TABLE S1. X-ray powder diffraction data of 2 (first 50 reflections)

	No.
	2θobs (º)
	dobs (Å)
	Yobs/Ymax
	h
	k
	l
	2θcal (º)
	dcal (Å)
	Δ2θ (º)

	1
	7.452
	11.8531
	13.9
	2
	0
	0
	7.452
	11.8531
	0.000

	2
	10.322
	8.5631
	100.0
	2
	1
	0
	10.322
	8.5631
	0.000

	3
	12.548
	7.0486
	1.3
	1
	1
	1
	12.548
	7.0485
	0.000

	4
	14.130
	6.2629
	0.3
	2
	1
	1
	14.130
	6.2629
	0.000

	5
	14.286
	6.1946
	13.3
	0
	2
	0
	14.286
	6.1946
	0.000

	6
	14.964
	5.9157
	2.6
	4
	0
	0
	14.963
	5.9158
	0.001

	7
	16.141
	5.4868
	0.5
	2
	2
	0
	16.141
	5.4868
	0.000

	8
	16.438
	5.3884
	0.2
	3
	1
	1
	16.437
	5.3885
	0.001

	9
	16.596
	5.3373
	0.4
	4
	1
	0
	16.596
	5.3374
	0.000

	10
	17.255
	5.1351
	36.9
	0
	2
	1
	17.255
	5.1351
	0.000

	11
	17.660
	5.0180
	3.5
	1
	2
	1
	17.660
	5.0181
	0.000

	12
	18.827
	4.7097
	0.1
	2
	2
	1
	18.826
	4.7098
	0.001

	13
	19.220
	4.6141
	0.0
	4
	1
	1
	19.220
	4.6142
	0.000

	14
	19.309
	4.5932
	0.0
	0
	0
	2
	19.309
	4.5932
	0.000

	15
	19.673
	4.5088
	1.6
	1
	0
	2
	19.673
	4.5088
	0.000

	16
	20.629
	4.3020
	2.0
	3
	2
	1
	20.629
	4.3021
	0.000

	17
	20.731
	4.2812
	3.6
	2
	0
	2
	20.731
	4.2812
	0.000

	18
	20.757
	4.2758
	3.2
	4
	2
	0
	20.757
	4.2759
	0.000

	19
	20.953
	4.2363
	4.7
	1
	1
	2
	20.953
	4.2364
	0.000

	20
	21.951
	4.0458
	8.3
	2
	1
	2
	21.951
	4.0459
	0.000

	21
	22.311
	3.9815
	7.5
	5
	1
	1
	22.310
	3.9816
	0.001

	22
	22.387
	3.9680
	7.8
	3
	0
	2
	22.387
	3.9681
	0.000

	23
	22.541
	3.9413
	0.4
	6
	0
	0
	22.540
	3.9415
	0.001

	24
	22.805
	3.8962
	0.9
	2
	3
	0
	22.805
	3.8963
	0.000

	25
	22.926
	3.8759
	15.8
	4
	2
	1
	22.926
	3.8760
	0.000

	26
	23.526
	3.7785
	1.1
	3
	1
	2
	23.526
	3.7785
	0.000

	27
	23.673
	3.7554
	8.2
	6
	1
	0
	23.672
	3.7555
	0.001

	28
	23.920
	3.7172
	4.1
	1
	3
	1
	23.919
	3.7173
	0.001

	29
	24.113
	3.6879
	0.1
	0
	2
	2
	24.113
	3.6879
	0.000

	30
	24.409
	3.6438
	1.5
	1
	2
	2
	24.409
	3.6438
	0.000

	31
	24.528
	3.6263
	36.1
	4
	0
	2
	24.528
	3.6264
	0.000

	32
	24.805
	3.5865
	0.2
	2
	3
	1
	24.805
	3.5865
	0.000

	33
	25.278
	3.5204
	0.0
	2
	2
	2
	25.278
	3.5204
	0.000

	34
	25.577
	3.4799
	5.9
	4
	1
	2
	25.577
	3.4800
	0.000

	35
	25.593
	3.4777
	6.5
	5
	2
	1
	25.593
	3.4778
	0.000

	36
	25.609
	3.4757
	5.6
	6
	1
	1
	25.608
	3.4758
	0.001

	37
	26.219
	3.3962
	2.3
	3
	3
	1
	26.218
	3.3963
	0.001

	38
	26.320
	3.3833
	0.1
	4
	3
	0
	26.320
	3.3834
	0.000

	39
	26.669
	3.3399
	5.7
	3
	2
	2
	26.668
	3.3400
	0.001

	40
	26.799
	3.3240
	0.1
	6
	2
	0
	26.798
	3.3241
	0.001

	41
	27.047
	3.2940
	14.9
	5
	0
	2
	27.047
	3.2941
	0.000

	42
	28.009
	3.1831
	12.2
	5
	1
	2
	28.008
	3.1832
	0.001

	43
	28.086
	3.1745
	2.2
	4
	3
	1
	28.086
	3.1745
	0.000

	44
	28.509
	3.1284
	1.7
	4
	2
	2
	28.509
	3.1284
	0.000

	45
	28.538
	3.1253
	1.2
	6
	2
	1
	28.537
	3.1254
	0.001

	46
	28.830
	3.0943
	0.2
	0
	4
	0
	28.830
	3.0943
	0.000

	47
	29.057
	3.0706
	0.0
	7
	1
	1
	29.056
	3.0707
	0.001

	48
	29.326
	3.0431
	0.0
	1
	3
	2
	29.325
	3.0431
	0.001

	49
	29.825
	2.9933
	1.1
	2
	4
	0
	29.824
	2.9934
	0.001

	50
	29.859
	2.9899
	1.7
	6
	0
	2
	29.858
	2.9900
	0.001


TABLE S2. X-ray powder diffraction data of 4 (first 50 reflections)

	No.
	2θobs (º)
	dobs (Å)
	Yobs/Ymax
	h
	k
	l
	2θcal (º)
	dcal (Å)
	Δ2θ (º)

	1
	9.318
	9.4831
	47.4
	0
	1
	1
	9.318
	9.4833
	0.000

	2
	11.810
	7.4875
	84.6
	0
	2
	0
	11.809
	7.4879
	0.001

	3
	13.823
	6.4010
	13.3
	1
	1
	0
	13.823
	6.4012
	0.000

	4
	14.466
	6.1179
	91.5
	0
	0
	2
	14.467
	6.1179
	-0.001

	5
	15.614
	5.6706
	11.2
	1
	1
	1
	15.614
	5.6708
	0.000

	6
	17.231
	5.1420
	18.5
	1
	2
	0
	17.231
	5.1422
	0.000

	7
	18.707
	4.7396
	66.7
	1
	2
	1
	18.706
	4.7397
	0.001

	8
	18.726
	4.7348
	67.2
	0
	2
	2
	18.726
	4.7349
	0.000

	9
	19.203
	4.6181
	13.8
	0
	3
	1
	19.203
	4.6183
	0.000

	10
	20.072
	4.4203
	46.9
	1
	1
	2
	20.072
	4.4203
	0.000

	11
	21.787
	4.0761
	1.2
	1
	3
	0
	21.786
	4.0762
	0.001

	12
	22.581
	3.9344
	11.4
	1
	2
	2
	22.581
	3.9344
	0.000

	13
	22.592
	3.9325
	11.4
	0
	1
	3
	22.592
	3.9325
	0.000

	14
	22.982
	3.8666
	2.1
	1
	3
	1
	22.981
	3.8668
	0.001

	15
	23.775
	3.7395
	0.0
	0
	4
	0
	23.774
	3.7397
	0.001

	16
	25.155
	3.5374
	9.2
	2
	0
	0
	25.154
	3.5375
	0.001

	17
	25.861
	3.4423
	2.8
	2
	1
	0
	25.861
	3.4424
	0.000

	18
	25.904
	3.4368
	3.9
	1
	1
	3
	25.904
	3.4368
	0.000

	19
	26.206
	3.3979
	42.1
	2
	0
	1
	26.205
	3.3979
	0.001

	20
	26.261
	3.3908
	30.4
	1
	3
	2
	26.261
	3.3909
	0.000

	21
	26.886
	3.3134
	100.0
	2
	1
	1
	26.886
	3.3134
	0.000

	22
	26.950
	3.3057
	62.3
	1
	4
	0
	26.949
	3.3058
	0.001

	23
	27.881
	3.1974
	6.1
	2
	2
	0
	27.880
	3.1975
	0.001

	24
	27.921
	3.1929
	6.6
	1
	2
	3
	27.921
	3.1930
	0.000

	25
	27.938
	3.1910
	6.3
	1
	4
	1
	27.937
	3.1911
	0.001

	26
	27.951
	3.1895
	5.8
	0
	4
	2
	27.951
	3.1896
	0.000

	27
	28.263
	3.1550
	1.0
	0
	3
	3
	28.263
	3.1550
	0.000

	28
	28.840
	3.0932
	2.3
	2
	2
	1
	28.839
	3.0933
	0.001

	29
	29.147
	3.0613
	2.1
	2
	0
	2
	29.147
	3.0613
	0.000

	30
	29.198
	3.0561
	3.0
	0
	0
	4
	29.198
	3.0560
	0.000

	31
	29.766
	2.9990
	4.3
	2
	1
	2
	29.766
	2.9991
	0.000

	32
	30.728
	2.9074
	1.9
	1
	4
	2
	30.727
	2.9074
	0.001

	33
	30.752
	2.9051
	2.1
	0
	5
	1
	30.751
	2.9052
	0.001

	34
	30.978
	2.8844
	0.6
	2
	3
	0
	30.977
	2.8845
	0.001

	35
	31.014
	2.8811
	0.6
	1
	3
	3
	31.014
	2.8812
	0.000

	36
	31.557
	2.8328
	1.2
	2
	2
	2
	31.556
	2.8329
	0.001

	37
	31.604
	2.8287
	1.4
	0
	2
	4
	31.604
	2.8287
	0.000

	38
	31.852
	2.8072
	0.3
	2
	3
	1
	31.851
	2.8073
	0.001

	39
	32.447
	2.7571
	1.7
	1
	1
	4
	32.447
	2.7571
	0.000

	40
	32.478
	2.7546
	1.8
	1
	5
	0
	32.477
	2.7547
	0.001

	41
	33.317
	2.6871
	0.6
	1
	5
	1
	33.315
	2.6872
	0.002

	42
	33.527
	2.6707
	3.1
	2
	0
	3
	33.527
	2.6707
	0.000

	43
	34.074
	2.6291
	1.1
	2
	1
	3
	34.074
	2.6291
	0.000

	44
	34.111
	2.6263
	1.0
	1
	2
	4
	34.111
	2.6263
	0.000

	45
	34.354
	2.6083
	0.1
	2
	3
	2
	34.354
	2.6083
	0.000

	46
	34.897
	2.5689
	0.5
	2
	4
	0
	34.896
	2.5690
	0.001

	47
	34.930
	2.5666
	0.6
	1
	4
	3
	34.929
	2.5667
	0.001

	48
	35.672
	2.5149
	2.7
	2
	2
	3
	35.671
	2.5149
	0.001

	49
	35.686
	2.5140
	2.7
	2
	4
	1
	35.685
	2.5140
	0.001

	50
	35.728
	2.5111
	2.6
	1
	5
	2
	35.727
	2.5112
	0.001


