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Amide proton chemical shift as function of the concentration
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Figure 1 Amide proton NMR chemical shifts of compound 7a and 7b in DMSO-d6 solution as a function of the logarithm of concentration. ○ NHAla, ▼ NHVal, ( NHCH3, ( NHPh.
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Figure 2 Amide proton NMR chemical shifts of compound 7a and 7b in CH3OH:CD3OD (2:1) solution as a function of the logarithm of concentration. ○ NHAla, ▼ NHVal, ( NHCH3, ( NHPh.
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Figure 3 Amide proton NMR chemical shifts of compound 7a and 7b in CDCl3 solution, as a function of the logarithm of concentration. ○ NHAla, ▼ NHVal, ( NHCH3, ( NHPh.
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Figure 4 Reciprocal temperature plots of the 1H melting curves of the -hairpin structure 7a and 7b (DMSO-d6 solution). The graphs show the CH3-Ala chemical shifts for the 7b- (a) and 7a-diastereomers (b), and their derivatives of the first order, (c) and (d) respectively.
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Figure 5 Molar fraction of unfolded 7a-hairpin mimetic in DMSO-d6 solution. Curve based on theoretical values calculated from average thermodynamic parameters in Table 3. Data points: Molar fractions calculated for different protons (symbols: (●) CH-Val, (○) CH-Val, (▼)CH3-Val,(■) CH3-Ala,and (() CH3NH-Ala).
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Figure 6 The first order derivative of the NMR melting curves for 7b (DMSO-d6 solution). The curves of protons (●) CH-Val, (○) CH-Val, (▼)CH3-Val,(■) CH3-Ala, and (() CH3NH-Ala show an inflection point at approximately 390 K (values of data points scaled by a factor of (1/100), or by (1/100+1) for CH3-Ala, to accommodate all curves in one plot). 
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Figure 7 First order derivative of the NMR melting curves of 7a (a) and 7b (b) in CH3OH:CD3OD (2:1) solution. The curves for protons (●) CH3NH-Ala, (○) CH3CO-Val, (▼) CH3-Val show melting points at approximately the same temperature of 300-305 K.
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Figure 8 Molar fraction of unfolded hairpin in methanol solution. Curve: Theoretical values, based on parameters from Table 3.  Data points: Molar fractions calculated for different protons (symbols: (●) CH-Val, (○) CH-Val, (▼)CH3-Val,(■) CH3-Ala,and (() CH3NH-Ala).

Thermodynamic parameters for unfolding of -hairpin mimetic 7b in DMSO-d6 solution.

	1H
	Tm (K)
	Hm (kJmol-1)
	Sm(JK-1mol-1)
	Gº298(C(kJmol-1)

	CH3-Ala
	392.5(1.1
	17.2(0.4
	43.8(1.1
	4.1(0.1

	CH3-Val
	387.6(2.6
	16.3(0.9
	42.1(2.6
	3.8(0.1

	CH3NH-Ala
	387.9(3.2
	16.7(1.1
	43.1(3.2
	3.9(0.2

	CH-Val
	387.9(1.3
	16.0(0.4
	41.2(1.2
	3.7(0.1

	CH-Val
	384.2(2.9
	16.3(1.0
	42.5(2.9
	3.7(0.1

	Mean(s.d.
	388(5.8
	16.5(0.6
	42.5(0.9
	3.8(0.3


Thermodynamic parameters for unfolding of 7a and 7b in CH3OH:CD3OD (2:1) solution. 

	
	7a
	7b

	
	Tm 

(K)
	Hm (kJmol-1)
	Sm

(JK-1mol-1)
	Gº298(C

(kJmol-1)
	Tm 

(K)
	Hm (kJmol-1)
	Sm

(JK-1mol-1)
	Gº298(C

(kJmol-1)

	CH3NH
	312.2(1.7
	11.1(0.3
	35.6(1.2
	0.5(0.04
	298.1(3.4
	11.2(0.8
	37.6(2.8
	0.0(0.10

	CH3CO-Val
	306.8(0.3
	12.2(0.1
	39.8(0.5
	0.4(0.01
	302.6(1.2
	11.6(0.3
	38.3(1.1
	0.2(0.04

	CH3-Val
	301.6(2.5
	10.2(0.5
	33.8(1.0
	0.1(0.08
	303.4(1.0
	10.6(0.2
	34.9(0.8
	0.2(0.03

	Mean(s.d.
	306.9(7.5
	11.2(0.6
	36.4(1.3
	0.32(0.3
	301.4(3.8
	11.1(0.4
	36.9(1.9
	0.12(0.1


Temperature dependency of non-aromatic signals in 1H NMR (400 MHz, CDCl3):

((S,S)-2-[2-(2-Acetylamino-3-methyl-butyrylamino)-phenylethynyl]-N-(1-methyl-carbamoyl-ethyl)-benzamide (7a). 
	T(K)
	NHPh
	NHCH3
	NHAla
	NHVal
	ValCH
	AlaCH
	NHCH3
	ValCH
	ValCOCH3
	AlaCH3
	ValCH3
	ValCH3

	213
	9.3088
	8.1218
	7.2600
	6.8602
	5.5225
	5.2926
	2.7414
	2.3599
	2.1108
	1.4780
	1.0021
	0.8602

	233
	9.3116
	8.0829
	7.2147
	6.7338
	5.5198
	5.3100
	2.7501
	2.3572
	2.1117
	1.4789
	1.0164
	0.8840

	253
	9.3162
	8.0312
	7.1661
	6.6487
	5.5139
	5.3174
	2.7538
	2.3458
	2.1053
	1.4784
	1.0274
	0.9060

	273
	9.3171
	7.9625
	7.1171
	6.5855
	5.5060
	5.3210
	2.7574
	2.3373
	2.0980
	1.4793
	1.0397
	0.9275

	293
	9.3162
	7.8869
	7.0759
	6.5373
	5.4969
	5.3191
	2.7589
	2.3311
	2.0897
	1.4802
	1.0502
	0.9472

	313
	9.3107
	7.8058
	7.0470
	6.5003
	5.4859
	5.3123
	2.7589
	2.3261
	2.0815
	1.4821
	1.0594
	0.9646

	333
	9.3015
	7.7170
	 overlap
	6.4686
	5.4726
	5.3027
	2.7589
	2.3224
	2.0733
	1.4830
	1.0677
	0.9801


((R,S)-2-[2-(2-Acetylamino-3-methyl-butyrylamino)-phenylethynyl]-N-(1-methyl-carbamoyl-ethyl)-benzamide (7b).

	T(K)
	NHPh
	NHCH3
	NHAla
	NHVal
	ValCH
	AlaCH
	NHCH3
	ValCH
	ValCOCH3
	AlaCH3
	ValCH3
	ValCH3

	213
	9.6496
	8.2303
	7.3900
	7.1608
	5.6915
	5.2219
	2.5500
	2.3156
	2.1390
	1.3908
	0.8942
	0.8218

	223
	9.6647
	8.1863
	overlap
	7.0239
	5.6853
	5.2308
	2.7708
	2.3058
	2.1409
	1.3851
	0.8992
	0.8255

	238
	9.6757
	8.1245
	7.1883
	6.8883
	5.6723
	5.2359
	2.7809
	2.2875
	2.1336
	1.3741
	0.9009
	0.8287

	253
	9.6821
	8.0572
	7.1074
	6.7942
	5.6642
	5.2455
	2.7900
	2.2755
	2.1262
	1.3665
	0.9068
	0.8365

	268
	9.6844
	7.9908
	7.0642
	6.7269
	5.6572
	5.2535
	2.7972
	2.2664
	2.1189
	1.3615
	0.9139
	0.8461

	283
	9.6826
	7.9271
	6.9998
	6.6774
	5.6492
	5.2588
	2.8027
	2.2593
	2.1116
	1.3587
	0.9212
	0.8562

	298
	9.6771
	7.8646
	6.9639
	6.6399
	5.6402
	5.2615
	2.8072
	2.2540
	2.1047
	1.3572
	0.9290
	0.8665

	313
	9.6679
	7.8021
	6.9396
	6.6097
	5.6303
	5.2622
	2.8109
	2.2506
	2.0983
	1.3569
	0.9368
	0.8770

	328
	9.6551
	7.7405
	6.9137
	6.5849
	5.6194
	5.2606
	2.8141
	2.2483
	2.0924
	1.3578
	0.9450
	0.8875


Temperature dependency of the non-aromatic signals in 1H NMR (400 MHz, DMSO):

((S,S)-2-[2-(2-Acetylamino-3-methyl-butyrylamino)-phenylethynyl]-N-(1-methyl-carbamoyl-ethyl)-benzamide (7a). 
	T(K)
	NHPh
	NHAla
	NHVal
	NHCH3
	ValCH
	AlaCH
	NHCH3
	ValCH
	ValCOCH3
	AlaCH3
	ValCH3
	ValCH3

	298
	9.4651
	8.7743
	8.2138
	7.9086
	4.5872
	4.8771
	overlap
	2.1118
	1.9156
	1.2995
	0.8967
	0.8793

	313
	9.4225
	8.6756
	8.1346
	7.8406
	4.6009
	4.8359
	overlap
	2.1265
	1.9069
	1.3079
	0.9100
	0.8933

	328
	9.3720
	8.5797
	8.0540
	7.7700
	4.6110
	4.7974
	overlap
	2.1379
	1.8991
	1.3162
	0.9226
	0.9061

	343
	9.3309
	8.4863
	7.9732
	7.7037
	4.6206
	4.7607
	2.5327
	2.1517
	1.8913
	1.3242
	0.9345
	0.9185

	358
	9.2833
	8.3952
	7.8955
	7.6370
	4.6266
	4.7271
	2.5435
	2.1652
	1.8849
	1.3317
	0.9462
	0.9302

	373
	9.2343
	8.3058
	7.8200
	overlap 
	4.6307
	4.6971
	2.5540
	2.1787
	1.8799
	1.3391
	0.9567
	0.9412

	388
	9.1871
	8.2446
	7.7400
	overlap 
	overlap 
	4.6655
	2.5636
	2.1915
	1.8758
	1.3464
	0.9665
	0.9583

	403
	9.1386
	8.1348
	7.6544
	7.4378
	 overlap
	4.6417
	2.5719
	2.2034
	1.8725
	1.3533
	0.9755
	0.9599

	418
	9.0955
	8.0688
	 overlap
	 overlap
	 overlap
	4.622
	2.5801
	2.2149
	1.8707
	1.3601
	0.9837
	0.9682


((S,R)-2-[2-(2-Acetylamino-3-methyl-butyrylamino)-phenylethynyl]-N-(1-methyl-carbamoyl-ethyl)-benzamide (7b).

	T(K)
	NHPh
	NHAla
	NHVal
	NHCH3
	ValCH
	AlaCH
	NHCH3
	ValCH
	ValCOCH3
	AlaCH3
	ValCH3
	ValCH3

	298
	9.3836
	8.7232
	8.1710
	7.7700
	4.6310
	4.8192
	2.56975
	2.1265
	1.8890
	1.2848
	0.9018
	0.8853

	313
	9.3469
	8.6369
	8.1070
	7.7200
	4.6320
	4.7839
	2.5789
	2.1412
	1.8822
	1.2926
	0.9143
	0.8983

	328
	9.3089
	8.5508
	8.0199
	7.6771
	4.6320
	4.7505
	2.5876
	2.1547
	1.8758
	1.2999
	0.9267
	0.9102

	343
	9.2700
	8.4652
	7.9450
	7.6269
	4.6320
	4.7186
	2.5954
	2.1686
	1.8707
	1.3075
	0.9386
	0.9221

	358
	9.2292
	8.3800
	7.8692
	7.5700
	4.6310
	4.6880
	2.6025
	2.1819
	1.8666
	1.3146
	0.9494
	0.9329

	373
	9.1885
	8.2953
	7.78675
	 overlap
	4.6310
	4.6600
	2.6092
	2.1943
	1.8634
	1.3219
	0.9595
	0.9425

	388
	9.1473
	8.2158
	7.70935
	7.4557
	4.6330
	4.6330
	2.6156
	2.2066
	1.8616
	1.3292
	0.9688
	0.9523

	403
	9.1070
	8.1370
	7.6379
	overlap 
	 overlap
	4.6119
	2.6217
	2.2176
	1.8616
	1.3366
	0.9757
	0.9615

	418
	9.0667
	8.0583
	 overlap
	7.3400
	 overlap
	4.5959
	2.62655
	2.2270
	1.8611
	1.3427
	0.9858
	0.9773


Temperature dependency of non aromnatic signals in 1H NMR (400 MHz, CH3OH/CD3OD (2/1)):

((S,S)-2-[2-(2-Acetylamino-3-methyl-butyrylamino)-phenylethynyl]-N-(1-methyl-carbamoyl-ethyl)-benzamide (7a). 
	T(K)
	NHPh
	NHAla
	NHVal
	NHCH3
	NHCH3
	ValCH
	ValCOCH3
	AlaCH3
	ValCH3
	ValCH3

	328
	9.4463
	8.3649
	8.0135
	7.8701
	2.5530
	2.1998
	1.9486
	1.4016
	0.9720
	0.9528

	313
	9.5040
	8.4684
	8.1284
	7.9566
	2.5477
	2.1964
	1.9670
	1.4033
	0.9687
	0.9490

	298
	9.5406
	8.5433
	8.2074
	8.0203
	2.5431
	2.1946
	1.9862
	1.4060
	0.9655
	0.9431

	283
	9.5947
	8.6564
	8.3212
	8.1130
	2.5367
	2.1946
	2.0091
	1.4088
	0.9600
	0.9371

	268
	9.6450
	8.7741
	8.4481
	8.1982
	2.5294
	2.19735
	2.0330
	1.4111
	0.9541
	0.9303

	253
	9.6895
	8.8897
	8.5692
	8.2786
	2.5228
	2.2039
	2.0562
	1.4146
	0.9482
	0.9235

	238
	9.7243
	8.9944
	8.6772
	8.3446
	2.5164
	2.2137
	2.0782
	1.4181
	0.9430
	0.9168

	223
	9.7582
	9.1159
	8.8034
	8.4315
	2.5111
	2.2285
	2.0980
	1.4225
	0.9371
	0.9101

	208
	9.7829
	9.2212
	8.9176
	8.4526
	2.5068
	2.2467
	2.1153
	1.4256
	0.9304
	0.9034

	193
	9.8035
	9.3245
	9.0268
	8.5195
	2.5019
	2.2684
	2.1282
	1.4267
	0.9092
	0.8955

	183
	9.8190
	9.4169
	9.1330
	8.566
	 2.4992
	2.2803
	2.1346
	1.4262
	0.8982
	0.8900


((S,R)-2-[2-(2-Acetylamino-3-methyl-butyrylamino)-phenylethynyl]-N-(1-methyl-carbamoyl-ethyl)-benzamide (7b).

	T(K)
	NHPh
	NHAla
	NHVal
	NHCH3
	NHCH3
	ValCH
	ValCOCH3
	AlaCH3
	ValCH3
	ValCH3

	178
	9.8216
	9.4152
	9.1228
	8.5630
	2.5051
	2.2917
	2.1440
	1.4320
	0.9030
	-

	193
	9.8020
	9.3298
	9.0334
	8.5101
	2.5068
	2.2613
	2.1281
	1.4279
	0.9178
	0.9000

	208
	9.7875
	9.2222
	8.9167
	8.4577
	2.5137
	2.2467
	2.1175
	1.4261
	0.9340
	0.9061

	223
	9.7623
	9.1203
	8.8082
	8.4288
	2.5180
	2.2284
	2.1001
	1.4229
	0.9393
	0.9123

	238
	9.7288
	9.0067
	8.6900
	8.3528
	2.5226
	2.2135
	2.0786
	1.4185
	0.9441
	0.9180

	253
	9.6908
	8.8908
	8.5707
	8.2804
	2.5272
	2.2028
	2.0566
	1.4149
	0.9496
	0.9244

	268
	9.6464
	8.7750
	8.4499
	8.2001
	2.5336
	2.1965
	2.0330
	1.4117
	0.9553
	0.9315

	283
	9.5970
	8.6632
	8.3330
	8.1135
	2.5405
	2.1957
	2.0100
	1.4089
	0.9611
	0.9382

	298
	9.5411
	8.5431
	8.2072
	8.0198
	2.5467
	2.1949
	1.9875
	1.4062
	0.9663
	0.9529

	313
	9.4912
	8.4448
	8.1007
	7.9351
	2.5489
	2.1930
	1.9696
	1.4045
	0.9693
	0.9501

	328
	9.4376
	8.3454
	7.9924
	7.8527
	2.5553
	2.1924
	1.9531
	1.4045
	0.9746
	0.9556


Concentration dependency of the amide chemical shifts, 1H NMR (400 MHz, CDCl3):

((S,S)-2-[2-(2-Acetylamino-3-methyl-butyrylamino)-phenylethynyl]-N-(1-methyl-carbamoyl-ethyl)-benzamide (7a). 
	c/moldm-3
	NHPh
	NHAla
	NHVal
	NHCH3

	0.1240
	9.3537
	7.2425
	6.7731
	7.9249

	0.0820
	9.3436
	7.1945
	6.6935
	7.9208

	0.0666
	9.3400
	7.1798
	6.6665
	7.9217

	0.0568
	9.3372
	7.1702
	6.6463
	7.9222

	0.0534
	9.3363
	7.1670
	6.6386
	7.9249

	0.0430
	9.3081
	7.1601
	6.5910
	7.9050

	0.0370
	9.3094
	7.1668
	6.5953
	7.9160

	0.0330
	9.3308
	7.1373
	6.5745
	7.9020


((S,R)-2-[2-(2-Acetylamino-3-methyl-butyrylamino)-phenylethynyl]-N-(1-methyl-carbamoyl-ethyl)-benzamide (7b).

	c/moldm-3
	NHPh
	NHAla
	NHVal
	NHCH3

	0.1129
	9.6724
	7.0446
	6.7183
	7.8998

	0.0798
	9.6724
	7.0044
	6.6885
	7.9011

	0.0652
	9.6734
	6.9870
	6.6701
	7.9038

	0.0579
	9.6734
	6.9784
	6.6601
	7.9002

	0.0514
	9.6724
	6.9733
	6.6537
	7.9038

	0.0458
	9.6724
	6.9674
	6.6463
	7.9029

	0.0413
	9.6724
	6.9641
	6.6427
	7.9048

	0.03825
	9.6724
	6.9619
	6.6390
	7.9048


Concentration dependency of the amide chemical shifts, 1H NMR (400 MHz, DMSO-d6):

((S,S)-2-[2-(2-Acetylamino-3-methyl-butyrylamino)-phenylethynyl]-N-(1-methyl-carbamoyl-ethyl)-benzamide (7a). 
	c/moldm-3
	NHPh
	NHAla
	NHVal
	NHCH3

	0.1790
	9.4662
	8.7738
	8.2396
	7.9123

	0.1350
	9.4639
	8.7715
	8.2379
	7.9100

	0.1040
	9.4651
	8.7715
	8.2372
	7.9094

	0.0850
	9.4608
	8.7672
	8.2317
	7.9045

	0.0750
	9.4604
	8.7668
	8.2301
	7.9035

	0.0640
	9.4607
	8.7678
	8.2359
	7.9044

	0.0560
	9.4606
	8.7670
	8.2309
	7.9037

	0.0500
	9.4607
	8.7677
	8.2365
	7.9038

	0.0450
	9.4612
	8.7670
	8.2303
	7.9036


((S,R)-2-[2-(2-Acetylamino-3-methyl-butyrylamino)-phenylethynyl]-N-(1-methyl-carbamoyl-ethyl)-benzamide (7b).

	c/moldm-3
	NHPh
	NHAla
	NHVal
	NHCH3

	0.1400
	9.3705
	8.7093
	8.1580
	7.7556

	0.1100
	9.3683
	8.7064
	8.1551
	7.7527

	0.0870
	9.3675
	8.7063
	8.1549
	7.7538

	0.0740
	9.3664
	8.7040
	8.1526
	7.7533

	0.0630
	9.3676
	8.7052
	8.1538
	7.7502

	0.0520
	9.3676
	8.7051
	8.1537
	7.7538

	0.0440
	9.3664
	8.7045
	8.1526
	7.7490

	0.0380
	9.3665
	8.7041
	8.1527
	7.7528

	0.0330
	9.3661
	8.7043
	8.1523
	7.7493


Concentration dependency of the amide chemical shifts, 1H NMR (400 MHz, CH3OH/CD3OD (2/1)):

((S,S)-2-[2-(2-Acetylamino-3-methyl-butyrylamino)-phenylethynyl]-N-(1-methyl-carbamoyl-ethyl)-benzamide (7a). 
	c/moldm-3
	NHPh
	NHAla
	NHVal
	NHCH3

	0.0550
	9.5013
	8.4993
	8.1617
	7.9736

	0.0400
	9.4998
	8.4985
	8.1608
	7.9721

	0.0360
	9.5011
	8.5016
	8.1688
	7.9819

	0.0300
	9.5011
	8.5009
	8.1646
	7.9783

	0.0270
	9.5011
	8.5010
	8.1646
	7.9851

	0.0240
	9.5023
	8.5022
	8.1706
	7.9844

	0.0200
	9.5013
	8.5027
	8.1678
	7.9749

	0.0170
	9.5007
	8.5030
	8.1678
	7.9798

	0.0150
	9.5009
	8.5033
	8.1644
	7.9800


((S,R)-2-[2-(2-Acetylamino-3-methyl-butyrylamino)-phenylethynyl]-N-(1-methyl-carbamoyl-ethyl)-benzamide (7b).

	c/moldm-3
	NHPh
	NHAla
	NHVal
	NHCH3

	0.0550
	9.3790
	8.4901
	8.1322
	7.8965

	0.0440
	9.3790
	8.4900
	8.1322
	7.8989

	0.0340
	9.3789
	8.4912
	8.1340
	7.8958

	0.0270
	9.3790
	8.4943
	8.1359
	7.9013

	0.0240
	9.3806
	8.4990
	8.1385
	7.9016

	0.0200
	9.3802
	8.5004
	8.1389
	7.9014

	0.0170
	9.3802
	8.4991
	8.1377
	7.9020

	0.0150
	9.3814
	8.5016
	8.1395
	7.9020


X-ray data; crystal structure determination

Data were collected at 183K using a Siemens SMART CCD diffractometer with Mo(K( radiation ((= 0.71073 Å, graphite monochromator)equipped with a Siemens LT-2A low temperature device. Full sphere of reciprocal lattices were scanned by 0.3( steps in ( with a crystal(to(detector distance of 3.97 cm, 30 seconds exposure time per frame. Preliminary orientation matrix was obtained from the first frames using SMART [13]. The collected frames were integrated using the preliminary orientation matrix which was updated every 100 frames. Final cell parameters were obtained by refinement on the positions of 6125 reflections with I > 10((I) after integration of all the frames using SAINT [1]. The data were empirically corrected for absorption and other effects using SADABS [2]. The structures were solved by direct methods and refined by full-matrix least squares on all F2 data using SHELXTL [3]. There are two crystallografically independent molecules in asymmetric unit (equal in this case to the whole unit cell). H atoms were constrained to the ideal geometry using an appropriate riding model. The C-H distances (0.95Å for aromatic and 1.00 Å for tertiary bonds, 0.98Å for methyl groups), N-H distances (0.88Å) and C-C-H angles (109.5o) for methyl groups were kept fixed, while the torsion angles were allowed to refine with the starting position based on a threefold averaged circular Fourier synthesis. The non-H atoms were refined anisotropically, while the H atoms were refined isotropically. Molecular graphics were obtained using Diamond [4]. 

RESULTS
The crystallographic and refinement data are summarized in Table 1. Atomic coordinated for non-hydrogen atoms are given in Table 2. Bond lengths and angles are given in Table 3. Anisotropic displacement parameters for non-hydrogen atoms are given in Table 4. Coordinates for hydrogen atoms, together with their isotropic displacement factors are summarized in Table 5. Torsion angles are given in Table 5. The geometry of hydrogen bonds are given in Table 7.

The title compound crystallizes in the triclinic system with space group P1 (No. 1). The asymmetric unit contains two independent molecules (see Fig. 9). The compound exhibits a ribbon structure (Main manuscript, Fig.2 and Fig. 3) for both molecules, parallel to the a-direction. Assignment of the H-bond descriptors are based on the graph-set theory and previously described [5]. For convenience, the notation Xa,d(n) has also been adopted in this paper, in which (X) is the pattern descriptor, (a) is number of acceptors, (d) is number of donors and (n) is the number of atoms comprising the pattern. At the first-level descriptors, only dimers D1,1(3) are formed. On the second-level descriptors, chains C2,2(8) are formed ( see Fig. 3) by pairs of hydrogen bonds [a]and[d], [b] and [c], [h] and [e] and [f] and [g] (for codes of hydrogen bonds see Table 7). The ribbons are formed by connected ring systems R2,2(14), formed by hydrogen bonds [b] and [d] for molecule A and [h] and [f] for molecule B and R2,2(10), made by hydrogen bonds [a] and [c] (molecules A) and [e] and [g] (molecules B). The aromatic rings have a dihedral angle of 31.9(2) and 29.0(2)o for molecules A and B respectively.
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