TABLE SI. Indexed X-ray powder diffraction data for 5-Chloro-N-(4-nitrophenyl)pentanamide, C11H13ClN2O3. The d-values were calculated using Cu Kα1 radiation (λ = 1.54056 Å).
	2θobs(°)
	dobs(Å)
	Iobs
	h
	k
	l
	2θcal(°)
	dcal(Å)
	Δ2θ

	10.8312 
	8.1615 
	27 
	0
	1
	1
	10.8035 
	8.1824 
	0.0277 

	11.0413 
	8.0067 
	10 
	0
	2
	0
	11.0698 
	7.9861 
	-0.0285 

	11.3695 
	7.7763 
	25 
	1
	0
	0
	11.3493 
	7.7901 
	0.0202 

	12.6432 
	6.9956 
	16 
	1
	1
	0
	12.6321 
	7.0017 
	0.0110 

	13.9168 
	6.3581 
	8 
	1
	1
	-1
	13.9324 
	6.3510 
	-0.0156 

	14.4683 
	6.1170 
	7 
	0
	2
	1
	14.4602 
	6.1204 
	0.0081 

	15.8863 
	5.5740 
	12 
	1
	2
	0
	15.8794 
	5.5764 
	0.0069 

	16.9105 
	5.2387 
	7 
	1
	2
	-1
	16.9370 
	5.2306 
	-0.0265 

	18.6174 
	4.7620 
	73 
	0
	0
	2
	18.6106 
	4.7638 
	0.0069 

	19.0901 
	4.6452 
	33 
	0
	3
	1
	19.0799 
	4.6477 
	0.0103 

	19.2871 
	4.5982 
	9 
	1
	0
	-2
	19.2875 
	4.5981 
	-0.0005 

	19.4315 
	4.5643 
	11 
	0
	1
	2
	19.4284 
	4.5651 
	0.0031 

	19.7992 
	4.4804 
	18 
	1
	2
	1
	19.7953 
	4.4813 
	0.0038 

	20.0880 
	4.4166 
	21 
	1
	1
	-2
	20.0788 
	4.4186 
	0.0092 

	20.1799 
	4.3967 
	59 
	1
	3
	0
	20.1852 
	4.3956 
	-0.0053 

	21.0203 
	4.2228 
	18 
	1
	3
	-1
	21.0339 
	4.2201 
	-0.0136 

	22.2414 
	3.9936 
	9 
	0
	4
	0
	22.2447 
	3.9931 
	-0.0033 

	22.8191 
	3.8938 
	12 
	2
	0
	0
	22.8119 
	3.8950 
	0.0073 

	23.4100 
	3.7969 
	32 
	1
	3
	1
	23.4150 
	3.7961 
	-0.0050 

	24.1453 
	3.6829 
	6 
	0
	4
	1
	24.1464 
	3.6827 
	-0.0011 

	25.0513 
	3.5517 
	12 
	2
	2
	-1
	25.0658 
	3.5497 
	-0.0145 

	25.4189 
	3.5012 
	9 
	2
	2
	0
	25.4211 
	3.5009 
	-0.0022 

	25.5765 
	3.4799 
	11 
	1
	3
	-2
	25.5766 
	3.4799 
	-0.0001 

	25.7209 
	3.4607 
	21M
	2
	0
	-2
	25.7197 
	3.4609 
	0.0012 

	25.7209 
	3.4607 
	M
	1
	4
	-1
	25.7356 
	3.4588 
	-0.0146 

	27.3491 
	3.2583 
	5 
	2
	1
	1
	27.3344 
	3.2600 
	0.0146 

	28.0450 
	3.1790 
	28 
	2
	3
	-1
	28.0467 
	3.1788 
	-0.0018 

	28.1106 
	3.1717 
	18 
	1
	1
	-3
	28.1498 
	3.1674 
	-0.0392 

	28.3601 
	3.1444 
	100 
	2
	3
	0
	28.3674 
	3.1436 
	-0.0073 

	28.6227 
	3.1161 
	10 
	0
	1
	3
	28.6344 
	3.1149 
	-0.0117 

	29.0298 
	3.0734 
	5 
	2
	2
	1
	29.0275 
	3.0736 
	0.0022 

	29.4631 
	3.0291 
	8M
	0
	5
	1
	29.4669 
	3.0287 
	-0.0039 

	29.4631 
	3.0291 
	M
	1
	3
	2
	29.4746 
	3.0280 
	-0.0115 

	29.8044 
	2.9952 
	5 
	1
	2
	-3
	29.8003 
	2.9956 
	0.0041 

	30.2509 
	2.9520 
	5 
	0
	2
	3
	30.2608 
	2.9511 
	-0.0099 

	30.7761 
	2.9028 
	13 
	2
	3
	-2
	30.7884 
	2.9017 
	-0.0123 

	31.6689 
	2.8230 
	4 
	2
	3
	1
	31.6653 
	2.8233 
	0.0036 

	31.7740 
	2.8139 
	5 
	2
	4
	-1
	31.7879 
	2.8127 
	-0.0139 

	32.0628 
	2.7892 
	9 
	2
	4
	0
	32.0745 
	2.7882 
	-0.0116 

	32.4830 
	2.7541 
	5 
	1
	5
	1
	32.5176 
	2.7512 
	-0.0346 

	33.4021 
	2.6804 
	5 
	1
	1
	3
	33.4295 
	2.6782 
	-0.0273 

	33.6254 
	2.6631 
	9 
	0
	6
	0
	33.6389 
	2.6620 
	-0.0135 

	33.8880 
	2.6430 
	7 
	3
	1
	-1
	33.9152 
	2.6410 
	-0.0273 

	34.4788 
	2.5991 
	4 
	3
	0
	0
	34.5116 
	2.5967 
	-0.0328 

	34.8727 
	2.5706 
	6 
	1
	2
	3
	34.8541 
	2.5720 
	0.0186 

	35.6999 
	2.5129 
	5 
	1
	4
	-3
	35.7137 
	2.5120 
	-0.0137 

	35.9757 
	2.4943 
	4 
	2
	3
	-3
	35.9608 
	2.4953 
	0.0148 

	37.2231 
	2.4135 
	7 
	2
	3
	2
	37.2318 
	2.4130 
	-0.0088 

	38.4967 
	2.3366 
	5 
	3
	1
	1
	38.4905 
	2.3369 
	0.0062 

	38.5623 
	2.3327 
	4 
	3
	3
	0
	38.5423 
	2.3339 
	0.0200 

	39.0088 
	2.3071 
	7M
	3
	3
	-2
	39.0124 
	2.3069 
	-0.0036 

	39.0088 
	2.3071 
	M
	2
	4
	-3
	39.0262 
	2.3061 
	-0.0175 

	39.4289 
	2.2834 
	5 
	3
	1
	-3
	39.4269 
	2.2836 
	0.0020 

	41.1621 
	2.1912 
	4 
	1
	7
	0
	41.1907 
	2.1898 
	-0.0286 

	41.4247 
	2.1779 
	4 
	3
	4
	0
	41.4453 
	2.1769 
	-0.0206 

	42.6721 
	2.1171 
	4 
	3
	3
	-3
	42.6739 
	2.1170 
	-0.0018 

	42.9610 
	2.1035 
	6 
	1
	7
	1
	42.9801 
	2.1026 
	-0.0191 

	44.3134 
	2.0424 
	4 
	2
	3
	3
	44.3475 
	2.0409 
	-0.0341 

	44.9174 
	2.0163 
	4 
	3
	5
	0
	44.9500 
	2.0150 
	-0.0326 

	45.4820 
	1.9926 
	4 
	4
	1
	-1
	45.5053 
	1.9917
	-0.0233 

	46.5718 
	1.9485 
	3 
	4
	0
	0
	46.5965 
	1.9475 
	-0.0247 

	46.9395 
	1.9341 
	4M
	1
	8
	0
	46.9412 
	1.9340 
	-0.0017 

	46.9395 
	1.9341 
	M
	3
	3
	2
	46.9446 
	1.9339 
	-0.0051 

	47.7929 
	1.9015 
	4 
	1
	6
	3
	47.7968 
	1.9014 
	-0.0039 

	47.8454 
	1.8996 
	4 
	3
	5
	1
	47.8499 
	1.8994 
	-0.0045 

	48.1474 
	1.8883 
	4 
	3
	6
	-1
	48.1594 
	1.8879 
	-0.0119 

	48.5545 
	1.8735 
	3 
	1
	8
	1
	48.5614 
	1.8732 
	-0.0069 

	48.9221 
	1.8602 
	5 
	3
	6
	0
	48.9622 
	1.8588 
	-0.0400 

	49.0928 
	1.8542 
	4 
	0
	7
	3
	49.1241 
	1.8531 
	-0.0313 

	49.3686 
	1.8445 
	3 
	3
	6
	-2
	49.3513 
	1.8451 
	0.0173 


