 -53.1
\ ’ L@
208 CT Kd,obs (nM) >200 000 1700 >200 000 ND >200 000 >200 000 4800 1700 2200 7100 1200 >200 000
NHo AGgps (kJmol™1) >-22.0 -343  >-220 ND >220 >220 -31.6 343 335 305 -35.0 >-22.0
EA9-401 | Kq int (nM) 20000 12 5300 ND 2100 1600 6.8 10 9.9 43 18 1200
o= ﬁ AGipt (kIJmol™1) -27.8 -a7.1 -31.3 ND -33.7 -34.5 -48.5 -47.5  -47.5  -43.7 -46.0 -35.1
le) O
(o]
HN
200 Kg obs (nM) 1900 500 91 000 2500 7.1 2000 11000 1700 26 290 290 20
AG s (kI Inolil) -33.9 -37.4 -24.0 -33.2 -48.3 -33.8 -29.4 -34.3 -45.0 -38.8 -38.8 -45.7
AZ15-13 Kd int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
o AGpt (kI molil) ND ND ND ND ND ND ND ND ND ND ND ND
O/\/ S
O
4
Ss
,
CIHZN \O
300 O Kd,obs (nM) 17 000 2400 >200 000 >200 000 45 25000 59 000 10000 710 14 000 6700 620
H2N~g~ AGps (kImol™1) _28.3 334 >220 >220 -43.6 -27.3 -25.1 -29.7  -36.5  -28.8 -30.7 -36.8
E15-1 =0 Kd int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
Clq/\ AGipt (kImol™1) ND ND ND ND ND ND ND ND ND ND ND ND
3 N
(]
N
N
201 NHo [5) RKa.0bs (0M) 1000 5.6 XD 13 33 0.50 63 1.0 3 7 6.2 2.5
Os 7 N\ O AGgps (kJmol™1)  -35.6 -49.0 ND -46.9 -44.4 -55.2 -42.8 -53.4 -46.9 -46.2 -48.7 -51.0
DCP //S \ Kg int (aM) ND ND ND ND ND ND ND ND ND ND ND ND
(e} NHo AG;pt (kJ molil) ND ND ND ND ND ND ND ND ND ND ND ND




Ly

No. Cpd Structure CA1 CAIl _CAIIl _CAIV CAVA CAVB CAVI CAVII CAIX CAXIl CAXII CAXIV
302 o o Kq obs (aM) 56 000 5300 100000 4500 4000 13000 5900 13000 5000 2200 2600 1700
o_ . AG,ps (kJmol™1) -25.3 -31.3 -23.7 -31.7 -32.0 -29.0 -31.0 -29.1 -31.5 -33.5 -33.2 -34.3
VR14-1 Ng N K int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
" N/ AGip¢ (kJmol™1) ND ND ND ND ND ND ND ND ND ND ND ND
2
cl1 N
H
Fluorinated compounds
Kq obs (nM) 61 21 1000 65 39 ND 14 8.3 43 110 10 13
303 NHy p ) 1
| AG,ps (kImol™1) -428 -45.6 -35.6 -42.7 -44.0 ND -46.6 -47.9 -43.7 -41.3 -43.9 -43.7
TFMSA o=s _é P Kg int (aM) 51 8.4 220 17 24 ND 1.2 2.9 11 38 33 15
1] - AGipt (kIJmol™1) -43.3 -47.9 -39.5 -46.2 -45.3 ND -53.0 -50.7 -47.2 -44.0 -44.4 -46.4
[0)
304 F F Kq obs (M) 11 29 29000 560 290 1.8 670 11 150 330 20 56
NHo AGgps (kJmol™ 1)  -49.8 -44.8 -26.9 -37.1 -38.8 -51.9 -36.7 -47.2 -40.5 -38.4 -45.7 -43.1
VD12-22 | K int (M) 0.22 0.73 400 9.2 11 0.053 3.5 0.25 2.5 7.5 1.1 1.2
O=|Si AGjpt (kJmol™1) -57.3 -54.2 -38.0 -47.7 -47.2 -61.0 -50.2 -57.0 -51.1 -48.2 -53.3 -52.8
e}
F F
305 F F Kq obs (M) 3.3 16 ND 740 450 38 430 56 150 780 76 35
NHo AG,ps (kJmol™1) -50.3 -43.6 ND -36.4 -37.7 -44.0 -37.8 -43.0 -40.5 -36.3 -42.2 -44.2
VD10-9 | K int (nM) 0.22 1.4 ND 15 21 1.3 2.7 1.5 3.0 21 4.9 0.96
O=ﬁ F AGjp¢ (kJmol™1) -57.3 -52.5 ND -46.4 -45.6 -52.7 -50.8 -52.3 -50.6 -45.5 -49.3 -58.5
[0)
F F
306 F F K, obs (nM) 0.058 2.2 3800 100 200 0.050 140 1.1 5.4 37 2.4 3.6
NH AG,ps (kJmol™1) -60.8 -51.3 -32.2 -41.4 -39.8 -61.1 -40.6 -53.1 -49.1 -44.1 -51.2 -50.1
VD12-05 I 2 K int (nM) 0.0035  0.065 60 2.0 8.8 0.0017 0.86 0.028 0.10 0.93 0.14 0.093
o=s s AGjnt (kJmol~1) -68.0 -60.4 -42.9 -51.7 -47.8 -69.9 -53.8 -62.6 -59.3 -53.6 -58.4 -59.5
I
[0)
F F
307 F F OH K, obs (nM) 0.15 11 29000 440 400 1.7 200 13 32 220 11 5.0
NHo AGgps (kJmol™1)  -58.3 -47.3 -26.9 -37.7 -38.0 -52.1 -39.8 -46.8 -44.5 -39.5 -47.2 -49.3
VD10-13 | Kg int (nM) 0.0094 0.32 480 8.5 18 0.056 1.2 0.34 0.61 5.8 0.68 0.13
o=s S AGjnt (kJmol™1) -65.4 -56.4 -37.5 -47.9 -46.0 -60.8 -52.9 -56.2 -54.7 -48.9 -54.4 -58.7
1l
o
F F
308 F F OH Kq obs (M) 0.88 20 33000 2000 200 40 500 14 29 250 50 29
NHoy AGgps (kJmol™1)  -53.7 -45.7 -26.6 -33.8 -39.8 -43.9 -37.4 -46.6 -44.7 -39.2 -43.3 -44.8
AZ13-1 | Kq int (M) 0.22 2.4 2200 150 36 5.4 12 1.5 2.3 26 12 3.0
o=s S‘ AGint (kImol™1)  -57.3 -51.2 -33.6 -40.4 -44.2 -49.1 -46.9 -52.4 -51.3 -45.0 -46.9 -50.6
1l
o (e)
F F
300 F F [ Kq, obs (M) 0.32 15 ND 290 330 17 1000 5.0 67 50 6.7 83
NHo AGgps (KJmol™1)  -56.4 -46.4 ND -38.8 -38.4 -46.2 -35.6 -49.3 -42.6 -43.3 -48.5 -42.0
VD12-01 | Kg int (M) 0.020 0.45 ND 5.5 15 0.56 6.1 0.13 1.3 1.3 0.41 2.2
o=s S o~ AGint (kIJmol™1) -63.5 -55.5 ND -49.0 -46.4 -54.9 -48.7 -58.7 -52.8 -52.7 -55.7 -51.4
1
o
F F
310 F F Kq obs (M) 0.20 17 20 000 510 310 22 67 7.1 a1 250 29 33
NH, o AGgps (KJmol™1)  -57.6 -46.2 -27.9 -37.3 -38.6 -45.4 -42.6 -48.3 -43.9 -39.2 -44.8 -44.4
VD10-35 | I Kg int (aM) 0.064 2.5 1700 50 71 3.8 2.1 0.95 4.0 33 8.9 4.4
o=s S AGjp: (kIJmol™1)  -60.5 -51.0 -34.3 -43.3 -42.4 -50.0 -51.5 -53.5 -49.8 -44.4 -47.8 -49.6
1 I
Ie) Ie) OH
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No. Cpd Structure CAI CAII _CAII _CAIV CAVA CAVB CAVI CAVII CAIX CAXII CAXII CAXIV
211 NHy T Kg obs (0M) T1 0.65 XD 730 200 2.0 200 0.22 5.1 120 0.32 0.50
OsJ AG kJmol~1) -53.3 -54.5 ND -36.4 -39.8 -51.6 -39.8 -57.3  -49.2  -41.1 -56.4 -55.2
S F obs
VD10-49 i N Kq int (aM) 0.13 0.037 ND 27 17 0.13 2.3 0.011  0.19 5.9 0.037  0.025
o /lL AGipy (KImol™1) -58.8 -61.9 ND -44.9 -46.1 -58.7 -51.2 -65.0  -57.7  -48.8 -61.9 -62.9
F S S
E
212 Nig T Ka.00s (M) 0.40 6.7 D 87 25 5.0 220 3 83 110 25 5.0
oL/ F N AG,ps (kImol™1l) .55.8 -48.5 ND -41.9 -45.1 -49.3 -39.5 -46.9  -47.9  -41.3 -51.0 -49.3
VD10-28 \/s SZ N\ Kg int (aM) 0.063 0.50 ND 4.2 2.8 0.42 3.4 0.82 0.40 7.3 0.39 0.33
S N AGips (kKImol™1)  -60.5 -55.2 ND -49.7 -50.7 -55.6 -50.2 -53.9  -55.8  -48.3 -55.9 -56.3
S
F N
E
313 F F RKa.0bs (0M) 13 91 D 1200 1100 1000 1000 300 710 T100 T40 170
AG,ps (KImol™1l)  .46.7 -41.8 ND -35.2 -35.4 -35.6 -35.6 -38.7  -36.5  -35.3 -40.6 -40.2
NHjy NH obs
VD10-14 ;02 Kg int (0M) 0.18 0.57 ND 4.8 10 7.1 1.3 1.7 2.9 6.2 1.9 0.92
o =Isi N AGins (KImol™1)  -57.9 -54.8 ND -49.4 -47.4 -48.4 -52.7 -52.1  -50.7  -48.7 -51.8 -53.6
o
F F
314 F F Kq,0bs (M) 0.20 5.1 ND 800 1000 8.3 1200 11 25 330 5.0 3.8
NHy AG,ps (kKImol™1l)  -57.6 477 ND -36.2 -35.6 -47.9 -35.0 -43.7 451  -38.4 -49.3 -50.0
VD10-16 | Kq int (0M) 0.0061  0.13 ND 7.5 22 0.14 3.7 0.55 0.23 4.2 0.15 0.048
o=s N AGipt (KImol™l)  _66.6 -58.6 ND -48.2 -45.5 -58.5 -50.0 -54.9  -57.2  -49.7 -58.3 -61.2
H int
1l
o
F F
315 F F / Kq,obs (0M) 0.17 10 D 67000 500 XD 1800 20 18 330 2.5 6.7
NH AG,ps (kKImol™1l)  -58.0 -47.5 ND -24.8 -37.4 ND -34.1 -45.7 459  -38.4 -51.0 -48.5
VD12-70 |2 o Kg int (nM) 0.0048  0.14 ND 580 10 ND 5.1 0.24 0.16 4.0 0.070  0.079
o= N AGip (KImol™1l)  _67.2 -58.6 ND -37.0 -47.4 ND -49.2 -57.1  -58.1  -49.9 -60.3 -60.0
1l H
o
F F
316 NHy ¥ Kq obs (0M) 0.50 17 XD 360 330 19 XD 0.50 1 150 0.40 6.7
OsJ/ INel kJmol~1) -55.2 -52.1 ND -38.3 -38.4 -51.7 ND -55.2  -47.2  -40.4 -55.8 -48.5
S F OH obs
VD12-13 Kq int (aM 0.011  0.018 ND 2.4 5.3 0.023 ND 0.0046  0.076 1.4 0.0087  0.062
7 d,int
o AGpy (KImol™1)  -65.0 -63.8 ND -51.1 -49.1 -63.1 ND -67.3  -60.1  -52.5 -65.6 -60.6
int
F N
H
E
217 F F Kg obs (0M) 2.0 3.5 XD 300 2000 5.0 25 000 13 50 5000 2.2 50
NH, N— AGgps (kKImol™1)  51.6 -50.2 ND -38.7 -33.8 -49.3 -27.3 -43.7 433 -315 -51.4 -43.3
VD10-20 | ; Kg.int (nM) 0.028  0.023 ND 1.3 20 0.037 34 0.25 0.21 29 0.030 0.29
o=s N AGpy (KImol™1)  -62.7 -63.1 ND -52.8 -45.7 -61.9 -44.3 -57.0  -57.4  -44.7 -62.4 -56.6
H int
1l
o
F F
318 F F Kg obs (0M) 0.053 13 XD 3600 520 25 1700 1z 15 100 3 8.3
NH, AG s (kImol™1)  -61.0 -46.9 ND -32.3 -37.3 -45.1 -34.3 -46.6  -46.4  -41.5 -46.9 -47.9
VD12-63 | Kq ing (M) 0.0026  0.29 ND 53 18 0.65 7.9 0.29 0.22 2.0 0.59 0.17
¢} =ﬁ N AGpy (kImol™1) -68.8 -56.6 ND -43.2 -46.0 -54.5 -48.1 -56.6  -57.3  -51.6 -54.8 -58.0
o
210 Kg obs (0M) 0.098 18 XD 1600 1200 1000 1100 16 50 500 28 14
NHoy AG,ps (KImol™1l)  .59.4 -45.9 ND -34.3 -35.0 -35.6 -35.3 -43.6  -43.3  -37.4 -44.9 -46.6
VD10-12 | /~ \ Kq int (aM) 0.0022  0.19 ND 11 20 12 2.4 0.42 0.34 1.6 0.60 0.13
o=s N o AGips (KImol™1)  -69.2 -57.7 ND -47.2 -45.7 -47.0 -51.1 -55.6  -56.2  -49.5 -54.7 -58.6




No. Cpd Structure CA1 CAII CA 111 CAIV CA VA CA VB CA VI CAVII CAIX CAXII CAXIII CAXIV

220 NHg F K obs (WM) 0.050 5.0 ND 150 250 5.0 500 1.0 3.3 17 0.50 0.67
s/ AG gy (KJmol™1)  -61.1 -49.3 ND -37.7 -39.2 -49.3 -37.4 -53.4  -50.3  -46.2 -55.2 -54.5
VD10-51 //S Kg int (nM) 0.0012  0.057 ND 3.3 4.3 0.064 1.2 0.0099 0.024  0.17 0.012  0.0066
o AGjp¢ (kJmol™1) -70.8 -60.8 ND -50.4 -49.7 -60.5 -53.0 -65.3  -63.0  -58.1 -64.9 -66.3

F

67

B
321 NHg F R obs (0M) 0.10 16 ND 830 130 10 100 10 7 50 10 3.3
O\\S/ AG,ps (kImol™1) -50.3 -52.2 ND -36.1 -40.8 -53.4 -38.0 -53.4 -46.2 -43.3 -53.4 -50.3
VD12-47 y; Kg int (nM) 0.011 0.085 ND 29 11 0.061 4.4 0.047 0.58 2.3 0.11 0.16
(] AG;pt (kI molil) -65.0 -59.8 ND -44.8 -47.3 -60.6 -49.6 -61.3 -54.8 -51.2 -59.1 -58.2
F
ial
322 K obs (M) 0.067 3.3 ND 20000 3300 3.3 20000 2.5 7T 100 3.3 1.7
F P AG,ps (kKImol™1) -60.4 -50.3 ND -27.9 -32.5 -50.3 -27.9 -51.0 -48.2 -41.5 -50.3 -52.1
VD11-49 Kg int (nM) 0.0044 0.10 ND 400 160 0.12 130 0.068 0.15 2.7 0.21 0.045
THQ AG;pt (kKJ molfl) -67.4 -59.2 ND -38.0 -40.4 -58.9 -40.9 -60.3 -58.2 -50.8 -57.4 -61.4
o=s s
1
(e}
F F
323 NH; F R obs (0M) 0.40 20 ND 100 290 67 500 10 50 91 20 33
O\\S/ F AG,ps (kJmol™1) -55.8 -45.7 ND -38.0 -38.8 -42.6 -37.4 -47.5 -43.3 -41.8 -45.7 -44.4
VD11-56 y; o- Kg int (nM) 0.036 0.86 ND 11 18 3.2 4.4 0.37 1.4 3.4 1.8 1.2
(0] /\/g AG;pt (kI molfl) -62.0 -53.8 ND -47.2 -45.9 -50.4 -49.6 -55.9 -52.6 -50.3 -52.0 -52.8
F S o
E
324 o NHz F K, obs (nM) 0.33 5.0 20 000 ND ND ND 500 1.7 20 150 3.3 ND
‘\S/ P AGgps (kJmol™1)  -56.2 -49.3 -27.9 ND ND ND -37.4 -52.1 -45.7 -40.4 -50.3 ND
AZ14-1 p; ° K int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
o AGipt (kIJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
/\/U\ e
F S (o]
E
325 NHg F Kg obs (0M) 0.14 67 ND 570 200 200 2900 150 7 170 14 10
oLt AGgy, (kImol™1) 585  -42.6 ND -37.1  -38.0  -39.8  -32.8  -40.5  -42.2  -40.2  -46.6  -47.5
VD10-21a //S F K int (RM) 0.0040 0.93 ND 5.1 8.4 3.1 8.4 1.8 0.69 2.0 0.41 0.12
o AGjipt (kJmol™1) -67.6 -53.6 ND -49.2 -47.9 -50.5 -47.9 -51.9 -54.4 -51.6 -55.7 -58.8
o
- N/\/\/Y
H
F (O
326 NHy I K obs (M) 0.094 3.4 ND 240 500 1.0 200 6.3 11 18 1.3 100 000
O\\S/ F AG s (kT molil) -59.5 -50.3 ND -39.3 -37.4 -53.4 -39.8 -48.7 -47.3 -45.9 -52.6 -23.7
VD10-18 Vi Kd,int (nM) 0.012 0.20 ND 9.5 46 0.068 2.5 0.33 0.41 0.97 0.17 5300
o AGipt (kIJmol™1) -64.8 -57.5 ND -47.6 -43.6 -60.3 -51.1 -56.3 -55.7 -53.5 -58.0 -31.3
F S
E
327 F i3 K obs (M) 0.050 3.3 ND 290 ND 5.0 160 0.67 0.77 17 2.5 0.67
NH, o AGgps (kJmol™1)  -61.1 -50.3 ND -38.8 ND -49.3 -40.4 -54.5 -54.1 -46.2 -51.0 -54.5
VD11-51 | I K int (nM) 0.021 0.68 ND 38 ND 1.1 6.6 0.12 0.10 3.0 1.0 0.12
o=s S AGint (kIJmol™1) -63.3 -54.4 ND -44.0 ND -53.1 -48.5 -58.9 -59.3 -50.6 -53.3 -58.9
1 1
O O
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No. Cpd Structure CAL CAIl _CAIIl _CAIV CAVA CAVB CAVI CAVI CAIX CAXII CAXII CAXIV
228 F F Kg obs (0M) 0.025 3.3 XD 1200 130 5.0 330 2.5 5.0 140 2.0 6.7
NH, AGgps (KImol™1)  -62.9 -50.3 ND -35.0 -37.8 -49.3 -38.4 -51.0  -49.3  -40.6 -51.6 -48.5
VD11-61 | Kq int (aM) 0.00066  0.042 ND 10 8.3 0.072 0.87 0.028  0.041 1.6 0.052  0.074
o= ﬁ s AGjp¢ (kJmol™1) -72.3 -61.6 ND -47.4 -48.0 -60.2 -53.8 -62.7  -61.7  -52.2 -61.0 -60.1
o
F F
220 NH, T Ka.00s (M) 0.32 T.7 XD 810 200 0.56 100 0.83 5.8 76 0.27 T4
O\\S/ P AGgps (kJmol™1)  -56.4 -52.1 ND -36.1 -39.8 -54.9 -38.0 -53.9  -48.9  -42.2 -56.8 -52.5
VD11-9 P Kq int (0M) 0.024  0.061 ND 19 11 0.023 3.0 0.026  0.13 2.4 0.020  0.045
o AGjn¢ (kJmol™1)  -63.0 -60.6 ND -45.8 -47.3 -63.1 -50.6 -62.8  -58.6  -51.1 -63.5 -61.4
F s
B
330 F F Ka.0bs (NM) 0.25 1.2 XD 2500 140 XD 140 T2 22 77 0.40 13
NHy o AG gy, (kJmol™1)  -57.0 -52.8 ND -33.2 -40.6 ND -40.6 -52.8  -45.4  -42.2 -55.8 -46.9
VD11-10 | I Kq int (nM) 0.087 0.21 ND 270 36 ND 4.8 0.18 2.4 11 0.14 1.8
o=s ﬁ AGin¢ (kJmol™1) -50.7 -57.5 ND -39.0 -44.2 ND -49.3 -57.8  -51.2  -47.2 -58.5 -51.9
I
o ¢}
F F
331 Kq,0bs (0M) ] T2 5.8 ND 83 330 6.7 140 T.7 1.0 540 2.0 10
AGgps (kJmol™1)  -46.6 -48.9 ND -42.0 -38.4 -48.5 -40.6 -52.1  -53.4  -37.2 -51.6 -43.9
VD10-45 Kg ing (M) 2.2 0.43 ND 4.0 38 0.57 2.2 0.11 0.048 35 0.31 2.6
AGins (kJmol™1) -51.3 -55.6 ND -49.8 -44.1 -54.9 -51.4 -59.1  -61.2  -44.2 -56.4 -50.9
232 Ka.0bs (0M) 2.0 9.6 XD 1800 2000 T4 1000 10 18 280 2.0 1.7
AG gy, (kImol™1)  -50.7 -47.6 ND -34.1 -33.8 -52.5 -35.6 -47.5  -46.0  -38.8 -50.7 -52.1
VD10-50 Kq int (nM) 0.23 0.37 ND 44 120 0.062 7.9 0.34 0.44 9.6 0.23 0.056
AGjnt (kJmol™1) -57.2 -56.0 ND -43.7 -41.2 -60.6 -48.1 -56.2  -55.5  -47.6 -57.2 -60.8
233 K g, obs (M) T000 2000 ND ND 20000 ND 11000 33000 _ 670 _ 20000 _ 5000 2900
AGgps (kJmol™1)  -35.6 -32.0 ND ND -27.9 ND -29.4 -26.6  -36.7  -27.9 -31.5 -32.9
VD12-31 Kq ing (nM) 19 37 ND ND 280 ND 21 270 4.0 160 95 23
AGipt (kJmol™1) -45.8 -44.1 ND ND -38.9 ND -45.5 -30.0  -49.9  -40.3 -41.7 -45.3
234 6) K g, obs (NM) 560 670 ND 13000 5000 610 13000 6700 250 5000 140 500
P O\xs// AGgps (kJmol™1)  -37.1 -36.7 ND -20.1 -31.5 -36.9 -20.1 -30.7  -39.2  -31.5 -40.6 -37.4
VD12-37 ~ Kq ing (nM) 12 6.9 ND 83 78 7.1 27 60 1.7 45 3.0 4.5
AGjpt (kJmol™1) -47.0 -48.4 ND -42.0 -42.2 -48.3 -45.0 -42.8  -52.1  -43.6 -50.5 -49.5
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No. Cpd Structure CA1 CAII CA 111 CAIV CA VA CA VB CA VI CAVII CAIX CAXII CAXIII CAXIV

235 - - Kg obs (0M) 610 230 ND 1500 1200 20 2000 290 10 720 140 83
AG,ps (kIJmol™1) -36.9 -39.4 ND -34.6 -35.2 -45.7 -32.0 -38.8  -47.5  -36.4 -40.7 -42.0
VD12-36 Kq int (aM) 9.3 1.7 ND 6.8 13 0.16 5.9 1.8 0.047 4.6 2.1 0.53
AGpny (kImol™1)  -47.7 -52.1 ND -48.5 -46.9 -58.1 -48.8 -51.9  -61.3  -49.5 -51.5 -55.1
F N
H
O=8~—NHy
1]
o
336 13 Kg obs (0M) 2200 5200  >200000 1200 14000 2500 >200000 56000 71 8200 1000 500
AG,ps (kJmol™1) -33.6 -31.4  >-22.0 -35.0 -28.8 -33.2  >-22.0 -25.2  -48.4  -30.2 -35.5 -37.4
VD12-35 Kq int (aM) 42 48 1000 7.5 200 26 1900 460 0.042 66 20 4.0
F F AG g (kIJmol™1)  -43.8 -43.4 -35.6 -48.2 -39.8 -45.0 -33.9 -37.6 -61.6  -42.6 -45.7 -49.8
o >
s N
/7 " NHoH
387 F Kg obs (0M) 12000 3000 XD 20000 10000 67 3600 15 000 59 2500 380 330
F AGps (KImol™1)  -20.2 -32.7 ND -26.1 -20.7 -42.6 -32.3 -28.7  -42.9  -33.2 -38.1 -38.4
VD12-38 K g int (nM) 260 32 ND 270 160 0.78 7.6 130 0.39 23 8.2 3.0
o AG iy (kIJmol™1)  -30.1 -44.5 ND -39.0 -40.4 -54.0 -48.2 -40.8  -55.8  -45.4 -48.0 -50.6
H
F
~ NH
o=8% 2
\\
o
238 9] Kg obs (0M) 10000 2200 XD 100000 20000 3300 7700 21000 65 10000 150 330
Il AG kJmol™1) -20.7 -33.5 ND -23.7 -27.9 -32.5 -30.3 -27.7  -42.7  -20.7 -37.6 -38.4
— obs
VD12-29-2 O =85—NHy Kg.int (nM) 160 17 ND 500 230 29 12 140 0.32 68 7.2 2.3
P n AGjpy (kIJmol™1)  -40.3 -46.1 ND -37.4 -39.4 -44.7 -47.0 -40.6  -56.3  -42.6 -48.3 -51.3
F F
230 [e) Kg obs (0M) 130000 29 000 XD 50000 14000 ND _ >200000 >200000 3500 >200000 14000 _ 10000
\\S,,O . AGps (KImol™1)  -23.0 -26.9 ND -25.5 -28.8 ND >-22.0 >.22.0 -32.4 >-22.0 -28.8 -20.7
VD12-67-1 N K g int (nM) 680 71 ND 78 52 ND 500 2100 5.4 2100 71 21
2 AG iy (kImol™1)  -36.6 -42.4 ND -42.2 -43.2 ND -37.4 -33.7  -49.1  -33.7 -42.4 -45.5
( N F
F F
240 5 (I)I Kg obs (0M) 67 200 ND ND 2000 13 710 560 50 1000 140 63
s HoN—S=0 AGgps (kImol™ 1) -42.6 -39.8 ND ND -32.0 -49.6 -36.5 -37.1  -43.3  -35.6 -40.6 -42.8
VD12-69-1 2 = Kg.int (nM) 1.6 2.3 ND ND 70 0.057 1.7 5.6 0.37 10 3.4 0.63
n F AGipy (kImol™1)  -52.2 -51.2 ND ND -42.5 -60.8 -52.0 -49.0  -56.0  -47.4 -50.3 -54.6
F F
B
241 %N o Kg obs (nM) 24000 1000 >200000 1500 3300 100 5000 200 0.77 240 98 140
V2 F AGgps (KImol™1)  -27.4 -35.6  >-22.0 -34.5 -32.5 -41.5 -31.5 -39.7  -54.1  -30.3 -41.6 -40.6
VD12-09 HoN " Kg.int (nM) 460 9.1 980 8.9 45 1.0 9.3 1.6 0.0045 1.9 1.8 1.1
- AGpy (kIJmol™1)  -37.6 -a7.7 -35.7 -47.8 -43.6 -53.4 -47.7 -52.2  -67.4  -51.8 -51.9 -53.1
N F




(4

No. Cpd Structure CA1 CA Il CA 111 CA 1V CA VA CA VB CA VI CA VII CAIX CA XII CAXIII CAXIV
322 o o R obs (nM) 30000 1700 ND 100000  ND 50 33000 3300 0.25 330 1 50
N* F AG,ps (kJmol™1) -27.9 -34.3 ND -23.7 ND -43.3 -26.6 -32.5  -57.0  -38.4 -47.2 -43.3
VD12-19 HoN Kq int (aM) 390 15 ND 600 ND 0.52 63 27 0.0015 2.7 0.21 0.40
" AGint (KImol™1) -38.0 -46.4 ND -36.9 ND -55.1 427 -449 702 -50.9 -57.4 -55.7
N F
T
oH
343 Kd,obs (nM) 20000 20000 ND ND 33000 1200 58 000 20000 250 20000 20000 100
\ AGObS (kJ lnolil) -27.9 -27.9 ND ND -26.6 -35.0 -25.2 -27.9 -39.2 -27.9 -27.9 -41.5
VD12-16 o _/_OH Kg it (nM) 430 210 ND ND 520 15 120 180 1.7 180 430 0.91
F S AGint (kJ mol_l) -37.8 -39.7 ND ND -37.3 -46.5 -41.0 -40.0 -52.1 -40.0 -37.8 -53.7
N F
H
° HyN
2
/ Ss o F
77~ 0
o
344 OH Kd,obs (nM) 13 000 1300 ND 8300 670 50 11 000 750 110 4700 47 200
_/_ AGobs (kJ molil) -28.9 -35.0 ND -30.1 -36.7 -43.3 -29.4 -36.4 -41.3 -31.6 -43.5 -39.8
VD12-17 \ F S Ky imt (nM) 260 12 ND 50 9.3 0.52 21 6.0 0.66 38 0.89 1.6
1) AGine (KJmol—1) 391 471 ND -43.3 -a7.7 -55.1 -45.5 -48.8  -54.5  -44.0 -53.7 -52.2
N F
H
—©° HoyN
2
s F
77 Y0
o
245 o R obs (nM) 8300 2800 ND 6700 10000 330 3300 1700 74 1200 33 170
N _©O AG,ps (kIJmol™1) -30.1 -33.0 ND -30.7 -20.7 -38.4 -32.5 -34.3  -48.2  -35.0 -44.4 -40.2
VD12-15 ° N,S F Kq int (aM) 180 29 ND 45 160 4.0 7.3 15 0.051 12 0.73 1.5
2 AGint (kJ molil) -40.0 -44.7 ND -43.6 -40.3 -49.8 -48.3 -46.4 -61.1 -47.1 -54.2 -52.3
H
N F
@ F S_\_
oH
346 o) Kd,abs (nM) 20000 10 000 ND 33000 13000 2500 25000 12000 10 2000 100 200
AG ps (KImol™1)  _27.9 -29.7 ND -26.6 -29.0 -33.2 -27.3 29.3  -475  -33.8 -41.5 -39.8
VD12-18 Ky it (aM) 390 93 ND 200 180 26 48 95 0.060 16 1.9 1.6
AGint (kJ molil) -38.0 -41.7 ND -39.8 -40.0 -45.0 -43.5 -41.7 -60.7 -46.2 -51.8 -52.2

A\Y ,,O
/S F
HoN
H
N F
< E N
OH
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No. Cpd Structure CA1 CA Il CA 111 CA 1V CA VA CA VB CA VI CA VII CAIX CA XII CAXIII CAXIV
347 o p Kd,obs (nM) >200 000 >200 000 ND 100 000 ND >200000 33000 >200000 50 6700 5600 670
B > AG,ps (KImol™1l) >-22.0 >-22.0 ND -23.7 ND >.22.0 -26.6 >-22.0 -43.3  -30.7  -31.2  -36.7
VD12-11 \NH2 Kd int (nM) 19000 8900 ND 570 ND 10 000 61 7700 0.28 52 100 5.2
H AGl‘nt (kJ molil) -28.1 -30.0 ND -37.1 ND -29.7 -42.8 -30.3 -56.6 -43.2 -41.5 -49.2
F N
'A
o o
HO
348 (-) Kg obs (nM) >200 000 3300 ND 17 000 25000 1400 20000 1400 1.7 1000 670 350
AG s (kT molil) >-22.0 -32.5 ND -28.4 -27.3 -34.7 -27.9 -34.7 -52.1 -35.6 -36.7 -38.3
VD12-08 HoN” % é K mt (nM) 19000 31 ND 99 350 15 38 12 0.010 8.1 13 2.9
AGi’nt (kJ [nolil) -28.0 -44.6 ND -41.6 -38.3 -46.4 -44.0 -47.1 -65.3 -48.0 -46.9 -50.7
349 Kd,obs (nM) 100 000 10 000 ND 2200 ND >200000 100000 1700 14 1400 770 170
\S¢ F AGyp, (kImol™1) 237 207 ND -33.5 ND  >-22.0 -23.7  -34.3  -46.6  -34.7  -36.3  -40.2
VD12-14 HaN” K 'imt (nM) 61 2.9 ND 0.42 ND 330 6.0 0.43  0.0027  0.36 0.46  0.043
AG;nt (kJ mol_l) -42.8 -50.6 ND -55.7 ND -38.5 -48.8 -55.6 -68.7 -56.0 -55.4 -61.5
H
N F
F N
H
OH
350 o Kd,obs (nM) 41 000 2000 ND 100 000 33000 40 560 56 0.35 1000 20 620
N O AG s (kImol™1)  -26.0 -33.8 ND -23.7  -26.6  -43.9 -37.1 -43.1  -56.1  -35.6  -45.7  -36.8
VD10-27 .S 3 K int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
HpN AGip; (kImol™1) ND ND ND ND ND ND ND ND ND ND ND ND
S F
351 o) F Kd,obs (nM) 3300 500 ND 10 000 670 ND 3300 130 50 2900 67 43
O/ AG,ps (KImol™1l)  -32.5 -37.4 ND 2207 -36.7 ND -32.5  -41.0  -43.3  -32.9  -42.6 -43.7
VD11-71 S F Ky 'imp (aM) 65 4.6 ND 60 9.3 ND 6.3 1.0 0.30 23 1.3 0.35
HoN AGint (kJ molil) -42.7 -49.5 ND -42.9 -47.7 ND -48.6 -53.4 -56.5 -45.3 -52.8 -56.1
HN S
)\ F
352 Kd,abs (nM) 5000 2500 ND ND 1000 5.0 3300 1700 8.2 2900 110 67
AGps (kJmol~™1) 315  -33.2 ND ND -35.6  -49.3  -32.5  -34.3  -48.0 -32.9  -41.3  -426
VD11-53-2 Kd,int (nM) 97 23 ND ND 14 0.052 6.3 13 0.049 23 2.1 0.54
AGi'n,t (kJ molil) -41.6 -45.3 ND ND -46.6 -61.0 -48.6 -46.7 -61.2 -45.3 -51.5 -55.0
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No. Cpd Structure CA1 CAII CAIII CAIV CAVA CAVB CAVI CAVII CAIX CAXII CAXII CAXIV
353 [¢) o K, obs (nM) 7100 2200 ND  >200000 5000 50 >200000 14000 17 1000 330 50
\\s” P AG,ps (kJmol™1) -30.6 -33.5 ND >-22.0 -31.5 -43.3 >-22.0 -28.8 -46.2 -35.6 -38.4 -43.3
VD11-65 HoN ™ Kg int (M) 140 21 ND 6000 70 0.52 1900 120 0.099 8.1 6.3 0.40
AGjpny (kImol™1)  -40.7 -45.6 ND -31.0 -42.5 -55.1 -33.9 -41.2 -59.4 -48.0 -48.6 -55.7
H
N F
C;_/ F S C
354 o F K obs (M) 1700 3300 >200000 2000 200 17 1600 2000 29 5000 40 500
oL/ AGgps (kJmol™1)  -34.3 -32.5 >-22.0 -33.8 -39.8 -46.2 -34.4 -32.0 -44.7 -31.5 -43.9 -37.4
VD12-07 /S F Kgq int (aM) 32 31 1000 12 2.8 0.17 3.1 32 0.17 40 0.76 4.0
HoN AGipy (kImol™1)  -4a.5 -44.6 -35.6 -47.0 -50.8 -57.9 -50.5 -44.4 -57.9 -43.9 -54.1 -49.8
HN s
. F
‘v
355 o F K, obs (nM) 29000 5900 ND 170000 33000 >200000 100000 >200000 20000 100000 100000 11000
oS/ AGgps (kJmol™1) -27.0 -31.0 ND -22.4 -26.6 >-22.0 -23.7 >-22.0 -27.9 -23.7 -23.7 -29.4
VD11-67 /S F K int (nM) 550 55 ND 990 460 3200 190 8100 120 810 1900 90
HyN AG ny (kImol™1)  -37.1 -43.1 ND -35.6 -37.6 -32.6 -39.9 -30.2 -41.1 -36.2 -33.9 -41.8
‘/\N s
o ) &
256 o F K obs (nM) 11000 250 ND 2000 20000 100000 50 000 170 3.8 500 500 ND
Oes’/ F AGgps (kJmol™1) -20.5 -39.2 ND -33.8 -27.9 -23.7 -25.5 -40.2 -49.9 -37.4 -37.4 ND
VD11-62 ; K int (nM) 210 2.3 ND 12 280 1000 95 1.3 0.023 4.0 9.5 ND
HoN AGipy (kIJmol™1)  -30.7 -51.2 ND -47.0 -38.9 -35.5 -41.7 -52.6 -63.1 -49.8 -47.6 ND
HN s
i F
357 O\ ° K obs (nM) >200 000 1400 ND ND ND 170 14000 1000 11 1200 500 500
\S¢ F AG,ps (kJmol™1) >-22.0  -34.7 ND ND ND -40.2 -28.8 -35.6 -47.2 -35.0 -37.4 -37.4
VD12-06 HoN” Kg int (nM) 19 000 13 ND ND ND 1.7 27 8.1 0.066 10 9.5 4.0
- AG iy (kImol™1)  -28.0 -46.8 ND ND ND -52.0 -44.9 -48.0 -60.4 -47.4 -47.6 -49.8
N F
O ' )
358 o o K g obs (nM) >200 000 >200000 ND 100 000 ND 5000  >200 000 >200000 6.8 2000 710 330
\\S' P AGgps (kJmol™1) >-22.0 >-22.0 ND -23.7 ND -31.5 >-22.0 >-22.0 -48.5 -32.0 -36.5 -38.4
VD11-59 Kg int (nM) 19 000 9300 ND 600 ND 52 1900 8100 0.041 32 14 2.7
AGjpy (kIJmol™1)  -28.0 -29.9 ND -36.9 ND -43.2 -33.9 -30.2 -61.7 -44.4 -46.7 -50.9




No. Cpd Structure CA1 CAII CA 111 CAIV CA VA CA VB CA VI CAVII CAIX CAXII CAXIII CAXIV

5

259 % o Kg obs (0M) >200 000 >200 000 >200 000 >200000 25000 >200 000 >200000 >200000 7.8 _>200000 1700 4300
\S¢ P AG,ps (kJmol™1) >-22.0 >-22.0 >-22.0 >-22.0 -27.3 >.22.0 >-22.0 >-22.0 -48.1 >-22.0 -34.3 -31.8
PGT H2N/ Kd,int (nM) 19000 9300 1000 6000 350 2100 1900 8100 0.046 8100 32 35
u AGjn¢ (kJmol™1) -28.0 -20.9 -35.6 -31.0 -38.3 -33.7 -33.9 -30.2  -61.3  -30.2 -44.5 ~44.2
N F
F s
360 Kcl,obs (nM) 6700 >200000 ND ND ND >200000 >200 000 >200 000 330 >200 000 3300 1800
\ Acobs (kJ lnolfl) -30.7 >-22.0 ND ND ND >-22.0 >-22.0 >-22.0 -38.4 >-22.0 -32.5 -34.1
VD12-03 o Kq.int (0M) 130 9300 ND ND ND 10000 1900 8100 2.0 8100 63 15
F S AGint (kJ mol_l) -40.9 -29.9 ND ND ND -29.6 -33.9 -30.2 -51.6 -30.2 -42.7 -46.5
N F
H
° Hyn
2
/ s F
7 ~o
o
361 / Kd,obs (nM) 350 1800 ND ND 910 ND 20000 3100 52 10 000 16 400
fe) AG s (kJ molfl) -38.3 -34.1 ND ND -35.8 ND -27.9 -32.7 -43.2 -29.7 -46.2 -38.0
VD12-04 Kg int (nM) 6.8 17 ND ND 13 ND 38 26 0.31 81 0.31 3.2
F S AG;pt (kI molfl) -48.5 -46.1 ND ND -46.9 ND -44.0 -45.1 -56.4 -42.1 -56.4 -50.4
¢}
/ N F
H
HoN
Sso F
7770
o
262 % o Kg obs (0M) 5800 3300 ND 110000  ND 250 6700 2000 3.3 1700 100 200
\S¢ P AGgps (KImol™1)  -31.1 -32.5 ND -23.5 ND -39.2 -30.7 -32.0 -50.3 -34.3 -41.5 -39.8
VD11-64 HoN” K int (nM) 110 31 ND 660 ND 2.6 13 32 0.020 13 1.9 1.6
H AGp (kI molfl) -41.3 -44.6 ND -36.7 ND -50.9 -46.9 -44.4 -63.5 -46.7 -51.8 -52.2
N F
& F S C
363 U\ o Kd,obs (nM) >200000 >200 000 ND 100 000 ND ND >200 000 >200 000 ND >200000 1000 170
Nz AGobs (lenolfl) >-22.0 >-22.0 ND -23.7 ND ND >-22.0 >-22.0 ND >-22.0 -35.6 -40.2

s“ F 2 > > >
VD11-74 HoN ™ Kg int (nM) 19000 9300 ND 600 ND ND 1900 8100 ND 8100 19 1.3
- AGipt (kJmol™1) -28.0 -29.9 ND -36.9 ND ND -33.9 -30.2 ND -30.2 -45.8 -52.6
N F
N
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No. Cpd Structure CAI CAII _CAIII _CAIV CAVA CAVB CAVI CAVII CAIX CAXII CAXII CAXIV
202 N Kg obs (0M) 3500 >200000 ND 100 000 ND  >200000 >200 000 >200000 31 _ >200000 330 500
Vg% F AG,ps (kJmol™1) -32.4 >-22.0 ND -23.7 ND >.22.0 >-22.0 >-22.0 -44.6 >-22.0 -38.4 -37.4
VD11-75 HoN Kq int (aM) 69 9300 ND 600 ND 2100 1900 8100 0.18 8100 6.3 4.0
u AGipy (kImol™1)  -42.5 -29.9 ND -36.9 ND -33.7 -33.9 -30.2  -57.8  -30.2 -48.6 -49.8
N F
365 [9) Kq obs (0M) >200000 >200000 ND _ >200000 ND 67000 100000 >200000 71 _ >200000 >200000 2500
\\S,o P AGgps (KJmol™1) >-22.0 >-22.0 ND >-22.0 ND -24.8 237  >-22.0 -42.4 >-22.0 >-22.0 -33.2
VD11-63 HyN Kg int (nM) 19000 9300 ND 6000 ND 700 190 8100 0.42 8100 19 000 20
AGjipt (kImol™1) -28.0 -29.9 ND -31.0 ND -36.5 -39.9 -30.2  -55.6  -30.2 -28.0 -45.7
H
N F
oH’ S
266 Kq.0bs (M) 67 000 1100 ND ND 33000 ND 6300 2500 0.39 2000 50 ND
AG,ps (kImol™1) -24.8 -35.3 ND ND -26.6 ND -30.9 -33.2  -55.8 -32.0 -43.3 ND
VD12-57 Kq int (aM) 1300 10 ND ND 460 ND 12 20 0.0023 32 0.95 ND
F AGpny (kIJmol™1)  -34.9 -47.4 ND ND -37.6 ND -47.0 -45.7  -69.0 -44.4 -53.5 ND
S s
HoN
\
s F
z
o7\
O F
367 % o K obs (WM) 58 000 2200 >200000 13000 1700 1800 3900 500 0.40 250 170 240
N F AGgps (KImol™1)  -25.2 -33.5  >-22.0 -29.1 -34.3 -34.1 -32.1 -37.4  -55.8  -39.2 -40.2 -39.3
AZ13-2-2 HoN " Kq ing (M) 3300 61 3000 220 69 57 22 12 0.0071 6.0 9.4 5.7
- AGjpny (kIJmol™1) -32.5 -42.8 -32.8 -39.5 -42.5 -43.0 -45.5 -47.0 -66.2  -48.8 -47.6 -48.9
N F
¥ S
< L
o OH
9]
268 N NHp Kq obs (0M) - 200 83 ND 90 330 3.3 130 130 0.63 25 T4 13
e F AGgps (KJmol™1)  -30.8 -42.0 ND -41.8 -38.4 -50.3 -40.8 -41.0  -54.6  -45.1 -46.6 -46.9
VD10-39b 0% Kg int (0M) 23 4.6 ND 3.2 27 0.21 1.5 6.0 0.022 1.2 1.6 0.60
AGip; (kIJmol™1)  -45.3 -49.5 ND -50.4 -44.9 -57.5 -52.3 -48.8  -63.2  -52.9 -52.2 -54.7
F N
H
o
“
F ,/s’
o

OH
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No. Cpd Structure CA1 CAIl CAII CAIV CAVA CAVB CAVI CAVII CAIX CAXII CAXII CAXIV
9]
269 N O Kg obs (0M) . 830 56 34000 61 3300 16 67 8.6 0.032 2.9 1.0 13
< AGops (kImol™1)  -36.1 -43.0 -26.5 -42.8 -32.5 -46.3 -42.6 -47.9  -62.3  -50.6 -49.8 -49.6
VD11-4-2 HyNT Kq,int (0M) 69 2.2 720 1.5 200 0.70 0.54 0.30  0.00080 0.10 0.33 0.15
AGipt (kIJmol™1) 425 -51.4 -36.4 -52.3 -39.8 -54.3 -55.0 -56.5  -71.8  -50.3 -56.3 -58.3
F F
s2°
H o7 \_\
OH
O
370 N Lo Kd.obs (0M) ) 520 12 ND 230 3400 200 200 71 52 5.0 0.91 17
S F AGgps (KJmol™1)  -37.3 -43.8 ND -39.4 -32.5 -39.8 -39.8 -42.4  -43.3  -40.3 -53.6 -46.2
VD12-30 HoN™ Kg ing (0M) 58 2.2 ND 7.7 270 12 2.2 3.3 1.7 0.23 0.099 0.77
AGint (kIJmol™1) -43.0 -51.4 ND -48.2 -39.0 -47.0 -51.4 -50.4  -52.0  -57.2 -59.4 -54.1
F F
s”o
“
H 07 \_\
OH
271 7 RKa.0bs (ub) . 220 22 >200000 140 7000 10 1000 10 0.67 67 25 25
o OH AG,ps (kKImol™1l) 305 -45.4  >-22.0  -40.6 -35.6 -47.5 -35.6 -43.9  -54.5  -42.6 -45.1 -45.1
VD12-32 Kq.int (0M) 27 1.3 6300 5.3 88 0.66 12 2.0 0.025 3.4 3.0 1.3
H Ol AGiny (kImol™1)  -44.9 -52.7 -30.9 -49.1 -41.9 -54.5 -47.0 -51.6  -62.9  -50.3 -50.6 -52.8
—oO0 N Sso
~
o
F F
HoN
S F
7 Y0
o
a7z OH Kg obs (0M) 83 180 ND 400 67 33 500 T4 2.5 83 13 500
AGyps (kImol™ 1)  -42.0 -40.1 ND -38.0 -42.6 -44.4 -37.4 -46.6  -51.0  -42.0 -49.6 -37.4
VD12-33 K g int (nM) 9.2 9.3 ND 14 5.3 2.0 5.4 0.66 0.085 3.8 0.47 23
o AGipt (kImol™1) _a7.7 477 ND -46.7 -49.1 -51.6 491 -54.5  -59.8  -49.9 -55.4 -45.3
N
F Sso
So
o—
H
F N
° o
g F \
/" NH,
o
O
273 Ao RKa.0bs (ub) ) 1000 17 ND 67 1600 8.3 100 5.0 0.11 8.3 8.3 1.2
193 F AG,ps (kKImol™1l)  -35.6 -46.2 ND -42.6 -34.4 -47.9 -41.5 -49.3  -59.1  -47.9 -47.9 -49.7
VD12-34 HoN~ K img (M) 110 0.91 ND 2.3 130 0.52 1.1 0.24  0.0039  0.40 0.94 0.20
AGipy (kImol™1)  -41.2 -53.6 ND -51.2 -40.8 -55.1 -53.1 -57.1  -67.7  -55.8 -53.6 -57.5
F F

o
N _s”®
"o~ \_\
oH
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No. Cpd Structure CAI CAII _CAIII __CAIV _CAVA CAVB CAVI CAVII CAIX CAXII CAXII CAXIV
O 5 5
374 \ _NHy Kq obs (nM) R 1400 61 ND 200 1000 150 450 10 0.050 13 10 6.5
g7 F AG,ps (kImol™1l)  -34.7 -42.8 ND -39.8 -35.6 -40.4 -37.6 -47.5  -61.1  -46.8 -47.5 -48.6
VD12-23 0% Kq,int (0M) 160 3.2 ND 6.8 79 9.1 4.9 0.46  0.0017  0.60 1.1 0.30
R AGips (kKImol™1)  -40.4 -50.4 ND -48.5 -42.1 477 -49.3 -55.4  -60.0  -54.7 -53.2 -56.5
~
F N
H
o
-
F .87
o
OH
375 O Kd.0bs (0M) 22000 64 ~D ~D 5000 10 370 31 ~D 16 1.9 ~D
- N—g—o AG,ps (KImol™1l)  -27.6 427 ND ND -31.5 -47.5 -38.2 444 ND -46.3 -49.3 ND
VD12-25-2 2 = Kq.int (0M) 2400 3.3 ND ND 390 0.58 3.9 1.5 ND 0.71 0.52 ND
oHF F AGipg (kImol™1) -33.3 -50.3 ND ND -38.0 -54.8 -49.9 -52.3 ND -54.3 -55.1 ND
»‘\
N F
H
o=s=o
ou
376 \ Ka.obs (0M) . 75 5.9 ND 100000 500 6.7 100 83 76 290 1.2 5.0
AG,ps (kImol™1l)  .42.3 -48.8 ND -23.7  -37.4 -48.5 -41.5 -47.9  -48.2  -38.8 -52.8 -40.3
VD11-26 F NH Kq,int (0M) 8.2 0.31 ND 3400 40 0.40 1.1 0.38 0.26 13 0.14 0.23
NHy o AGipy (kKImol™1)  -48.0 -56.4 ND -32.5 -43.9 -55.8 -53.2 -55.9  -56.9  -46.8 -58.6 -57.2
| I
o=s S
1 I
o o
F F
377 Ka.obs (0M) 670 1.7 D 250 720 0.50 50 0.22 0.86 67 5.0 ND
AG,ps (kKImol™1l)  -36.7 -52.1 ND -39.2 -36.5 -55.2 -43.3 -57.3  -53.8  -42.6 -49.3 ND
VD11-25 K ing (nM) 73 0.088 ND 8.3 57 0.030 0.54 0.010  0.029 3.1 0.54 ND
E NH AGine (kImol™1) -42.3  -50.7 ND -47.9  -43.0  -62.5  -55.0  -65.2  -62.5  -50.5  -55.0 ND
NH, o
| I
o= S
1l I
¢} o
F F
278 F F Kd.obs (0M) 53 6.7 ~ND 910 250 6.7 110 5.0 3.3 10 2.5 ~ND
o o AG,ps (kKImol™1l)  .43.2 -48.5 ND -35.9 -39.2 -48.5 -41.3 -49.3  -50.3  -43.9 -51.0 ND
VD11-28 1 1l Kg int (nM) 5.8 0.35 ND 31 20 0.40 1.2 0.23 0.11 1.8 0.27 ND
0=? ﬁ AGjpy (kIJmol™1)  -48.9 -56.1 ND -44.6 -45.7 -55.8 -52.9 -57.2  -59.0  -51.8 -56.8 ND
NHy o
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No. Cpd Structure CAL CAIl _CAIIl _CAIV CAVA CAVB CAVI CAVI CAIX CAXII CAXII CAXIV
279 6] Kg obs (0M) 910 7 XD 2500 500 5.0 330 1.0 3.3 33 6.7 11
© \S// P AGgps (kImol™1)  -35.8 -46.2 ND -33.2 -37.4 -49.3 -38.4 -49.8  -50.3  -44.4 -48.5 -46.6
VD11-54-2 Kq int (aM) 100 0.88 ND 85 40 0.30 3.6 0.18 0.11 1.5 0.72 0.66
HoN o AGjp¢ (kJmol™1) -41.5 -53.7 ND -42.0 -43.9 -56.5 -50.1 -57.8  -59.0  -52.3 -54.3 -54.5
/7
F S
7
NH ©
280 F F Kq,obs (2M) 100 T.2 ND 1200 500 1.0 10 2.5 5.6 150 5.0 11
o o AGgps (KJmol™1) -41.5 -52.8 ND -35.0 -37.4 -49.8 -43.9 -51.0  -49.0  -40.4 -49.3 -49.8
VD11-15 I M Kg int (0M) 11 0.066 ND 42 40 0.24 0.43 0.11 0.19 7.1 0.54 0.19
o=s S AGiny (kJmol™1)  .47.2 -60.4 ND -43.8 -43.9 -57.1 -55.6 -59.0  -57.7  -48.4 -55.0 -57.7
| Il
NHg o
F N —>
.
381 o T Ka.0bs (0M) 110 13 XD 1000 2500 10 200 3.3 0.050 6.7 3.3 50
Oes’/ . AGgps (kImol™1)  -37.9 -46.9 ND -35.6 -33.2 -47.5 -39.8 -50.3  -61.1  -48.5 -50.3 -43.3
VD11-43-2 / Kq int (nM) 45 0.66 ND 34 200 0.59 2.2 0.15  0.0017  0.31 0.36 2.3
HoN AGjpt (kJmol™1) -43.6 -54.5 ND -44.3 -39.8 -54.8 -51.4 -58.2  -60.9  -56.5 -56.0 -51.3
o
7
F s
7
NH ©O
282 o F Kg obs (0M) 2200 710 XD 13000 6700 610 2500 20000  0.083 65 T2 33
O¢S// P AG,ps (kImol™1l) .33.5 -36.5 ND -29.1 -30.7 -36.9 -33.2 -26.9  -59.8  -42.7 -52.9 -44.4
VD12-39 / K g int (nM) 250 37 ND 420 530 36 27 1300 0.0028 3.0 0.13 1.5
HoN ° AGipt (kJmol™1) -39.2 441 ND -37.8 -37.3 ~44.2 -44.9 -34.9 685  -50.6 -58.6 -52.3
7
F S
4
ONH |
383 F 3 K g, obs (M) 100 22 >200000 1700 1000 1.0 220 670 ND 170 8.3 20
o o AGgps (kJmol™1) 415 -45.4  >-22.0 -34.3 -35.6 -49.8 -39.5 -36.7 ND -40.2 -47.9 -45.7
VD12-41 1l Il Kq ing (nM) 11 1.1 5600 55 78 0.23 2.4 30 ND 7.5 0.88 0.90
o= ? ﬁ AGip¢ (kJmol™1) -47.2 -53.1 -31.2 -43.1 -42.2 -57.2 -51.2 -44.6 ND -48.2 -53.7 -53.7
NHy o
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No. Cpd Structure CAI CAII _CAIII _CAIV CAVA CAVB CAVI CAVII CAIX CAXII CAXII CAXIV
284 O K obs (WM) 210 36 T10000 29000 200 2.5 670 6.7 3.3 250 3.3 33
I AG,ps (kJmol™1) -30.6 -44.2 -23.5 -27.0 -39.8 -51.0 -36.7 -48.5 -50.3 -39.2 -50.3 -44.4
VD12-43 Kq int (aM) 23 1.9 3200 970 16 0.15 7.2 0.31 0.11 11 0.36 1.5
AGipny (kImol™1)  -45.3 -51.8 -32.6 -35.7 -46.3 -58.3 -48.3 -56.5 -59.0 -47.1 -56.0 -52.3
285 K g, obs (NM) 650 50 ND 1700 14000 67 330 5.0 ND 17 5.6 50
AGgps (kJmol™1)  -36.7 -43.3 ND -34.3 -28.8 -42.6 -38.4 -49.3 ND -46.2 -49.0 -43.3
VD11-17 Ky img (nM) 71 2.6 ND 56 1100 4.0 3.6 0.23 ND 0.77 0.60 2.3
AGiny (kImol™1)  -42.4 -50.9 ND -43.0 -35.3 -49.9 -50.1 -57.2 ND -54.1 -54.7 -51.3
286 o F Kg obs (0M) 940 35 ND ND 830 2.0 2000 5 ND 67 1.0 14
oS/ AGgps (kJmol™1)  -35.8 -44.2 ND ND -36.1 -51.6 -33.8 -46.4 ND -42.6 -53.4 -46.6
VD11-16 /S F Kg ing (nM) 100 1.9 ND ND 66 0.12 22 0.70 ND 3.1 0.11 0.66
HoN ° AGipy (kImol™1)  -41.4 -51.8 ND ND -42.6 -58.9 -45.5 -54.3 ND -50.5 -59.1 -54.5
7
F S
7
: NH O
287 o 0 F K g, obs (M) 50 2.9 ND 180 3300 T2 330 1.0 6.7 a1 2.0 2.0
es’/ F AGgps (kJmol™1) -43.3 -50.7 ND -40.0 -32.5 -52.8 -38.4 -53.4 -48.5 -43.9 -51.6 -51.6
VD12-42 / Kg img (nM) 5.5 0.15 ND 6.0 260 0.074 3.6 0.046 0.23 1.9 0.22 0.092
HyN ° AG nt (kImol™1)  -40.0 -58.3 ND -48.8 -39.0 -60.1 -50.1 -61.3 -57.2 -51.8 -57.4 -59.6
7
S
7
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No. Cpd Structure CA1 CA 1l CA II1 CA IV CA VA CA VB CA VI CA VII CAIX CAXII CAXIII CAXIV
388 o o) ¥ Kd,obs (nM) 1000 6.7 ND 1200 1000 6.7 130 13 ND 50 1.4 100 000
\\S// F AGObS (kJ mol_l) -35.6 -48.5 ND -35.0 -35.6 -48.5 -41.0 -46.9 ND -43.3 -52.5 -23.7
VD12-40 / Kd,i'nt (nM) 110 0.35 ND 42 79 0.40 1.4 0.57 ND 2.3 0.15 4600
HyN ° AGip; (kJmol™1) _41.3  .56.1 ND 438 -42.1 -55.8 52.6  -54.8 ND -51.3  -58.2 -31.7
n
F S
7
O
% ‘\NH
389 fe) F Kd,obs (nM) 580 33 ND 300 2000 20 1000 10 50 250 5.6 100
o AGgps (kKImol™1l) -37.0  -44.4 ND -38.7  -33.8  -45.7  -35.6  -47.5  -43.3  -30.2  -49.0  -41.5
VD11-39 S F K 'int (nM) 64 1.8 ND 10 160 1.2 11 0.46 1.7 11 0.60 4.6
H2N o AG’LTLt (kJ mOl_l) -42.7 -52.0 ND -47.4 -40.4 -53.0 -47.3 -55.4 -52.1 -47.1 -54.7 -49.5
4
F s
y
HG NH O
L
290 o T K. ops (AM) 1400 91 ND 1400 3300 140 290 10 20 700 6.7 o8
O/ AG,ps (kKImol™1l) 328  -a1.8 ND -34.7  -32.5  -40.6 -38.8  -43.9  -45.7  -38.0  -48.5  -41.6
VD11-33 S F Ky imp (aM) 150 4.8 ND 48 260 8.5 3.1 1.8 0.68 18 0.72 4.5
HoN o AGint (kJ molil) -40.5 -49.4 ND -43.4 -39.0 -47.9 -50.5 -51.8 -54.4 -45.9 -54.3 -49.5
n
F S
7
391 OH Kd,obs (nM) 17 000 960 >200000 17000 33000 >200000 10000 >200000 0.26 120 260 1200
AGObS (kJ molil) -28.3 -35.7 >-22.0 -28.4 -26.6 >-22.0 -29.7 >-22.0 -56.9 -41.1 -39.1 -35.0
VD12-55 Kd int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
Acint (kJ molil) ND ND ND ND ND ND ND ND ND ND ND ND

e}
1
)
1
e}

o] ZT
o
[l
n
|
z
[ ZT
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No. Cpd Structure CAI __CAIl _CAIIl _CAIV _CAVA CAVB CAVI CAVII CAIX CAXII CAXII CAXIV
392 Of R obs (nM) 2000 670 ND 2900 2500 330 17000 440 13 1000 230 ND
~ ac kimol™1l) -33.8  -36.7 ND -32.8  -33.2  -38.4  -28.4  -37.7  -43.7  -35.6  -30.4 ND
obs
VD12-33-2 © K int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
o o AGjp¢ (kJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
-~ O0=s=0 ~
H H
N N
F F
O =S =—NHy
I
o
393 9] R ops (M) 20000 >200000 ND 100000 33000 >200000 5600 200000 1.8 500 330 2000
I AGyp, (kJmol™1) -27.8 >220 ND -23.7  -26.6  >-22.0 -31.2  >-22.0 -51.0  -37.4  -38.4  -33.8
VD12-65 HaN=8=0 Kg ime (M) ND ND ND ND ND ND ND ND ND ND ND ND
F F OH AGin: (kimol™1) ND ND ND ND ND ND ND ND ND ND ND ND
N N/\D/
H H
o=s=0
OH
302 Kq ops (aM) >3200 000 >200 000 >200 000 >200000 ND __ >200000 >200000 >200000 330 _>200 000 >200 000 >200 000
S NH AGyps (kJmol™1) >-22.0 >-22.0 >-22.0 >-220 ND  >-22.0 >-22.0 >-22.0 -38.4 >-22.0 >-22.0 >-22.0
VD11-57 5 2p Kq img (nM) ND ND ND ND ND ND ND ND ND ND ND ND
P )
o~ AGjp (kJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
F N
H
HN S
Brominated compounds
395 Br R obs (nM) 1000 620 >200000 1300 3400 230 5000 1500 740 2500 240 83
NHy AG,us (kJmol™1) 856  -36.8 >-22.0 -34.0  -32.4  -30.5  -31.5  -34.5  -36.4  -33.2  -30.3  -42.0
LJ14-2 ) Kq img (nM) ND ND ND ND ND ND ND ND ND ND ND ND
o=s Br AGjp (kJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
Il
o
206 ) R obs (nM) T8000 420 14000 1200 _ 27000  ND 7700 130 620 620 250 510
ou AG,ps (kJmol™1) 281  .37.0  -288  -35.2  -27.1 ND -30.3  -41.0  -36.8  -36.8  -38.8  -37.3
LJ14-3 o Ky it (aM) 84 0.92 17 1.7 90 ND 3.5 0.24  0.89 1.2 1.3 0.98
I AGjpe (kJmol™1) -42.0  -53.6  -46.2  -52.1  -41.8 ND -50.2  -57.1  -53.7  -52.9  -52.7  -53.5
o=s Br
[
NHy
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No. Cpd Structure CAI CAII _CAIII _CAIV CAVA CAVB CAVI CAVII CAIX CAXII CAXII CAXIV
T
207 Br Br K obs (WM) ) 20 000 91  >200000 140 3700 33 290 56 120 330 63 10
AG,ps (kIJmol™1) -27.9 -41.8  >-22.0  -40.6 -32.2 -44.4 -38.8 -43.1 -41.2  -38.4 -42.8 -43.9
LJ14-4 HoN Kg int (nM) ND ND ND ND ND ND ND ND ND ND ND ND
2 ,
\ o AGjpg (kIJmol™1)  ND ND ND ND ND ND ND ND ND ND ND ND
S
0%\
© o
~N
208 Br Br K obs (WM) >200000 100 17 000 110 5900 250 1200 17 150 130 530 T
AG,ps (kJmol™1) >-22.0 -41.5 -28.4 -41.3 -31.0 -39.2 -35.2 -46.2 -40.4  -40.8 -37.3 -42.2
LJ14-5 HzN\ o Kq int (aM) 1800 0.44 40 0.31 39 1.2 1.1 0.064 0.43 0.51 4.7 0.29
S AG g (kImol™1)  -34.0 -55.5 -43.9 -56.4 -44.0 -52.9 -53.3 -60.5 -55.6  -55.1 -49.4 -56.6
o7\
o HN\L
QH
200 Br K obs (WM) 110 000 25 13000 50 4000 18 290 6.7 29 43 370 21
o AG,ps (kIJmol™1) -23.5 -45.1 -29.1 -43.3 -32.0 -45.9 -38.8 -48.5 -44.8  -43.7 -38.2 -45.6
LJ14-6 Kq int (aM) 1300 0.14 37 0.18 33 0.11 0.32 0.032 0.10 0.21 4.2 0.10
Br AG g (kImol™1)  -35.0 -58.5 -44.1 -57.9 -44.4 -59.0 -56.3 -62.3 -59.3  -5T.4 -49.7 -59.3
N
HoN H
S N
77~ 0
@)
200 o\\ NH, Kg obs (0M) 3100 50 22 000 ND 3400 500 1700 13 13 2.0 100 13
e Br AG,ps (kIJmol™1) -32.7 -43.3 -27.6 ND -32.4 -37.4 -34.3 -46.7  -46.9  -51.6 -41.5 -46.9
LJ14-7 0% Kq int (aM) 29 0.22 53 ND 23 2.5 1.5 0.051  0.035  0.0077 0.90 0.048
AGipy (kIJmol™1)  -44.8 -57.3 -43.2 ND -45.4 -51.1 -52.4 -61.1 -62.0  -66.0 -53.7 -61.2
H
N s
/_/ ©
HO
201 o\\ NHg Kq obs (0M) 14000 10 12 000 ND 2500 330 1300 8 17 36 130 14
e Br AGgps (KJmol™1)  -28.9 -43.9 -29.3 ND -33.2 -38.4 -34.9 -45.9  -46.2  -44.2 -41.0 -46.6
LJ14-10 0% Kg ing (0M) 120 0.18 28 ND 16 1.7 1.2 0.070  0.047 0.14 1.1 0.055
AGjpy (kImol™1)  -41.0 -57.9 -44.8 ND -46.2 -52.1 -52.9 -60.3  -61.3  -58.5 -53.1 -60.9
H
N S
/7
o o
HO
202 K g, obs (M) 830 10 6700 3.5 3300 29 830 2.9 2.5 0.80 130 10
AGgps (kJmol™1)  -36.1 -47.5 -30.7 -50.2 -32.5 -44.8 -36.1 -50.7  -51.0  -54.0 -41.0 -49.8
LJ14-9 O Kg img (nM) 6.1 0.035 13 0.0077 17 0.11 0.60 0.0087 0.0056 0.0024 0.90 0.012
N s AGing (kIJmol™1)  -48.8 -62.1 -46.9 -65.9 -46.0 -59.0 -54.7 -65.6 -66.8  -68.9 -53.7 -64.8
H

r

Z,
oo
0

>
o
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1.2 Table 2

Table 2: Intrinsic thermodynamic parameters of compound binding to CAs at pH7.0 and 37°C

Intrinsic thermodynamic binding parameters

No. Cpd Structure CAI CAII CAIII CAIV CAVA CAVB CAVICAVII CAIX CAXIICAXIIICAXIV
Non-halogenated compounds
1 (9] ~ PRg 5A 782 Kqint (1M) 2.0 0073 160 3.1 2.3 057 040 0031 0.071 3.6 2.3 0.51
o= |S! ( AGp,. ga (KImol™l) 464  AG;,; (kImol™l) -51.6 -60.2 -40.3 -50.6 -51.3 -54.9 -55.8 -62.4 -60.3 -50.1 -51.3  -55.2
BEZA | A~ AHp, g4 (KImol™1) -26.9  AH;,, (kJmol™1) -53.6 -749 ND -48.0 ND -58.3 -55.2 -56.1 -58.2 -51.9 -50.8 ND
NHy S o TASp, sa (kImol™1) 19.5 —TAS;; (kJmol~!) 2.0 147 ND .26 ND 34 .06 63 -21 1.7 -0.5 ND
2 N PKa SA 7.03 Kq.int (0M) 1100 9.8 4600 12 270 34 9.8 2.4 2.9 24 35 12
1] N AGp,. ga (KImol™1) -41.7  AG;,; (kJmol™1l) -35.5 -47.5 -31.7 -47.0 -39.0 -44.3 -47.6 -51.2 -50.7 -45.2 -44.3  -47.1
AZM O=SI'_< J_k AHp, g4 (kImol™1l) -188  AH;,, (kJmol™l) -50.3 -51.5 ND -47.1 ND ND -35.5 -364 -56.1 -47.9 -51.6  ND
NHp S e TASp. g4 (kJmol™1) 22,0 —TAS; ;4 (kJmol~!) 148 40 ND 00 ND ND -12.0 -148 55 2.7 7.3 ND
o
H
3 I3} N~ PKa SA 6.86 Kq int (AM) 110 27 5600 41 ND 19 14 11 6.0 110 110 25
[l SN AGpr g4 (kImol™1h) -40.7  AG, (kJmol™1) -41.4 -45.0 -31.2 -43.8 ND -45.8 -43.7 -47.2 -488 -41.3 -41.4 -45.1
MZM © —f < /& AHpp sa (kJ mol™1) -20.5  AH;,; (kJmol™!) -47.6 -45.7 ND ND ND ND ND ND ND ND -37.6 ND
NHy S N TASp,. g4 (KImol™1) 20.2 —TAS;,; (kImol~1) 6.3 08 ND ND ND ND ND ND ND ND  -3.8 ND
o
2 PR, 5A 8.50 Kq.int (AM) 970 T.4 1500 0.58 20000 0.038 35  0.30 0.30 0.97 6.8 0.24
o AGpp ga (KImol™1) 505 AG;,: (kmol™l) -357 525 -34.6 -54.8 -27.8 -61.9 -44.3 -56.6 -56.6 -53.5 -48.5  -57.2
TPM ﬁ AHp, g4 (kImol™1l) 268 AH;,; (kJmol™!) ND ND ND ND ND ND ND ND ND ND  -252 ND
o=s-0 O o TASp,. g4 (kImol~™1) 23.7 —TAS;,y (kJmol~™!) ND ND ND ND ND ND ND ND ND ND  -23.3 ND
|
NHy /
o -
s O 6} PR, 54 5.24 Kq.int (0M) 61 0 270 5.4 12 57 58 8.9 3.0 74 30 8.9
o—g AGpn sa (KImol™l) 549 AG,, (kImol™!l) -42.8 -47.5 -30.0 -49.1 -47.1 -43.0 -48.9 -47.8 -50.6 -48.3 -44.7 -47.8
CARBS ] AHp. g4 (KJmol™1l) 171 AH;,; (kJmol™!) 287 321 ND ND ND ND ND ND ND ND -33.4 ND
NHy OH TAS,. g4 (kImol™1) 87.7 —TAS;p; (kJmol~1) -142 -154 ND ND ND ND ND ND ND ND  -11.3 ND
1o OH PRg 5A 5.96 Kdint (M) 011 0.070 ND 1.2 42 55 0.50 0.086 026 ) T4 0.11
o AGp.ga (KJmol™1) =501 AG;, (kJmol™l) -59.1 -60.3 ND -52.9 -49.7 -49.1 -55.2 -59.8 -56.9 -52.9 -52.5  -59.2
VD11-31 Il AHp. g4 (kJmol™1l) -38.9  AH;,; (kJmol™!) -556 -56.5 ND ND ND ND ND -43.2 ND  -41.1 -39.6 ND
0=? S TASp. g4 (kImol™1) 20.2 —TAS;,,; (kJmol~1) -35 -38 ND ND ND ND ND -165 ND -11.8 -130 ND
NHy
1 ﬁ PRg 5A 0.2 RKd,int ("M) 0.0029 0.0070 ND _0.30 1.5 0.021 0.048 0.0098 0.018 0.081 0.16 _ 0.0063
o=s s AGp g4 (KJmol™1) -60.6  AG;, (kJmol™!) -68.5 -66.2 ND -56.5 -52.3 -63.4 -61.3 -65.4 -63.8 -59.0 -58.1 -66.5
VD12-10 | AHp. g4 (kJmol™1l) -39.3  AH;,; (kJmol™!) 627 -69.0 ND ND ND ND ND -450 ND  -56.4 -47.5 ND
NHo —\ TAS,. g4 (kJmol™1) 21.3 —TAS;,,; (kJmol~1) -58 28 ND ND ND ND ND -203 ND -35 -106 ND
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No. Cpd Structure CAI CAII CAIII CAIV CAVA CAVB CAVICAVII CAIX CAXIICAXIII CAXIV
12 pKa,,SA 10.1 Kd,int (nM) 0.0032 0.0039 36 ND 0.65 0.0054 0.077 0.0049 0.017 0.063 0.034 0.0055
AGpn 54 (kI mol—1) -60.1 AGip; (kJmol™1) -68.3 -67.8 -44.2 ND -54.5 -66.9 -60.1 -67.2 -64.0 -60.6 -62.1 -66.8
VD11-36 AHpp g (kI mol™1) -40.2 AHjpy (kJmol—1) -57.5 -58.4 ND ND ND ND ND -45.7 ND -52.0 -55.5 ND
° TASpp g4 (kI mol~1) 19.0 —TAS;,; (kJmol—1) -10.7 -9.4 ND ND ND ND ND -21.4 ND -8.6 -6.7 ND
1
o=s S
|
NHy
24 (€] o~ PK, 5A 10.1 Kq,int (aM) 041 0.032 1.9 1.1 ND 1.3 0.90 0.041 0.015 0.51 0.0014 0.077
O:g E N=zo AGpr,SA (kJ molfl) -60.0 AG;pt (kKJ molfl] -55.7 -62.3 -51.8 -53.1 ND -52.7 -53.7 -61.7 -64.3 -55.2 -70.3 -60.1
JS45 | + AHpp g4 (kI mol~1) -21.0 AHjpe (kJmol™1) -35.0 -49.1 ND ND ND ND ND ND ND ND ND ND
NHo — TASp, g4 (kI mol™1) 89.0 —TAS;,; (kJmol~1) -20.7 -13.3 ND ND ND ND ND ND ND ND ND ND
N / Cl1
N\
53 ° /NHQ pKg sA 9.40 Kq,int (aM) 0.090 0.022 ND 0.41 3.8 7.9 1.8 0.085 ND 1.5 0.10 ND
\\S AGpr,SA (kJ molfl) -55.8 AG;pt (kI molfl) -59.6 -63.3 ND -55.8 -50.0 -48.1 -51.9 -59.8 ND -52.3 -59.3 ND
E63 o// N AHpp sa (kI mol—1) -20.7 AHjpe (kJmol™1) -51.6 -60.6 ND ND ND ND ND -60.0 ND -28.4  -61.7 ND
)l\ P TASp, g4 (kI mol™1) 26.1 —TAS;,; (kImol™1) -8.1 -2.6 ND ND ND ND ND 0.2 ND -24.0 2.4 ND
S N
[e]
54 ° NHoy O PKg,SA 9.40 Kq,int (aM) 0.054  0.15 ND 0.23 1.8 2.0 0.45 0.38 ND 0.14 0.23 ND
‘\s/ AGpp ga (KImol™1) 558  AG;,; (kJmol™!) -61.0 -58.4 ND -57.2 -52.0 -51.7 -55.5 -55.9 ND  -58.5 -57.3 ND
E66 Vi HN AHp,,. g (kI mol—1) -20.7 AHjpy (kJmol™1) -60.1 -35.5 ND ND ND ND ND -33.6 ND -28.1  -43.9 ND
o )\ | TASpr 54 (kI mol™1) 26,1 —TAS;,; (kimol~™1) .09 -22.9 ND ND ND ND ND -22.3 ND -30.4 -13.4 ND
X
S N
(o]
55 ° NHoy O PKg sA 9.40 Kq int (n"M) 0.0063 0.12 ND 0.44 4.1 4.0 1.8 0.074 0.036 0.26 0.018 ND
S/ AGpp sa (kI mol~1) -55.8 AGin (kJmol™1) -66.5 -59.0 ND -55.6 -49.8 -49.9 -51.9 -60.1 -62.0 -56.9 -63.9 ND
E67 Vi HN AHp, gp (kI mol—1) -20.7 AHjpy (kJmol—1) -61.5 -34.7 ND ND ND ND ND -37.2 ND -23.5 -48.1 ND
o )% | TASp, 54 (kI mol™1) 26.1 —TAS;,; (kJmol™1) -5.0 -24.3 ND ND ND ND ND -23.0 ND -33.4  -15.7 ND
S N
(o]
56 ° /NH2 PK, SA 9.40 Kq int (nM) 0.080 0.022 ND 0.23 4.1 12 1.8 0.10 ND 2.2 0.082 ND
S AGpp 54 (kI mol~1) -55.8 AGip; (kJmol™1) -59.9 -63.3 ND -57.2 -49.8 -46.9 -51.9 -59.3 ND -51.4  -59.9 ND
E61 o// N AHp. gp (kI mol™1) -20.7 AHjpy (kJmol—1) -52.6 -41.8 ND ND ND ND ND -50.3 ND -27.3  -58.9 ND
)l\ _ TASy, s (kI mol~1) 26.1 —TAS;,; (kJmol™1) -7.4 -21.5 ND ND ND ND ND -9.0 ND -24.1 -1.0 ND
S N
(o]
57 ° NHo O PK, S5A 9.40 Kq int (nM)  0.24 0.12 ND 0.43 1.3 5.0 1.3  0.26 ND 0.85 1.3 ND
‘\S/ AGp 54 (kI mol—1) -55.8 AGip (kJmol™1) -57.1 -59.0 ND -55.6 -52.7 -49.3 -52.7 -57.0 ND -53.9  -52.8 ND
E59 Vi HN AHp, g (kI mol™1) -20.7 AHjpy (kJmol™1) -47.4 -40.2 ND ND ND ND ND -64.1 ND -24.6 -48.5 ND
o )\ | TASp, g4 (kI mol~1) 26,1 —TAS;,; (kJmol—1) -9.7 -18.7 ND ND ND ND ND 7.1 ND -29.2 -4.3 ND
. f
S N
O
58 [ PK, 5A 9.40 Kq,int (M) 0.12° 0.039 ND 0.33 2.9 7.9 0.45 0.22 ND 1.1 0.030 ND
S ;I o AGp 54 (kI mol—1) -55.8 AGip¢ (kJmol™1) -58.9 -61.8 ND -56.3 -50.7 -48.1 -55.5 -5T7.4 ND -53.2  -62.5 ND
E60 \r AHpp sa (kI mol~1) -20.7 AHjpy (kJmol—1) -47.2 -38.0 ND ND ND ND ND -38.3 ND ND -48.5 ND
fe) | / TASpp g4 (kI mol—1) 26.1 —TAS;,; (kJmol—1) -11.6 -23.8 ND ND ND ND ND -19.1 ND ND -13.9 ND
A\Y N
S
-
o7\
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No. Cpd Structure CAI CAII CAIII CAIV CAVA CAVB CAVICAVII CAIX CAXII CAXIII CAXIV
59 PR, 54 9.40 Kq.int (0M) 0.095 0.032 ND 0.085 088 9.0 090 031 ND 057 1.0 ~ND
S ¢ ° AGp. 54 (kImol™l) 558  AG, (kJmol™l) -59.5 -62.3 ND -59.8 -53.8 -47.8 -53.7 -56.5 ND  -54.9 -53.4  ND
E62 \r AHp,. g4 (KJmol™l) -20.7  AH;,; (kJmol™!) -58.0 -57.7 ND ND ND ND ND -55.6 ND ND  -59.4 ND
% Nl P TAS,. 54 (kImol™1) 26.1 —TAS;,; (kJmol~!) 15 46 ND ND ND ND ND 09 ND ND 6.0 ND
A\
P
o7\
NHz ¢}
50 o T2 PR, 5A 5.40 Kq.int (0M) 0.090 0.025 ND 036 19 3.6 1.8 0.15 ND 2.2 010 ND
Sq AG,. 54 (KImol™l) 558  AGi,; (kJmol™!) -59.7 629 ND -56.0 -51.8 -50.1 -51.9 -583 ND 514 59.3 ND
E64 o// NN AHp, g4 (kImol™1) 207 AH;,y (kJmol™l) -38.1 -553 ND ND ND ND ND -59.9 ND -37.3 -57.1  ND
)|\ P TASp. 54 (kImol™1) 26.1 —TAS;,,; (kJmol~!) -21.6 -7.7 ND ND ND ND ND 16 ND  -14.1  -2.2 ND
s N
o1 o Nz PR, 5A ) 5.40 R int (nl\;{) 0.071 0.060 ND 060 3.8 2.0 000 019 ND T4 030 ND
X4 AGp. 54 (KImol™l) 558  AGi,; (kJmol™!) -60.3 -60.8 ND 544 500 -51.7 -53.7 -57.7 ND 526 -56.5 ND
E65 o// AH,. g4 (KImol™l) -20.7  AH;,; (kJmol™!) -546 -484 ND ND ND ND ND 673 ND -36.3 -59.1 ND
TASp. sa (KJmol™1) 26,1 —TAS;,y (kJmol™1) -57 -124 ND ND ND ND ND 96 ND  -16.3 2.5 ND
o8 o ° PRg 5A 9.40 Kdint (0M) 0.15 0029 ND 1.2 6.6 ND 033 0.10 025 085 1.0 ND
S AGpr 5a (kKImol™l) 558  AG;, (kJmol™!) 583 625 ND 529 486 ND -56.3 -59.3 -57.0 -53.9 -53.4 ND
E90 I N AHp,. g4 (kImol™1) 207  AH;,; (kJmol™!) 520 620 ND ND ND ND ND 604 ND 435 571  ND
2 )|\ P TASp. g4 (kImol™1) 26.1 —TAS;,,; (kJmol~!) -63 -05 ND ND ND ND ND 1.1 ND  -10.3 3.7 ND
S N
926 NHy pKa,SA 9.40 Kd,int (nM) 2.8 2.0 ND 3.9 1.1 31 0.69 6.1 0.78 5.1 4.8 ND
Oy 7 AGp. 54 (KImol™1l) 558 AGi,y (kJmol™l) -50.8 -51.7 ND -49.9 -53.2 -44.6 -54.4 -48.8 -54.1 -49.2 -494  ND
E11-9 ,/S s N\ AHp,. g4 (kImol™1) 207  AH;,; (kJmol™!) 558 453 ND ND ND ND ND -199 ND 283 -39.3 ND
o T TASp, g4 (kI mol™1) 26.1 —TAS;,; (kImol™1) 5.1 64 ND ND ND ND ND -288 ND -21.0 -10.1 ND
N A
o7 PR, 54 5.40 Raint (0M) 1.4 T8 ND 28 53 ND 45 10 ND 51 3.6 ND
AGpr 54 (kKImol™1l) 558  AG;, (kJmol™l) -52.6 -520 ND -50.8 -49.1 ND -49.6 -47.4 ND  -49.2 -50.1  ND
E11-11 X AHp,. g4 (kImol™1) 207  AH;,; (kJmol™!) 573 378 ND ND ND ND ND 202 ND 420 511 ND
o | TASp. sa (KJmol™1) 26.1 —~TAS;,; (kJmol™1) 47 -142 ND ND ND ND ND -27.2 ND 72 1.0 ND
N\ )\ Z
S S N
“
o7\
NHy
o8 - PR, 5A 9.40 Ka.int (0M) 1.8 T2 ND 56 033 20 3.0 38 ~ND 5.9 2.0 ~D
N | AGp. g4 (kImol™l) 558  AGi, (kJmol™l) -51.9 -53.0 ND -49.0 -56.3 -45.7 -50.6 -50.0 ND  -48.9 -51.6  ND
E11-13 o\\ )% AHp. g4 (kImol™1l) -20.7  AH;,, (kJmol™!) ND -358 ND ND ND ND ND ND ND ND  ND ND
O,/s\ S N TASp. 54 (kImol™1) 26.1 —TAS;,; (kJmol~!) ND -172 ND ND ND ND ND ND ND ND  ND ND
NHy
09 PR, 54 9.40 Kaint (0M) 1.4 098 ND 41 029 11 1.8 51 ~ND 6.4 T2 ~D
N7 AGp. 54 (kImol™l) 558  AGi, (kJmol™l) -52.6 -53.5 ND -49.8 -56.6 -47.3 -51.9 -49.2 ND  -48.7 -53.0  ND
E11-15 N )% | AH,. ga (kImol™1) -20.7  AH;,; (kJmol~!) ND 480 ND ND ND ND ND ND ND ND  ND ND
N s N TASp. 54 (kImol™1) 26.1 —TAS;,; (kJmol~!) ND 55 ND ND ND ND ND ND ND ND ND ND
- )
o) \




No. Cpd Structure CA1 CAII CAIII CAIV CAVA CAVB CAVICAVII CAIX CAXIICAXIII CAXIV

1o1 pKy 5A 9.40 Kgq int (nM) 3.1 2.2 ND 4.0 13 26 4.0 6.1 ND 5.7 5.5 ND
AG,,. kimol~1) -55.8 AG, kJmol—1) -50.6 -51.4 ND -49.8 -46.8 -45.1 -49.9 -48.8 ND -49.0  -49.0 ND
pr,SA int
-1 -1
E11-19 XY AHp, g4 (kJmol™1) -20.7  AH;p (kJmol™!) -48.4 -205 ND ND ND ND ND -285 ND -25.4 -38.0 ND
° | TASp, ga (kI mol™1) 26,1 —TAS;,4 (kJmol~1) -2.2 -220 ND ND ND ND ND -20.3 ND -23.5  -11.0 ND
N )\
S S [¢)
N H
NHz [0)
103 O PK, S5A 9.40 K4 int (AM) 0.37 0.88 ND 23 26 33 16 0.77 ND 1.9 0.60 ND
o _g NH o AGp, g4 (kI mol™1) -55.8  AG,,; (kJmol™l) -56.0 -53.8 ND -45.4 -45.0 -44.4 -46.2 -54.1 ND -51.8 -54.8 ND
E11-27 - 2 AHp,. g4 (kJ mol~1) -20.7  AH;,; (kJmol~1) -50.3 -28.8 ND ND ND ND ND -144 ND -26.2  -50.9 ND
TASpr 5A (kJmol~™1) 26.1 —TAS;,; (kimol~1) -57 -25.0 ND ND ND ND ND -39.8 ND -25.6  -3.9 ND
HN
)% |
S N
[0)
105 NH, O PRy SA 9.40 K int (nM) 8.2 2.0 ND 7.5 2.6 3.3 1.2 19 ND 10 5.1 ND
O‘\s/ s PNI o AGpr ga (kI mol~1) -55.8  AG,,; (kJmol™l) -48.0 -51.7 ND -48.2 -50.9 -50.4 -53.0 -45.8 ND -47.4  -49.2 ND
E11-21 Vi \r AHp, g4 (kI mol~1) -20.7  AH;,; (kJmol™1) -502 ND ND ND ND ND ND ND ND ND ND ND
o | TASp, g4 (kJ mol™1) 26.1 —TAS;,; (kJmol™1) 2.1 ND ND ND ND ND ND ND ND ND ND ND
N __~ ’

Chlorinated compounds

L9

121 ° //0 PKg 5A 8.90 Kqint (nM) 0.12 0.061 ND 3.2 3.0 ND 2.8 0.024 0.70 1.0 0.19 ND
g AGpr g4 (kImol™1l) -52.8  AG, (kJmol™1) -50.0 -60.6 ND -50.4 -50.6 ND -50.8 -63.1 -54.4 -490.9 -57.7  ND
E11-8 u N/ NZ AHp,. g4 (kJmol™1) -243  AH;,, (kJmol™!) -472 476 ND ND ND ND ND -358 ND  -32.0 -57.9 ND
2 )% | TASp,. g4 (kJmol~™1) 285 —TAS;,y (kJmol~!) -11.8 -131 ND ND ND ND ND 273 ND -17.9 01 ND
a1 s N
o

122 ° //O PKq 5A 8.90 Kq int (nM) 0.077 0.047 ND 2.2 3.3 9.6 5.7 0048 ND 2.1 0.024 ND
g AGp,. ga (KImol™1) -52.8  AG;,; (kJmol™!) -60.1 -61.4 ND -51.4 -50.4 -47.6 -49.0 -61.3 ND 515 -63.1  ND
E11-12 u N/ N7 AHp, g4 (kImol™1) -243  AH;,, (kJmol™l) ND -360 ND ND ND ND ND -244 ND ND  -50.7 ND
2 )% | TASp,. g4 (kJmol~™1) 285 —TAS;,4 (kJmol~™!) ND -254 ND ND ND ND ND -368 ND ND  -12.4 ND

cl s N

¢}
145 ° //U PKa SA 8.90 Kq int (nM) 0.061 0.039 ND 1.7 2.8 11 3.8 0.080 ND 2.8 0.014 ND
g AGpn. ga (KImol™1) 528  AG;,: (kJmol™!l) -60.7 -61.8 ND -52.1 -50.8 -47.2 -50.0 -59.9 ~ND  -50.8 -64.4 ND
Ell-14 u N/ N7 AHp, g4 (kImol™1l) 243  AH;,y (kJmol™l) ND -353 ND ND ND ND ND -258 ND -24.6 -56.4  ND
2 )% | TASp,. g4 (kmol™1) 285 —TAS;,4 (kJmol~™!) ND -264 ND ND ND ND ND -341 ND -26.2 -8.0 ND
cl s N
¢}

146 O PKa SA 8.90 Kq int (uM) 0.072 0.042 ND 1.4 2.8 10 3.8 0.053 ND 1.7 0.021  ND

AGpr,SA (k‘]molfl) -52.8 AG (kJmolfl) -60.2 -61.6 ND -52.5 -50.8 -47.4 -50.0 -61.0 ND -52.0 -63.5 ND

oL
Q ]
S 2 int
E11-16 H N/ N AHPT saA (kJ molil) -24.3 AH;pe (kI lnolil] -40.6 ND ND ND ND ND ND ND ND -39.5 ND ND
2 )% | TASy. 54 (kImol~1) 28.5 —~TAS;, (kImol~1) -196 ND ND ND ND ND ND ND ND  -12.6 ND ND
C1 S N
(@]




No. Cpd Structure CA1 CAII CAIII CAIV CAVA CAVB CAVICAVII CAIX CAXIICAXIII CAXIV

39

la7 ° PKg 5A 8.90 Kg.int (nM) 0.058 0.092 ND 4.7 6.4 ND 3.2 0.060 ND 11 0.11 ND
o/ AGp. 54 (kImol™l) 528 AG, (kJmol™l) -60.8 -59.6 ND -49.4 -487 ND -50.4 -60.7 ND  -49.6 -59.1  ND
E11-10 /S N X AHp,. 54 (kJmol™1) 243  AH;,; (kJmol™!) -466 -41.1 ND ND ND ND ND -246 ND -36.4 -51.6 ND
HyN )l\ TASp. 54 (kJmol™1) 285 —TAS;,; (kJmol™!) -142 -185 ND ND ND ND ND -361 ND -13.3 7.5 ND
P
cl s N
o
148 5 PKq SA 8.90 Kq.int (0M) 0.077 0.15 ND 2.0 1.7 21 2.8 0.17 ND 1.6 0.38 ND
Iy AGp. g4 (kImol™1) -52.8  AG, (kJmol™1) -60.1 -58.3 ND -51.7 -521 -45.6 -50.8 -580 ND  -52.2 -56.0 ND
E11-18 /S X AHp,. g4 (kJmol™1) -243  AH;,, (kJmol~!) -35.6 -305 ND ND ND ND ND -241 ND -19.1 -414 ND
HoN )l\ TASp,. g4 (kJmol~™1) 285 —TAS;,; (kJmol~!) -245 -278 ND ND ND ND ND 339 ND -33.2 -145 ND
cl s N o
H
o
150 PK, 5A 8.90 Kq.int (0M) 0.0041 0.15 ND 4.4 041 1.6 10 0.036  ND T2 0.013 ND
o AGpp. ga (KImol™1) 528  AG;,; (kJmol™l) -67.6 -58.4 ND -49.6 -55.7 -52.3 -47.4 -62.0 ND  -53.0 -64.6 ND
E11-26 o/ AH kImol~1) -24.3 AH;,; (kJmol™!) -442 -241 ND ND ND ND ND -19.9 ND -49.2 -444 ND
/4 pr,SA int
S , 't
/S XY TASp,. g4 (kImol™1) 28.5 —TAS; 4 (kimol~!) -235 -343 ND ND ND ND ND -421 ND -3.8  -20.2 ND
A
cl s N o
H
o
153 [€) PRy SA 8.90 Kq,int (nM) 0.23  0.37 ND 2.5 1.7 3.1 2.1 0.48 ND 14 0.28 ND
a s n o AGp, sa (KImol™l) 52,8  AG;u; (kJmol™l) -57.2 -56.0 ND -51.0 -52.1 -50.5 -51.5 -55.3 ND  -49.6 -56.7  ND
E11-20 \r AHp. g4 (KJmol™1l) 243  AH;,; (kJmol™!) 501 261 ND ND ND ND ND ND ND ND ND ND
’ -1 -1
HyN Nl P TASp, 54 (kJmol™1) 28.5 —TAS;p; (kJmol™!) -7.1  -209 ND ND ND ND ND ND ND ND ND ND
25\
[\
o
184 [9] PKg 5A 8.00 Kg int (nM) 14 0.3 ND ND 0.055 ND 3.1 0.60 ND 2.8 0.63 ND
HoN — 5= AGp. 54 (kImol™l) 528 AG, (kJmol™l) -46.6 -56.2 ND ND -60.9 ND -50.5 -54.8 ND  -50.8 -54.6  ND
E38 2 - AHp. 54 (kJmol™1) -243  AH;,y (kJmol™!) ND 373 ND ND ND ND ND ND ND ND  -40.4 ND
a1 Be TASp. s (kJmol™1) 285 —TAS;,; (kJmol™!) ND -189 ND ND ND ND ND ND ND ND  -142 ND
N
SJLE
o
187 5 ° PKq SA 8.85 Kq.int (0M) 55 2.1 ND 2.3 062 ND 0.70 38 XD 78 12 ND
oL/ AGp,. ga (KImol™1) 525 AG;,: (kJmol™!) -431 516 ND -51.3 -54.7 ND -54.3 -50.0 ND  -48.2 -49.7 ND
E89 \/S S N AHpp sa (kI mol™1) -24.3  AH;,; (kJmol™!) -32.1 -32.9 ND ND ND ND ND -48.9 ND -26.6  -33.5 ND
HyN \W N TASp,. g4 (kJmol™1) 28.2 —TAS; 4 (kJmol~!) -11.0 -187 ND ND ND ND ND -1.1 ND  -21.5 -16.2  ND
N /
c1
188 . PR, 5A 8.90 Kq,int (0M) 21 0.79 ND 1.4 0.052 ND 0.75 1.6 ND 6.0 1.3 ND
NN AGpp ga (KImol™1) -52.8  AG;,; (kJmol™l) 456 -541 ND 525 -61.1 ND -54.2 -52.2 ND  -48.8 -52.9 ND
E50 HyN )|\ AHp, g4 (kKImol™1) -243  AH;,, (kJmol™1) -281 -339 ND ND ND ND ND -320 ND ND  -40.6 ND
\S S N/ TAS,. sa (kJmol~!) 285 —TAS;,; (kJmol~!) -17.5 -201 ND ND ND ND ND -202 ND ND  -12.2 ND
P
o7\
o
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No. Cpd Structure CA1 CAII CAIII CAIV CAVA CAVB CAVICAVII CAIX CAXII CAXIII CAXIV
189 a pKy 5A 8.90 Kgq int (nM) 15 0.66 ND 1.0 0.041 3.5 1.3 1.1 ND 5.1 0.41 ND
N AGp. 54 (kImol™l) 528 AG,; (kimol™l) -46.5 -545 ND -53.4 -61.7 -50.2 -52.9 -53.3 ND  -49.3 -55.7 ND
E45 HoN | AHpr,SA (kJ molfl) -24.3 AHint (kJ molfl) -32.7 -36.0 ND ND ND ND ND ND ND -19.8 -44.7 ND
\ = TASp,. sa (kJmol™1) 285 —TAS;,; (kJmol™!) -13.8 -185 ND ND ND ND ND ND ND 205 -11.0 ND
S N ,
0%\
o o
190 cl pKa,SA 8.90 Kd,int (nM) 16 0.37 ND 0.89 0.033 ND 0.57 0.96 ND 5.3 0.75 ND
N AGp, g4 (kI mol™1) -52.8 AGipt (kJmol™1) -46.2 -56.0 ND -53.8 -62.2 ND -54.9 -53.5 ND -49.1  -54.2 ND
E53 HoN | AHp. g4 (KJmol™1) -243  AH;,; (kJmol~!) -282 .200 ND ND ND ND ND -268 ND ND  -40.0 ND
\s N/ TASp,. g4 (kJmol™1) 285 —TAS;,; (kJmol~!) -18.0 -351 ND ND ND ND ND -267 ND ND  -14.1 ND
. ,
o7\
o
101 PK, SA 8.90 Ky int (nM) 12 1.2 ND 4.4 1.0 10 1.1 1.6 ND 6.9 3.8 ND
cl1 AG;)T‘,SA (k.]mol_l) -52.8 AG;nt (kJmol_l) -47.1 -52.9 ND -49.6 -53.4 -47.4 -53.1 -52.2 ND -48.5 -50.0 ND
E49 AHp, g4 (kImol™1) -243  AH;,, (kJmol™1) -30.4 -237 ND ND ND ND ND -27.8 ND -255 -20.5 ND
HyN TASp,. g4 (kJmol™1) 285 —TAS;,4 (kJmol™!) 78 202 ND ND ND ND ND -244 ND -23.0 -205 ND
\
S
0%\
o
102 PKy SA 8.90 K int (AM) 9.6 1.1 ND 2.1 3.3 16 1.1 0.86 ND 1.5 2.3 ND
AGpr,SA (kJ molfl) -52.8 Acint (kJ molfl) -47.6 -53.2 ND -51.5 -50.4 -46.4 -53.1 -53.8 ND -52.4 -51.3 ND
E32 cl XY AHp, g4 (kImol™1) 243  AH;,, (kJmol™l) -368 -201 ND ND ND ND ND -21.2 ND -13.4 -34.1 ND
HoN | TASp,. g4 (kJmol™1) 28.5 —TAS;, (kJmol~!) -10.8 -241 ND ND ND ND ND -327 ND  -38.9 -17.2 ND
2
\ )\
_S s N o
o7\ H
(0]
193 [e) pKa,SA 8.90 Kd,int (nM) 7.7 0.37 ND 0.59 2.1 4.1 0.94 0.27 ND 0.48 0.63 ND
a AGpp. ga (KImol™1) 528  AG;,; (kmol™l) -482 -56.0 ND -54.8 -51.6 -49.8 -53.6 -56.8 ND  -55.3 -54.6 ND
E57 HN AHp, g4 (kImol™1) -243  AH;,, (kJmol™1) -305 -246 ND ND ND ND ND -195 ND  -238 -39.5 ND
HyN | TASp, sa (kJmol~!) 285 —TAS;,,; (kJmol~!) -87 314 ND ND ND ND ND -37.3 ND -31.5 -15.1 ND
\ NS
S N
0%\
o o
104 [€] PK, SA 8.90 Kg int (nM) 1.2 0.28 ND 1.2 2.4 11 2.3 0.14 ND 0.21 0.28 ND
a AGpy g4 (KJmol™1) 528 AG;,4 (kJmol™l) -53.1 -56.8 ND -53.0 -51.1 -47.2 -51.3 -58.6 ~ND  -57.5 -56.7 ND
E52 HN AHpr,SA (kJ molfl) -24.3 AHint (kJ molfl) -44.5 -30.6 ND ND ND ND ND -27.9 ND -16.2 -38.6 ND
—1 —1
HyN | TASpr,SA (kJ mol ) 28.5 —TAS;nt (kJ mol ) -8.6 -26.2 ND ND ND ND ND -30.7 ND -41.2 -18.1 ND
\ NS
s s N
0%\
o o
195 pKa,SA 8.90 Kd,int (nM) 14 0.28 ND ND 0.83 7.8 0.23 0.18 ND 0.96 1.4 ND
J AGp. 54 (kImol™1l) 528  AG,; (kJmol™l) -46.6 -56.8 ND ND -53.9 -48.2 -57.3 -57.8 ND  -53.5 -52.5 ND
E46 o AHpr,SA (kJ molfl) -24.3 AHint (kJ molfl) -46.2 -37.8 ND ND ND ND ND -42.2 ND -34.7 -41.6 ND
TASp. s (kJmol™1) 285 —TAS;,; (kJmol™!) -03 -189 ND ND ND ND ND -157 ND -18.8 -10.9 ND
cl
N o
A
\
,,s\ s N o
Q= A\
196 O O pKa,SA 8.90 Ky int (nM) 5.2 0.15 ND 0.50 0.92 2.1 0.32 0.64 ND 1.1 0.47 ND
AGpT‘,SA (k.]molfl) -52.8 AG;nt (kJmolfl] -49.2 -58.4 ND -55.2 -53.7 -51.6 -56.4 -54.6 ND -53.2 -55.4 ND
E33 s cl AHp, g4 (kImol™1) -243  AH;,, (kJmol™!) -343 -325 ND ND ND ND ND ND ND ND ND ND
| N, TASprsa (kJmol~1) 28.5 —TAS;,; (kimol~1) -149 -260 ND ND ND ND ND ND ND ND ND ND
2
PPN /
o N s S<
H 77 Y0
o
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No. Cpd Structure CAI CAII CAIII CAIV CAVA CAVB CAVICAVII CAIX CAXII CAXIII CAXIV
207 N PKa 5A 8.90 Kq.int (0M) 130 8.6 600 2.3 00021 21 081 48 2.7 5 1.0 15
o f AGp. 54 (KImol™l) 528 AG,y (kJmol™l) -40.9 -47.9 -37.0 -51.3 -69.4 -45.6 -54.0 -49.4 -50.8 -46.4 -49.8 -52.5
E2 ° N AHp,. g4 (kJmol™l) -28.0  AH;,; (kJmol~!) ND -150 ND ND ND ND ND ND ND ND  -31.1 ND
—1 —1
Ots{/ TASp. s (kJmol™1) 248 —TAS;,; (kJmol™!) ND 329 ND ND ND ND ND ND ND ND  -18.8 ND
/
HyN
cl
221 C1 PR, 54 8.80 Kd.int (0M) 1400 0.58 31 1.8 52 3.1 0.89 0.060 0.74 075 7.9 0.40
o AGp. s (KImol™1) 523 AG;,; (kJmol™l) -347 549 -446 -52.0 -43.3 -50.5 -53.8 -60.7 -54.2 542 -48.1 -55.8
EA3-1 / AHp, g4 (kImol™1) -20.7  AH;,y (kJmol™l) ND -327 ND ND ND ND ND -344 ND -47.9 -452 ND
cl TASp,. g4 (kJmol~™1) 22.6 —TAS;,4 (kJmol~™!) ND 222 ND ND ND ND ND -262 ND -6.3 2.9 ND
N
HoN H _\_
So oH
7o
o
222 CNS OH PRg 5A 8.80 Kqint (0M) 2900 0.069 94 0.032 87 6.0 1.4 0.060 022 1.0 8.9 0.38
\\S/, AGpp ga (KImol™l) 523 AG;,; (kJmol™l) -329 -60.3 -41.7 -62.3 -41.9 -48.8 -52.5 -60.7 -57.3 -53.4 -47.8  -56.0
EA4-1 HoN” H AHp. g4 (KJmol™1l) 203 AH;,; (kJmol™!) ND 304 ND ND ND ND ND 231 -258 -39.7 ND ND
N TASp, sa (KJmol™1) 23.0 —TAS;,y (kJmol™l) ND -300 ND ND ND ND ND -37.6 -31.6 -13.7 ND ND
cl
o
c1
223 C1 PKq 5A 8.75 Kq.int (0M) 540  0.15 30 0.41 58 073 0.26 0034 0.25 034 _ 6.3 0.34
° AGp; g4 (KImol™l) -52.0  AG, (kJmol™l) -37.2 -58.3 -44.7 -55.7 -43.0 -54.3 -56.9 -62.2 -57.0 -56.2 -48.7  -56.2
EA5-1 AHp,. ga (kJmol™l) 314  AH;,, (kJmol™!) ND 352 ND ND ND ND ND 227 ND 332 -325 ND
c1 TASp. 54 (kJmol™1) 20.6 —TAS;p; (kJmol™!) ND 231 ND ND ND ND ND -394 ND -231 -162 ND
N
H _ NH2
.8
o7\
o
222 ° PR, 54 8.75 Kd.int (0M) 810 0.48 51 0.050 40 2.2 003 0.076 036 1.4 1 0.27
N O / AGpr g4 (kImol™1l) -52.0  AG, (kJmol™1) -36.2 -55.3 -43.3 -61.2 -43.9 -51.4 -53.6 -60.1 -56.1 -52.7 -47.2 -56.8
EAS8-1 H -8 © AHp,. g (kJmol™1) -20.7  AH;,; (kJmol~!) ND -333 ND ND ND ND ND -203 ND -30.8 -388 ND
P H pr, in
N TAS,,. 54 (kImol™1) 22.3 —TAS;,; (kJmol~!) ND .220 ND ND ND ND ND -30.8 ND -12.8 -83 ND
c1
o
a1
225 HO PRg 5A 887 Kd,int (0M) 2500 0.84 150 1.1 8 15 1.7 034 1.1 021 81 0.45
o o AGpp ga (KImol™h) 527 AG;,; (kImol™l) -33.3 -53.9 -40.6 -53.3 -46.0 -46.4 -52.0 -56.2 -53.2 -57.5 -48.1 -55.5
EA12-1 \\S, o AHp.ga (kJmol™1l) -203  AH;,; (kJmol™!) ND 375 ND ND ND ND ND 214 ND 482 -590 ND
. TASp. sa (kJmol™1) 23.4 —TAS;,y (kJmol™1) ND -164 ND ND ND ND ND -348 ND  -9.3 110 ND




12

No. Cpd Structure CAI CAII CAIII CAIV CAVA CAVB CAVICAVII CAIX CAXII CAXIII CAXIV
226 (¢} PKg 5A 8.75 Kq int (0M) 1600 039 210 0.55 15 058 1.6 014 069 084 7.9 0.40
I AG,,. kimol™1) -52.0 AG,¢ (kJmol~l) -34.4 -55.9 -30.7 -55.0 -46.5 -54.8 -52.2 -58.6 -54.4 -53.0 -48.1 -55.8
SA int
HaN=S=0 P 1 1
EA11-1 AHp,. g4 (kJmol™l) -31.4  AH;,; (kJmol™!) ND -300 ND ND ND ND ND -263 ND -40.8 -527 ND
cl TAS,. 54 (kImol™1) 20.6 —TAS;,; (kJmol~!) ND 259 ND ND ND ND ND 323 ND 131 45 ND
H
N\/\/U\ e
o
c1 o
228 < o PR, 5A 8.75 Kqint (0M) 3200 1.5 420 1.7 2300 35 2.3 0.23  0.77 2.7 9 11
N2 AGpn. ga (KImol™1) 520  AG;,: (kJmol™l) -32.6 -52.3 -37.9 -52.1 -33.4 -44.3 -51.3 -57.3 -54.1 -50.9 -45.9  -53.1
EAT-1 HoN AHp, g4 (kImol™1l) -31.0  AH;,; (kJmol™l) ND -189 ND ND ND ND ND -238 ND -342 -43.9  ND
N TASp,. g4 (kImol~™1) 21.0 —TAS;,4 (kJmol~™!) ND -334 ND ND ND ND ND -335 ND -16.7 -2.0 ND
cl
o
c1
229 6] PRg 5A 880 Kqint (M) 1000 1.2 750 0.74 26 0.60 2.0 0.17 1.1 10 2.6 0.40
\\S,,O AGp, 54 (KImol™1l) =523 AG, (kJmol™l) -355 -53.1 -36.4 -54.2 -45.0 -54.8 -51.6 -58.0 -53.2 -47.5 -51.0 -55.8
EA9-1 HoN ™ H AHp,. g4 (kImol™1) 207  AH;,; (kJmol™!) ND 283 ND ND ND ND ND -89 ND  -27.1 -48.7 ND
N TAS,. g4 (kImol™1) 22.6 —TAS;;,; (kJmol~!) ND -247 ND ND ND ND ND -49.1 ND 204 .23 ND
c1—<\ \>—<
o
cl1
230 (¢} PKg SA 8.80 Kq int (0M) 360 014 7.5 0.099 6.9 0060 020 0.030 040 0.756 4.7 _ 0.080
I AG,,. g4 (kImol™1) -52.3  AG;,; (kJmol~!) -38.3 -58.5 -48.2 -50.4 -48.4 -60.7 -57.6 -62.5 -55.8 -54.2 -49.4  -59.9
HoN=S=0 pT 1 ' 1
EA10-1 AHp. g4 (kImol™1l) -27.6  AH;,; (kJmol™!) ND 274 ND ND ND ND ND -261 ND -39.5 -42.8 ND
cl i TAS,. 54 (kImol™1) 247 —TAS;,; (kJmol~!) ND 311 ND ND ND ND ND 364 ND -147 66 ND
H
N\/@
c1 o
226 O\\ Ny PRg 54 1 8.08 Ra,int (nl\;l) 96 0.14 38 0.0042 38 T.7 1.3 0.045 0.012 0.025 0.04 0.012
Js” o1 AGpp. ga (KImol™1) -53.3  AG;,; (kImol™l) 417 -58.4 -440 -67.5 -44.0 -52.0 -52.7 -61.5 -64.9 -62.9 -53.6 -64.8
EA3-2 o~ AHp, g4 (kImol™1) -31.8  AH;,; (kJmol™!) ND -386 ND ND ND ND ND -287 ND -62.4 -40.7  ND
TASp. 54 (kImol™1) 21.5 —TAS;,,; (kJmol~!) ND -198 ND ND ND ND ND -328 ND -0.6 -129 ND
H
/_/ N
HO
227 NN, PR, 5A ) 8.25 Kq int (nI\;I) 99 0.12 110 ND 35 044 4.4 0.026 0.046 0.1 _ 0.81 _ 0.062
s” o AGp. 54 (KImol™l) -49.0  AG, (kImol™l) -41.6 -59.0 -41.4 ND -44.2 -55.5 -40.6 -62.9 -61.4 -59.0 -54.0 -60.6
EA3-20 o~ AHp,. g4 (kImol™1l) -268 AH;,; (kJmol™!) ND -302 ND ND ND ND ND -31.0 ND -52.1 -38.6 ND
TAS,. 54 (kImol™1) 222 —TAS;,; (kJmol~!) ND 287 ND ND ND ND ND 319 ND 69 -154 ND
N s?
N o
o

HO
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No. Cpd Structure CAI1 CAII CAIII CAIV CAVA CAVB CAVICAVII CAIX CAXII CAXIII CAXIV
248 N NH PR, S5A 9.00 Kqint ("M) 9.2 0.044 30 0.028 3.9 0.38 1.1 0.0096 0.0035 0.0077 0.26 0.0042
s’ 2a1 AGp, 54 (kJmol™1) -53.4  AG;,; (kJmol™1l) -47.7 -61.5 -44.7 -62.6 -49.9 -55.9 -53.1 -65.4 -68.0 -66.0 -56.9 -67.6
EA3-3 o” AHp. 54 (kJmol™1l) -32.6  AH;, (kJmol™!) ND -329 ND ND ND ND ND -21.8 ND  -52.5 -40.2 ND
TASp. 54 (kJmol™1) 20.8 —TAS;,; (kJmol™!) ND -286 ND ND ND ND ND -437 ND -13.5 -16.8 ND
H
N s
/_/ ©
HO
249 N Ny PKa SA 8.22 Kq int (uM) 75 0.084 340 0.54 13 0.28 6.5 0.088 0.051 0.44 1.3 0.040
_s” 1 AGpp ga (KImol™l) -48.8  AG;,; (kImol™l) 423 -59.8 -38.4 -55.0 -46.9 -56.7 -48.6 -59.7 -61.1 -55.6 -52.8 -61.7
EA3-30 o~ AHp.ga (KJmol™1l) -26.4  AH,,; (kJmol™!) ND 251 ND ND ND ND ND -38.1 ND  -41.9 -37.7 ND
TASp, sa (kImol™1) 22.4 —TAS;,; (kJmol~!) ND -34.7 ND ND ND ND ND -21.6 ND  -13.7 -15.1 ND
H .0
N s“
o 4
/_/ ©
HO
250 Cl PKy SA 9.15 Kq int (nM) 14 0.040 84 0.067 2.3 0.54 1.0 0.0091 0.029 0.027 0.58 0.034
NHo, AGp, ga (K] mol™1) -54.3  AG,,; (kJmol™l) -46.7 -61.7 -42.0 -60.4 -51.2 -55.0 -53.4 -65.6 -62.5 -62.7 -54.8 -62.2
EA3-4 | AHp, g4 (kI mol™1) -31.4  AH;,; (kJmol™!) ND ND ND ND ND ND ND -33.8 ND  -60.4 -41.6 ND
o ISi S TASp,. g4 (kImol™1) 22,0 —TAS;,; (kJmol~1) ND ND ND ND ND ND ND -31.8 ND -2.4  -13.2 ND
o
o
HN
OH
251 N NHy PK, S5A . 8.20 K int (nl\;l) 340 0.94 200 4.2 28 2.3 13 0.21 0.77 1.9 6.7 0.46
s” 1 AGpp g4 (kKImol™l) -48.7  AG;ny (kImol™!) -38.4 -53.6 -39.8 -49.7 -44.8 -51.3 -46.9 -57.5 -54.1 -51.8 -48.5 -55.4
EA3-40 o’ AHp,. g4 (KJmol™1) 250 AH;,, (kJmol~1) ND ND ND ND ND ND ND -24.2 ND  -31.2 -35.1 ND
TASp,. g4 (kJmol™1) 22.8 —TAS;,; (kImol™l) ND ND ND ND ND ND ND -33.3 ND  -20.6 -13.4 ND
H .0
N OQS,
/_/ ©
HO
252 O\\ NH, pKy SA 9.70 K int (nM) 26 0.37 240 ND 66 50 6.0 2.6 0.011 ND 1.2 ND
- AG kImol— 1) 576 AG, kJmol~1) -45.0 -56.0 -39.3 ND -42.6 -43.4 -48.8 -51.0 -65.0 ND  -53.0 ND
_S Cl1 pr,SA int
EA3-7 o~ AHp. g4 (kJmol™1l) -39.3  AH;,; (kJmol™1) ND ND ND ND ND ND ND -19.4 -33.0 -53.1 -44.9 ND
TASp, ga (kI mol™1) 18.3 —TAS;,; (kJmol™1) ND ND ND ND ND ND ND -31.6 -32.0 ND -8.1 ND

HO
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No. Cpd Structure CAI CAII CAIII CAIV CAVA CAVB CAVICA VI CAIX CAXII CAXIII CAXIV
253 cl PR, 54 10.2 Kq.int (0M) 3.7 0021 30 ND ND 063 0.38 0.055 00072 0041 0.23 0.0049
NHo AGp. 54 (KJmol™1) -60.6  AG;, (kImol™!) -50.1 -63.3 -44.6 ND ND -54.6 -55.9 -60.9 -66.2 -61.7 -57.2 -67.2
EA3-8 o é N AH,,. 54 (kImol™l) -38.1  AH;,; (kimol~1) ND ND ND ND ND ND ND -39.7 ND -53.5 -49.7 ND
0 a TAS,. 54 (kImol™1) 22.5 —TAS;,; (kJmol~1) ND ND ND ND ND ND ND -21.3 ND 82  -75 ND
o
o
HN
OH
202 e //U PR, 54 5.05 Ri.int ("M) 69 0.025 89 0.0063 34 069 0.84 0.0054 0.0063 0.0036 1.8  0.024
al S8 AGp. 54 (KImol™1) -53.1  AG,4 (kJmol™l) -42.5 -63.0 -41.9 -67.0 -44.4 -54.4 -53.9 -66.9 -66.5 -68.0 -51.9  -63.1
K _ _
EA4-2 o AHp,. 54 (kImol™1) 203  AH;,; (kJmol™!) ND 337 ND ND ND ND ND 324 ND 521 421 ND
TASp. 54 (kJmol~™1) 238.8 —TAS;,; (kJmol~™l) ND -20.3 ND ND ND ND ND -345 ND -159 -9.8 ND
H
S Ve N
N
OoH
265 0\\ Ny PR, 54 . 5.25 Riint (aM) 70 0.079 210 042 200 050 6.9 0.0069 0.023 0.064 3.2  0.082
,,s’ 1 AG,. 54 (KImol™l) 49.0  AG;,; (kImol™l) 425 600 -39.6 -55.7 -39.8 -55.2 485 -66.3 -63.1 -60.5 -50.4 -59.9
EA4-20 o AH,. 54 (KImol™l) -243  AH;,; (kJmol™!) ND 282 ND ND ND ND ND -229 ND -25.8 -38.7 ND
TASp,. g4 (kimol~1) 24.7 —TAS;,; (kimol~!) ND -31.8 ND ND ND ND ND -434 ND -347 -11.7 ND
N =
O/
_/_/ ’
HO
206 o\\ - PR, 5A ) 8.85 Kq.int (0M) 16 0.023 84 0.13 4.0 020 2.1 0.0036 0.0028 0.0064 0.84 _ 0.011
,,s’ o AGp. sa (KImol™1) 525 AG,4 (kJmol™1) -46.3 -63.2 -42.0 -58.7 -49.8 -57.6 -51.5 -68.0 -68.6 -66.9 -53.9  -65.1
EA4-3 o AHp. g4 (kImol™1) -31.8  AH;,; (kJmol™!) ND -30.1 ND ND ND ND ND -253 ND -524 -449 ND
TAS,. 54 (kImol™1) 20.7 —TAS;,; (kJmol~!) ND 331 ND ND ND ND ND 427 ND -145 -89 ND
H
N S
Vet
HO
267 o\\ NHg PRg 5A ) 8.30 Riint (M) 44 0.022 380 ND 45 027 5.4 0.026 00091 0.15 2.2 _ 0.092
,,s’ a1 AGp, g4 (kKImol™l) 493  AG;,; (kJmol™!) 437 633 -38.1 ND 436 -56.9 -49.1 -62.8 656 -58.3 514 -59.6
EA4-30 e} AHp,. 54 (kImol™1) 243  AH;,; (kJmol™!) ND 205 ND ND ND ND ND -154 ND 206 -347 ND
TASp. g4 (kJmol™1) 25.0 —TAS;,,; (kJmol~!) ND -427 ND ND ND ND ND -474 ND -28.7 -168 ND
o
N s




V.

No. Cpd Structure CA1 CAII CAIIL CAIV CAVA CAVB CAVICAVII CAIX CAXII CAXII CAXIV
268 N NH, PR, 54 ) 5.80 Ka.int (nI\;I) 19 0.13 60 ND 170 20 3.6 0.87 0.0038 0.013 ND _ 0.047
s” a1 AGp. 54 (kImol™l) -58.2  AG,; (kJmol™l) -43.4 -58.6 -42.9 ND -40.2 -45.7 -50.1 -53.8 -67.8 -647 ND  -61.3
EA4-7 o~ AHp,. g4 (kJmol™l) -39.7  AH;,; (kJmol~!) ND -239 ND ND ND ND ND -168 ND -50.4 -484 ND
TAS,. 54 (kImol™1) 185 —TAS;,; (kJmol~!) ND 347 ND ND ND ND ND 370 ND -142 ND ND
H
N
H
o
HO
269 o O PRg 5A 10.2 Kdint (0M) 15 0.0056 7.6 ND 20 2.4 072 0.016 0.00566 0.030 0.64 0.012
a2 \s/\ AGp. 54 (KImol™l) 60.6  AG;,; (kJmol™l) 465 -66.8 482 ND 457 -51.2 543 641 668 624 546 -64.9
EA4-8 o AHp,. 54 (kJmol™1) 368 AH;,; (kJmol™!) ND 303 ND ND ND ND ND 280 ND -47.1 424 ND
TASp. sa (kJmol™1) 23.8 —TAS;,y (kJmol™1) ND -275 ND ND ND ND ND -36.0 ND -153 -12.2 ND
H
N N
H
o
OH
283 I(I) PR, 54 9.03 Kd.int (0M) 86 0.10 170 0.0076 14 _ 0.46 1.2 0.028 0.013 0.036 2.8 0.022
HoN—S=0 AGpp sa (KImol™1) -53.6  AG;,; (kImol™1) -42.0 -59.3 -40.2 -66.0 -46.7 -55.4 -53.0 -62.7 -64.6 -62.0 -50.8 -63.2
BEA4-2c 2 AHp, g4 (kImol™1l) -285  AH;,; (kJmol™l) ND -251 ND ND ND ND ND -17.7 -248 -38.5 -35.2  ND
c1 TASp. 54 (kJmol™1) 25,1 —TAS;,; (kJmol~!) ND -343 ND ND ND ND ND -450 -39.8 -23.5 -156 ND
H
A N ©
S o \r
Fluorinated compounds
203 NHp g PR, 5A 6.02 Ka,int (0M) 51 84 220 17 24 ND 1.2 29 11 38 33 15
AG kImol™ 1) -35.7  AG, kJmol~1) -43.3 -47.9 -30.6 -46.2 -453 ND -53.0 -50.7 -47.2 -44.0 -44.4 -46.5
| pr,SA int
TFMSA o=s F AH kJmol™1) -16.7 AH;,; (kJmol™1) -46.5 -36.7 ND -24.7 ND ND ND -255 -31.1 -36.1 -42.2 ND
pr,SA int
Ic|> " TAS,. 54 (kImol™1) 19.0 —TAS;,,; (kJmol™1) 32 -11.3 ND -21.5 ND ND ND -252 -16.1 -7.9  -2.2 ND
304 F 7 PKa SA 8.21 Kqint (0M) 022 0.73 400 9.2 i1 0.053 3.5 0.25 25 75 T1 T2
NH, AG,. 54 (kImol™1) 487  AG;,; (kJmol™!) -57.3 542 -38.0 -47.7 472 61.0 -50.2 -57.0 -51.1 -482 53.3 -52.9
VD12-22 | AHp, g4 (kImol™1) -25.9  AH;,; (kJmol™l) -72.5 -424 ND ND ND ND ND -265 -33.5 -31.7 -42.5  ND
O—ﬁ TASp. 54 (kJmol™1) 22.8 —TAS;,,; (kJmol~1) 152 -11.8 ND ND ND ND ND -30.5 -17.6 -16.6 -10.8 ND
e}
F F
205 F T PRg 54 8.12 Kqint (0M) 022 14 ND 185 21 13 27 15 3.0 21 19 0.96
NHy AG,. 54 (KImol™l) 482  AG;,; (kJmol™!) 574 525 ND 465 -456 -52.7 -50.8 -52.3 506 -45.6 -49.3 -53.5
VD10-9 | AHp. g4 (kImol™l) -26.4  AH;,; (kJmol™!) -69.4 -40.7 ND ND ND ND ND 247 ND -32.9 -383 ND
o —ﬁ F TASp. 54 (kImol™1) 21.8 —TAS;,,; (kJmol~1) 121 -11.8 ND ND ND ND ND -27.6 ND -127 -11.1 ND
o




No. Cpd Structure CA1 CAII CAIII CAIV CAVA CAVB CAVICAVII CAIX CAXIICAXIII CAXIV

17

206 F PKg 5A 8.15 Kg int (0M) 0.0035 0.065 60 2.0 8.8 0.0017 0.86 0.028 0.10 0.93  0.14  0.093
NHj AGp. 54 (kImol™l) -48.4  AG;, (kJmol™l) -68.0 -60.5 -42.9 -51.7 -47.8 -70.0 -53.8 -62.6 -59.4 -53.6 -58.5  -59.6
VD12-05 AH kJmol—1) -26.4 AH, kJmol—1) -749 -464 ND ND ND ND ND -20.8 ND  -30.9 -54.3 ND
pr,SA int
o= ﬁ TASp. g4 (kJmol™1) 220 —TAS;,; (kJmol™!) 69 -141 ND ND ND ND ND -328 ND -22.8 42 ND
o
F F
307 F F PKg 5A 8.14 Kg int (nM) 0.0094 0.32 480 8.5 18  0.056 1.2 0.34  0.61 5.8 0.68 0.13
NHy / AGp. 54 (kImol™l) -48.3  AG,; (kimol™l) -65.5 -56.4 -37.5 -47.9 -46.0 -60.9 -52.9 -56.2 -54.7 -48.9 -54.4  -58.7
VD10-13 | AHp. g4 (KJmol™1) -26.4  AH;,, (kJmol™!) -841 -507 ND ND ND ND ND -27.8 -43.6 -33.5 -57.4 ND
O—ﬁ TASp. g4 (kJmol™1) 21.0 —TAS;,; (kJmol~!) 186 58 ND ND ND ND ND -284 -11.1 -154 29 ND
o
F ¥
308 F F PKq 5A ] 7.43 Kq.int (“I\f) 0.22 2.4 2200 150 36 5.4 12 15 2.3 26 12 3.0
NHy / AGpp sa (kImol™h) 441 AG;,; (kImol™1!) -57.3 -51.2 -33.6 -40.4 -44.2 -49.1 -47.0 -52.4 -51.3 -45.0 -47.0 -50.6
AZ13-1 | AH,,. kImol—1) -23.4  AH, kJmol—1) -70.6 -49.3 ND ND ND ND ND -29.2 -34.0 -40.7 -48.1 ND
pr,SA int
O—ﬁ ‘ TASp,. g4 (kJmol™1) 20.7 —TAS;,y (kJmol~!) 133 -1.8 ND ND ND ND ND -232 -17.3 -43 1.1 ND
o (o)
F o
309 F PKq SA 8.14 Kq int (0M) 0.020 045 ND 55 15 0.56 6.1 0.13 1.3 1.3 0.41 2.2
NH, ( AGpp. ga (KImol™l) -48.3  AG;,; (kJmol™l) -63.6 -555 ND -49.0 -46.5 -54.9 -48.8 -58.7 -52.8 -52.8 -55.7 -51.4
VD12-01 | AHp, g4 (kImol™1l) -264  AH;,, (kJmol™l) -737 530 ND ND ND ND ND -327 ND -30.5 -63.8 ND
O—ﬁ TASp,. g4 (kImol~™1) 21.0 —TAS;,; (kJmol~!) 101 -25 ND ND ND ND ND 259 ND -22.2 81 ND
o
F F
310 F F PKa SA . 7.28 Kq,int (m\f) 0.064 2.5 1700 50 71 38 2.1 0095 7.0 33 8.9 14
NH, o AGpr sa (KImol™l) 482 AG;,4 (kJmol™1) -60.5 -51.0 -34.3 -43.3 -42.5 -50.0 -51.5 -53.6 -49.9 -44.4 -47.8 -49.6
VD10-35 | 1 AH kImol—1) -23.8 AH; kJmol~1) -76.8 -45.9 ND ND ND ND ND -283 -35.5 -24.2 -50.4 ND
pr,SA int
o= ﬁ ﬁ TASp, sa (kImol~1) 19.4 —TAS;;,; (kJmol~!) 162 51 ND ND ND ND ND -253 -14.3 -20.2 2.6 ND
o OH
F F
211 L T PRy 5A 7.83 Kq,int (1M) 0.13  0.037 ND 27 17 0.13 2.3 0.011 0.19 5.9  0.037 0.025
°s/ r AGp.ga (KJmol™l) 465  AG;, (kJmol™l) -58.8 -61.9 ND -45.0 -46.1 -58.7 -51.2 -65.1 -57.8 -48.9 -61.9 -63.0
VD10-49 7 N AHp. g4 (KJmol™1l) -26.0  AH;,; (kJmol™!) -53.0 -37.2 ND ND ND ND ND 285 ND  -31.5 -43.6 ND
o /lL TASp. sa (kJmol™1) 205 —TAS;,y (kJmol™1) -58 -247 ND ND ND ND ND -365 ND -17.3 -18.3 ND
F s S
F
212 NHg & PRy 5A 7.60 Kq,int (nM) 0.063 050 ND 4.2 2.8 042 3.4 082 0.40 73 0.39 0.33
os! F N AGpn sa (KImol™l) 457  AG;p; (kImol™!) -60.6 -55.2 ND -49.7 -50.8 -55.7 -50.3 -54.0 -55.8 -48.3 -55.9  -56.3
VD10-28 //S 5= \N AHp. g4 (KJmol™1l) -26.0  AH;,; (kJmol™!) -546 -346 ND ND ND ND ND 215 ND  -33.1 -43.7 ND
o TASp,. g4 (kI mol~1) 19.7 —TAS; 4 (kJmol™1) .59 -207 ND ND ND ND ND -325 ND -15.2 -12.2 ND
s
F
N
F
313 F F PRy 5A 8.84 Kgint (nM) 0.18 0.57 ND 4.8 10 71 .3 1.7 2.9 6.2 1.9 0.92
NHy NH, AGpp sa (KImol™l) 525 AG,; (kJmol™!) -57.9 -54.9 ND -49.4 -47.4 -48.4 -52.8 -52.1 -50.7 -48.7 -51.9  -53.7
VD10-14 | / AHp,. 54 (kJmol™1l) 200  AH;,4 (kJmol™!) -69.6 -430 ND ND ND ND ND -282 ND  -30.3 -48.6 ND
o —ﬁ g TASp. 54 (kJmol™1) 235 —TAS;,; (kJmol™!) 116 -11.9 ND ND ND ND ND -239 ND -184 -3.3 ND
o
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314 F F PKg 5A 847 Kg int (nM) 0.0061 0.13 ND 7.5 22 0.14 3.7 055  0.23 12 0.15  0.048
NH, AGp. 54 (KImol™l) -50.3  AG, (kJmol™l) -66.6 -58.7 ND -48.3 -45.5 -58.6 -50.0 -55.0 -57.2 -49.7 -58.3 -61.3
VD10-16 | AHp,. 54 (kJmol™1) -31.8  AH;,; (kJmol~!) -764 -55.1 ND ND ND ND ND 263 ND  -39.2 -52.2 ND
O—ﬁ N TASp,. 54 (kJmol™1) 185 —TAS;,; (kImol™1) 9.8 36 ND ND ND ND ND 287 ND -10.5 -6.2 ND

o

F F
215 F F PKg 5A 8.50 Kg int (nM) 0.0048 0.14 ND _ 580 10 ND 5.1 024 0.16 10 0.070 0.079
NH, O/ AGp. g4 (KImol™l) -50.5  AG, (kimol™l) -67.2 -58.6 ND -37.0 -474 ND -40.3 -57.2 -58.2 -49.9 -60.3  -60.0
VD12-70 | AHp. g4 (kJmol™1) -31.2  AH;,, (kJmol™!) -76.7 -56.5 ND ND ND ND ND -37.1 ND  -43.5 -55.2  ND
O=ﬁ N TASp,. g4 (KImol™1) 19.3 —TAS;,; (kImol™1) 9.5 21 ND ND ND ND ND -201 ND 6.4  -5.1 ND
¢}
F F

NHg F PKq 5A 8.61 Kq.int (nM) 0.011 0.018 ND 2.4 5.3 0.023 ND 0.0046 0.076 1.4 0.0087 0.062

316 o 1
(kJmol™1) -65.0 -63.8 ND -51.1 -49.1 -63.2 ND -67.3 -60.1 -52.5 -65.7 -60.6

-1
</ F on AGpy 54 (kJmol 1) 511 AGipnt :
VD12-13 Vi AHp. g4 (kImol™1) -30.1  AH;,, (kJmol™1) -67.9 -466 ND ND ND ND ND -345 ND -39.6 -69.2 ND
o TAS,. 54 (kImol™1) 21.0 —~TAS;,,; (kJmol~!) 28 173 ND ND ND ND ND 328 ND -129 3.6 ND
F

9.

N
H
F
218 F T PR, 5A 8.26 Kq.int (0M) 0.0026 029 ND 53 18 0.65 7.9 029 022 20 059 017
NHy AG,. 54 (KImol™1) 49.0  AG;,; (kJmol™!) 688 -56.6 ND 432 460 -54.5 481 -56.7 -57.3 -51.6 548 -58.0
VD12-63 | AHp,. 54 (KImol™l) -25.5  AH;,; (kJmol™!) -59.7 -45.0 ND ND ND ND ND -25.6 ND -31.5 -35.6 ND
O—ﬁ N TASp,. ga (kimol~1) 235 —TAS;,; (kimol~1) -9.1 -11.7 ND ND ND ND ND -31.1 ND -20.2 -19.2 ND
o
F F
310 F F PRg 5A 8.61 Kd,int (0M) 0.0022 0.19 ND 11 20 T2 2.4 042 034 46 060 013
NHy AGL. 54 (KImol™l) 511 AGi, (kImol™l) -69.3 577 ND 472 457 -47.0 -51.2 557 -56.2 -49.5 548 -58.7
VD10-12 | / \ AHp,. g4 (KImol™l) 203  AH;,; (kJmol™!) -848 -51.5 ND ND ND ND ND 400 ND  -447 -49.2 ND
o —ﬁ N o TASp. 54 (kimol~1) 21.8 —~TAS;,; (kJmol™1) 155 -6.2 ND ND ND ND ND -156 ND -4.8 5.6 ND
F F
320 NHg T PR, 54 5.58 R4.int (uM) 0.0012 0.057 ND 3.3 4.3 0064 1.2 0.0099 0024 0.17 0.012 0.0066
O‘\s/ . AGp, g4 (KImol™l) 509 AG;, (kJmol™!) 708 608 ND 504 -49.7 -60.5 -53.0 -65.3 63.0 -58.1 -64.9 -66.4
VD10-51 y AHp,. 54 (kImol™1) 259  AH;,; (kJmol™!) 502 246 ND ND ND ND ND 317 ND 382 -303 ND
o TASp. 54 (kJmol™1) 25.0 ~TAS;,; (kimol~1) -20.6 -36.2 ND ND ND ND ND -33.6 ND -19.9 -346 ND
.
F nY
H
F
321 ° NH2 F pKa,SA 7.86 Kd.int (nM) 0.011 0.085 ND 29 11 0.061 4.4 0.047 0.58 2.3 0.11 0.16
S . AGp,. 54 (kImol™1) -46.7  AG;,; (kJmol™l) -65.0 -59.8 ND -44.8 -47.3 -60.7 -49.6 -61.3 -54.9 -51.2 -59.1  -58.2
VD12-47 / AHp,. g4 (kImol™1l) 264  AH;,, (kJmol™!) 775 573 ND ND ND ND ND 246 ND 395 439 ND
o TAS,. g4 (kI mol~1) 20.3 —TAS;,4 (kJmol~™1) 124 25 ND ND ND ND ND -367 ND -11.8 -15.2 ND
F o
F
323 o N2 F PR, 5A 707 Ra.int (0M) 0.036 086 ND 1T 8 32 4.4 037 T4 3.4 T8 T2
°s/ " AGp. 54 (KImol™1) -47.3  AG;,4 (kJmol™1) -62.0 -53.8 ND -47.3 -45.9 -50.4 -49.6 -56.0 -52.6 -50.3 -52.0  -52.9
VD11-56 / o— AHp,. g4 (kJmol™l) 255  AH;,; (kJmol~!) 806 552 ND ND ND ND ND 323 ND 254 543 ND
o /\/K TAS,. 54 (kImol™1) 21.8 —TAS;,; (kJmol~!) 185 14 ND ND ND ND ND 237 ND 249 23 ND
F S o




L.

No. Cpd Structure CA1 CAII CAIII CAIV CAVA CAVB CAVICAVII CAIX CAXIICAXIII CAXIV
325 NHy F PR, S5A 8.49 K4 int (nM) 0.0040 0.93 ND 5.1 84 3.1 84 1.8 0.69 2.0 0.41  0.12
Oy 7 AG,,. kJ mol—1 -50.4 AG; kJ mol—1 -67.7 -53.6 ND -49.3 -48.0 -50.5 -48.0 -51.9 -54.4 -51.6 -55.8 -58.9
Sg F pr,SA int
VD10-21a Vi AHp. 54 (kI mol~1) -32.6 AH;,; (kJmol™1) -85.9 -59.3 ND ND ND ND ND -34.6 ND -41.3  -67.5 ND
o TASp, g4 (kI mol™1) 17.8 —TAS;,,; (kimol™1) 182 5.7 ND ND ND ND ND -17.3 ND -10.3  11.8 ND
o
P N/\/\/Y
H
F o~

326 pKa,SA 7.80 Kd,int (nM) 0.012 0.20 ND 9.5 46 0.068 2.5 0.33 0.41 0.97 0.17 5300
AGpr.sA (kJ mol_l) -46.3 AG;pt (kKJ mol_l) -64.9 -57.5 ND -47.6 -43.6 -60.4 -51.1 -56.3 -55.7 -53.5  -58.1 -31.3

VD10-18 AHp,. g4 (kJmol™1) -243  AH;,, (kJmol~!) -60.2 -41.8 ND ND ND ND ND -31.0 ND  -33.3 -42.6 ND
TASp. g (kJmol™1) 22.0 —TAS;,4 (kJmol™!) -46 -1567 ND ND ND ND ND -252 ND -20.3 -15.4 ND

327 PKq 5A 7.07 Kq int (nM) 0.021 0.68 ND 38 ND .1 6.6 0.12 0.10 3.0 1.0 0.12
AGpr sa (KT molfl) -42.0 AG;pt (kKJ molfl] -63.4 -54.4 ND -44.1 ND -53.1 -48.6 -58.9 -59.4 -50.6 -53.3 -58.9

VD11-51 AHp, g4 (kImol™1) 234  AH;,, (kJmol™l) -407 -230 ND ND ND ND ND -200 ND -31.5 -26.2 ND
TASp. g4 (kJmol~™1) 18.6 —TAS;,y (kJmol~!) -227 -315 ND ND ND ND ND -389 ND -19.2 -27.1 ND
328 pKa,SA 8.53 Kd,int (nM) 0.00066 0.042 ND 10 8.3 0.072 0.87 0.028 0.041 1.6 0.052 0.074
AGpr sA (KT molfl) -50.6 AGipt (kI molfl) -72.3 -61.6 ND -47.5 -48.0 -60.2 -53.8 -62.7 -61.7 -52.3 -61.1 -60.2

VD11-61 AHp, g4 (kImol™1) -264  AH;,, (kJmol™1) -653 -420 ND ND ND ND ND -187 ND  -27.6 -42.7 ND
TASp. sa (kImol™1) 242 —TAS; 4 (kJmol™!) -7.0 -196 ND ND ND ND ND -440 ND -24.7 -18.4 ND
329 PRy SA 8.05 Kq int (WM) 0.024 0.061 ND 19 11 0.023 3.0 0.026 0.13 2.4 0.020 0.045
AGpr sA (KT molfl) -47.8 AG i (kI molfl) -63.1 -60.6 ND -45.9 -47.3 -63.2 -50.6 -62.8 -58.6 -51.2  -63.5 -61.4

VD11-9 AHPT,SA (kJ molfl) -27.6 AH;pe (kI n—nolfl] -61.9 -37.4 ND ND ND ND ND -24.8 ND -30.5 -49.9 ND
TASpp sa (kImol™1) 202 —TAS;,; (kJmol~!) -1.1 -232 ND ND ND ND ND -380 ND -20.7 -13.6 ND

330 pKa,SA 7.22 Kd,int (nM) 0.087 0.21 ND 270 36 ND 4.8 0.18 2.4 11 0.14 1.8
AGp. g4 (KJmol™1) 42,9  AG;, (kImol™l) -59.7 -57.5 ND -30.0 -44.2 ND -40.4 -57.8 -51.2 -47.2 -58.6 -51.9

VD11-10 AHpr,SA (kJ molfl) -23.4 AH;p,¢ (kJmolfl) -65.0 -41.8 ND ND ND ND -31.3 -16.5 ND -26.1 -55.8 ND
TAS,. g4 (kImol™1) 10.5 —TAS;,; (kJmol~1) 53 -157 ND ND ND ND -181 -41.3 ND -21.1 -2.8 ND

331 PRy SA 7.69 Kgq.int ("AM) 2.2 0.43 ND 4.0 38  0.57 2.2 0.11 0.048 35 0.31 2.6
AGpn sa (KImol™h) 457 AGu; (kImol™!) -51.4 -55.6 ND -49.9 -44.1 -54.9 -51.4 -59.1 -61.3 -44.2 -56.5 -51.0

VD10-45 AHpr sa (kJ molfl) -26.0 AH;pe (kI molfl) -27.6 -15.9 ND ND ND ND ND -13.9 ND -17.4 -36.5 ND
TAspT,SA (kJ molfl) 19.7 —TAS;pt (kJ xnolfl] -23.8 -39.7 ND ND ND ND ND -45.2 ND -26.9 -20.0 ND
332 PKq 5A 8.02 Kgint (nM) 0.23 0.37 ND 44 120 0.062 7.9 0.34  0.44 9.6 0.23  0.056
AGpr.sA (kJ mol’l) -47.6 AG;pt (kKJ molfl) -57.2 -56.0 ND -43.7 -41.2 -60.6 -48.1 -56.2 -55.6 -47.6  -57.2 -60.9

VD10-50 AHp, g4 (kImol™1l) -247  AH;,, (kJmol™l) -53.6 -365 ND ND ND ND ND -206 -33.8 -28.9 -41.0 ND
T kJ mol™ 22.9 —-T i kJ mol™ -3.6 -19.5 ND ND ND ND ND -35.6 -21.7 -18.7 -16.2 ND

ASpr,SA * ASint !
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335 P P PKy 54 8.78 Kg int (nM) 9.3 1.7 ND 6.8 13 0.16 5.9 1.8 0.047 4.6 2.1 0.53
AGp. g4 (KImol™h) -52.1  AG, (kJmol™l) -47.7 521 ND -48.5 -46.9 -58.1 -48.8 -51.9 -61.3 -49.5 -51.6 -55.1
VD12-36 AHpr,SA (kJ molfl) -25.5 AH;pe (kKJ molfl) -7.5 -31.6 ND ND ND ND ND -5.8 -18.8 -24.4 -9.6 ND
P N TAS;DT,SA (kJ molfl) 26.6 —TAS;,¢ (kJ molfl) -40.2 -20.6 ND ND ND ND ND -46.1 -42.6 -25.2 -41.9 ND
H
O =S ~— NHy
Il
o
337 F PKg 5A 8.62 Kq int (0M) 260 32 ND 270 160 0.78 7.6 130 0.39 23 8.2 3.0
F AGpr sa (kKJ mol—1) -51.2 AG;pt (kKJ mol~1) -39.1 -44.5 ND -30.0 -40.4 -54.1 -48.2 -40.8 -55.0 -45.4 -48.0 -50.6
VD12-38 A AH,,. kJ mol—1 -23.0 AH; kJ mol—1 ND -5.3 ND ND ND ND ND ND -14.8 -19.3 4.2 ND
N pr,SA int
N TASp. g4 (kJmol™1) 282 —TAS; 4 (kJmol~™!) ND -392 ND ND ND ND ND ND -41.1 -26.1 -52.2 ND
H s
F
— NH
o=5 2
\
o
341 N o PKa SA 8.68 Kq int (WM) 460 9.1 980 8.9 15 1.0 9.3 1.6 0.0045 1.9 1.8 1.1
\S/’ o) AGpr sA (KT mol—1) -51.5 AG;pt (kI mol—1) -37.6 -47.7 -35.7 -47.8 -43.6 -53.4 -47.7 -52.2 -67.4 -51.8 -51.0 -53.1

VD12-09 HoN T AHp, g4 (kKImol™1) -25.1  AH;,; (kJmol™1) ND 73 ND ND ND -50.3 ND -22 -188 -248 -12.7 ND
H TASp. sa (kJmol~!) 26.4 —TAS;,,; (kJmol~!) ND 404 ND ND ND -31 ND -50.0 -48.6 -27.0 -39.2 ND
N F

225 I} PKg 5A 8.61 Kq int (nM) 180 29 ND 45 160 4.0 7.3 15 0.051 12 0.73 15
N\ O AGp. g4 (KImol™l) 511 AG, (kJmol™l) -40.0 -447 ND -43.6 -404 -49.9 -48.3 -46.4 -61.1 -47.1 -54.3  -52.3

-1 -1
VD12-15 HoN~ AHp, g4 (kKImol™1) 25,1  AH;u; (kJmol™!) ND ND ND ND ND ND ND ND -13.6 -18.1 -11.0 ND
TASp,. 54 (kJmol™1) 26.0 —TAS;,; (kImol™1) ND ND ND ND ND ND ND ND  -47.5 -20.0 -43.3 ND
H )
N F

267 % o PR, 5A 8.18 Kq,int (0M) 3300 61 3000 220 69 57 22 12 0.0071 6.0 9.4 5.7
N F AGpp. ga (KImol™1) -48.6  AG;,: (kImol™l) -325 -42.8 -32.8 -30.5 -42.5 -43.0 -45.5 -47.0 -66.2 -48.8 -47.7  -49.0

-

AZ13-2-2 HoN AHp, g4 (KImol™1) -245  AH;,, (kimol™1) ND 09 ND ND ND ND ND -1.1 -20.9 -28.6 -2.1 ND
H TASp, sa (kImol~1) 241 —TAS;,; (kJmol~!) ND -438 ND ND ND ND ND -459 -45.3 -20.2 -455 ND
N F

368 0\\ NHy pKa,SA 7.85 Kd,int (nM) 23 4.6 ND 3.2 27 0.21 1.5 6.0 0.022 1.2 1.6 0.60
s F AG,, g4 (kJmol™1) -46.6 AG;n; (kJmol™1) -45.4 -49.5 ND -50.4 -44.9 -57.5 -52.4 -48.8 -63.3 -53.0 -52.2 -54.8
- pT, 1 d N
VD10-39b (e} AHpr,SA (kJmol™ %) -24.7 AH;pn¢ (kJmol™") -53.7 -22.1 ND ND ND ND -16.2 -14.7 -25.8 -35.5 -32.4 ND
TASpr,SA (kJ molfl) 21.9 —TAS;,¢ (kJmolfl) 8.3 -27.4 ND ND ND ND -36.1 -34.1 -37.5 -17.5 -19.8 ND
F N
H
o
P
F ,,s’




6.

No. Cpd Structure CAI CAII CAIII CAIV CAVA CAVB CAVICAVII CAIX CAXII CAXIII CAXIV
209 % o PR, 5A 8.01 Ka.int (0M) 69 2.2 720 1.5 200 0.70 0.54 0.30 0.00080 0.10 0.33 _ 0.15
N2 AGp. 54 (kImol™l) -47.6  AG,, (kImol™l) -42.5 -51.4 -36.5 -52.3 -39.8 -54.3 -55.0 -56.6 -T1.8 -59.3 -56.3 -58.4
VD11-4-2 HoN ™ AHp,. g4 (kJmol™l) -25.6 AH;,; (kJmol™!) 08 -7.7 ND ND ND ND ND -12.2 -243 -40.9 -112 ND
TASp. 54 (kImol™1) 21.9 —TAS;,; (kJmol~!) 434 437 ND ND ND ND ND 444 475 -184 451 ND
F F
e
z
H 0%\
OH
371 7 PRg 5A 782 Ka,int (0M) 27 1.3 6300 53 88 066 12 2.0 0025 3.4 3.0 13
o OH AGp. 54 (KImol™l) 464  AG;,, (kJmol™l) 449 528 -30.9 -49.1 -41.9 545 -47.0 -51.6 630 -50.3 -50.6 -52.8
VD12-32 / AHp,. g4 (kImol™1) 226  AH;,, (kJmol™!) 548 519 ND ND ND ND ND 213 2209 -17.1 -2.5 ND
L n O°s TASp. sa (kJmol™1) 23.8 —TAS;,y (kJmol™1) 9.9 -08 ND ND ND ND ND -303 -40.0 -33.2 -48.2 ND
So
F F
HyN
s F
/7~0o
o
372 OH PKq SA 787 Ka.int (0M) 9.2 93 ND 14 53 20 54 066 008 38 047 23
AGp. ga (KImol™1) -46.7  AG;, (kImol™1) -47.7 -47.7 ND -46.7 -49.1 -51.7 -49.1 -54.5 -59.8 -50.0 -55.4 -45.4
VD12-33 AHp, g4 (kImol™1) -243  AH;,, (kJmol™!) ND 241 ND ND ND ND ND ND ND ND ND ND
o. TAS,,. 54 (kImol™1) 22.4 —TAS;,; (kJmol~!) ND 236 ND ND ND ND ND ND ND ND ND ND
)
F S°o
o—
H
N
o o
S
I N \
// " NHy
o
373 %o PR, 5A 7.85 Kd.int (0M) 110 091 ND 2.3 130 052 1.1 0.24 0.0039 040 094 _ 0.20
g” F AGp. 54 (kImol™l) -46.6  AG, (kJmol™l) -41.2 -53.7 ND -51.2 -408 -55.1 -53.1 -57.1 -67.7 -55.8 -53.6 -57.6
VD12-34 HoNT AHp. g4 (kImol™1) -243  AH;,; (kJmol™!) -159 -364 ND ND ND ND ND -120 -27.9 -47.0 -21.2 ND
TAS,. 54 (kImol™1) 22.3 —TAS;,; (kJmol~!) 253 -173 ND ND ND ND ND 452 399 88 -324 ND
F F
5
H 0%\
OH
372 O Ny PR, 54 78T Riint (M) 160 3.2 ND 68 79 9.1 4.9 046 00017 060 1.1 0.30
s’ F AGp. 54 (KImol™l) -46.7  AG;,; (kJmol™l) -40.4 -50.5 ND -48.5 -42.2 -47.7 -49.3 -554 -69.9 -54.8 -53.2  -56.6
VD12-23 o~ AHp,. g4 (kJmol™1) 240 AH;,; (kJmol™!) ND 451 ND ND ND ND ND 391 ND 205 457 ND
s TAS,. g4 (kImol™1) 227 —TAS;,; (kJmol~!) ND 54 ND ND ND ND ND -163 ND 253 -T5 ND
F N
H
o
-
F .87
o

OH
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No. Cpd Structure CA1 CAII CAIII CAIV CAVA CAVB CAVICAVII CAIX CAXIICAXIII CAXIV

275 O PKg 5A 7.88 Kg.int (nM) 2400 3.3 ND ND 390 0.58 3.9 15 ND  0.71  0.52 ND
HoN—§ = AGp. 54 (kImol™l) -46.8  AG;,y (kJmol™l) -33.3 -504 ND ND -38.1 -54.8 -40.9 -524 ND  -54.3 -55.1  ND
VD12-25-2 2 AHp. 54 (KImol™1) 243  AH;,; (kImol™l) ND 1.3 ND ND ND ND ND -3.4 ND  -24.3 -255  ND
onF F TASp. 54 (kJmol™1) 225 —TAS;,; (kJmol™!) ND 517 ND ND ND ND ND 490 ND -30.1 -296 ND
K )
N
N F
H
O=s=0
OH
376 pKa,SA 7.87 Kd.int (nM) 8.2 0.31 ND 3400 40 0.40 1.1 0.38 0.26 13 0.14 0.23
\ AGpn. sa (KImol™l) -46.7  AG;u; (kJmol™l) -48.0 -56.5 ND -32.5 -44.0 -55.8 -53.2 -55.9 -57.0 -46.8 -58.6 -57.2
VD11-26 F, NH AHp. g4 (KJmol™1l) 240  AH;,; (kJmol™!) ND 490 ND ND ND ND ND ND ND  -27.5 -42.0 ND
THZ ﬁ TAS,. g4 (kJmol™1) 22.7 —TAS;,,; (kJmol~1) ND .74 ND ND ND ND ND ND ND  -19.2 -16.6  ND
o=s S
Il Il
(¢} o
F F
a7 PKg 5A 787 Kg.int (nM) 73 0.088 ND 8.3 57  0.030 0.54 0.010 0.029 3.1 0.54 ND
AGp. 54 (kImol™l) -46.7  AG, (kJmol™l) -42.4 -59.7 ND -48.0 -43.0 -62.5 -55.0 -65.3 -62.6 -50.6 -55.0  ND
VD11-25 P NH AHp. g4 (KJmol™1) 240  AH;p; (kJmol™!) ND -196 ND ND ND ND ND ND ND ND ND ND
NH ° TASp. g4 (kJmol™1) 227 —TAS;,; (kJmol™!) ND 401 ND ND ND ND ND ND ND ND ND ND
5 )
| Il
o= s
Il Il
¢} o
F F
378 F F PKa SA 7.87 Kqint (nM) 58  0.35 ND 31 20  0.40 1.2 0.23  0.11 18 0.27 ND
o o AGpp ga (KImol™h) -46.7  AG;,: (kJmol™l) 489 -56.1 ND -44.6 -457 -55.8 -53.0 -57.2 -59.1 -51.9 -56.8 ND
VD11-28 o= g g AHp, g4 (kImol™1l) -240  AH;,, (kJmol™!) ND 220 ND ND ND ND ND ND ND ND  -17.5  ND
- I TASp, sa (kJmol™1) 22.7 —TAS;,; (kJmol~!) ND -33.3 ND ND ND ND ND ND ND ND  -39.3 ND
NHy o
F NH
380 F F PKg 5A 7.87 Kq int (M) 11 0.066 ND 42 10 0.24 0.43 0.11 _ 0.19 71 0.54  0.19
o o AGpr g4 (kImol™1l) -46.7  AG, (kJmol™1) -47.3 -60.5 ND -43.8 -44.0 -57.1 -55.6 -59.0 -57.7 -48.4 -55.0 -57.8
VD11-15 1l 1l AHp,. g4 (kJmol™1) -24.0  AH;,; (kJmol™!) ND 276 ND ND ND ND ND ND ND  -19.0 ND ND
o= ? Isi TASp,. g4 (kJmol™1) 22.7 —TAS;,; (kJmol~!) ND 329 ND ND ND ND ND ND ND  -204 ND ND
NHy o
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No. Cpd Structure CAI _CAII CAIII CAIV CAVA CAVB CAVICAVII CAIX CAXII CAXII CAXIV
285 PKg 5A 787 Kg int (nM) 71 2.6 ND 56 1100 4.0 3.6 0.23 ND _ 0.77 _ 0.60 2.3
AGp. 54 (KImol™l) -46.7  AG, (kJmol™l) -42.4 -509 ND -43.0 -353 -49.9 -50.1 -57.2 ND  -54.1 -54.8 -51.3
VD11-17 AHp. 54 (kJmol™1) -240 AH;,y (kJmol™!) ND -196 ND ND ND ND ND ND ND ND ND ND
TASp. 54 (kJmol™1) 22.7 —TAS;,; (kJmol™!) ND -31.3 ND ND ND ND ND ND ND ND ND ND




2 Supplementary figures

2.1 X-Ray crystallographic structures of unliganded human CA isoforms

(A) CAT (1HCB) (B) CATI (3KS3) (C) CATII (1Z93)

(D) CAIV (1ZNC) (E) CAVA (F) CAVB

(G) CA VI (3FE4) (H) CA VII (3ML5) (I) CAIX (3IAI)

(J) CAXII (1JCZ) (K) CAXIII (3DON) (L) CAXIV (4LU3)

Figure 1: X-ray crystallographic structures of 10 catalytically active human CA isoforms, without an inhibitor in the active site.
The monomeric ones are oriented in the same orientation with the active site cavities containing Zn'! in the front center of each
picture. Hydrophobic amino acids are shown in yellow while hydrophilic — in blue. Water molecules in the active site are shown as
red spheres while the catalytic Zn'! — as a pink sphere. The PDB IDs are listed in the brackets.
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2.2 Crystal structure-thermodynamics correlations

011 306 0.0035 318
VD11-31 <, -59.1 VD12-05 68.0 VD1263
)@/ 556 o, T
5 35, : .
PDBAWUP PDB: 4WR7 PDB:AWUQ \, PDB:E2M
TN b A Q
o s

Figure 2: The X-Ray crystallographic structure Pymol renderings of the inhibitors bound in the active site of CAT together
with the intrinsic thermodynamic parameters of compound binding. Compound chemical structures are shown below the crystal
structures. Compound number and local name is listed on the left, while the numbers on the right show the Ky ;n¢ in nM, the
intrinsic Gibbs energy of binding in kJ mol~!, the intrinsic enthalpy in kJ mol~!, the intrinsic entropy —T'AS in kJmol~', and the
PDB ID of the crystal structure.
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Figure 3: Continuation of the X-Ray crystallographic structure Pymol renderings of the inhibitors bound in the active site of a

CA. This page lists inhibitors bound to CATII. See explanation in the legend of Figure 2.
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CA. This page lists inhibitors bound to CAII. See explanation in the legend of Figure 2.
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Figure 4: Continuation of the X-Ray crystallographic structure Pymol renderings of the inhibitors bound in the active site of a
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Figure 5: Continuation of the X-Ray crystallographic structure Pymol renderings of the inhibitors bound in the active site of a
CA. This page lists inhibitors bound to CATI. See explanation in the legend of Figure 2.
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CA Il complexes with ligands (intrinsic thermodynamic data at 25 C, Whitesides data)

! 8 70 T 9 0.5
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Figure 6: Continuation of the X-Ray crystallographic structure Pymol renderings of the inhibitors bound in the active site of a
CA. The structures are taken from the study by Whitesides group (Snyder,2011; Lockett, 2013), the inhibitors are bound in the
active site of CAIl. See explanation in the legend of Figure 2.
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Figure 7: Continuation of the X-Ray crystallographic structure Pymol renderings of the inhibitors bound in the active site of a
CA. This page lists inhibitors bound to CAIV. See explanation in the legend of Figure 2.
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Figure 8: Continuation of the X-Ray crystallographic structure Pymol renderings of the inhibitors bound in the active site of a
CA. This page lists inhibitors bound to CA XII. See explanation in the legend of Figure 2.
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Figure 9: Continuation of the X-Ray crystallographic structure Pymol renderings of the inhibitors bound in the active site of a
CA. This page lists inhibitors bound to CA XII. See explanation in the legend of Figure 2.
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Figure 10: Continuation of the X-Ray crystallographic structure Pymol renderings of the inhibitors bound in the active site of a
CA. This page lists inhibitors bound to CA XIII. See explanation in the legend of Figure 2.
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2.3 Compound structure-thermodynamics correlation maps
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Figure 11: Gibbs energy contributions of compound functional groups in the search of chlorinated compounds that would
selectively bind and inhibitCA XII. The map shows a series of compounds connected by arrows beginning with benzenesulfonamide
as the weakest inhibitor and ending with the best inhibitors on the right. Numbers next to the structures show the intrinsic Gibbs
energies of compound binding to each recombinant human CA isoform. Numbers at the arrows show the differences between the
affinities to two connected isoforms. Larger differences are depicted in larger font size to emphasize the largest energy gains upon
chemical modifications of the compounds.
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Figure 12: A map of intrinsic Gibbs energy, enthalpy, and entropy gains or loses upon chemical modification of compounds.
The map begins with 2,3,5,6-tetrafluoro benzenesulfonamide on the left upper corner as a relatively weak binder and ends with
high-affinity and high selectivity CA IX-binding compounds such as 369. The numbers next to the compounds show the Gibbs
energies, enthalpies, and entropies of binding to the tested six CA isoforms, while the numbers on the arrows show the differences
in energetic parameters of binding between neighboring compounds. Quite often, the significant gain in affinity was not followed
by a gain in exothermic enthalpy.
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