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Supplementary material

Table S1. Selected optimised dihedral angles (°) in the four most stable calculated conformers of L (1a-d) and L' (2a-d).






















1a
1b
1c
1d
2a
2b
2d
2d

N(1)-C(2)-C(1)-S(1)
98.1319
91.5522
83.6200
99.9216
93.6838
102.5868
102.0010
104.1179

C(2)-C(1)-S(1)-C(18)
51.6921
-65.4768
58.9215
77.7740
-106.3127
-52.0268
-57.7731
-93.7000

C(1)-S(1)-C(18)-C(17)
62.2150
-66.8174
63.8718
-110.9979
61.0276
-62.3692
65.1320
55.0879

S(1)-C(18)-C(17)-X
-172.0993
-176.3192
165.9428
-177.6875
172.5947
-179.7432
163.8700
162.6439

C(18)-C(17)-X-C(16)
160.7045
-75.5747
94.8705
-89.9687
161.1873
-148.9516
-101.9862
168.1914

C(17)-X-C(16)-C(15)
-160.7045
-165.2433
86.9410
174.5226
72.5937
148.9516
-82.4851
-87.3983

X-C(16)-C(15)-S(2)
172.0993
-170.5691
163.2283
163.0466
170.1972
179.7432
-159.6366
-170.6434

C(16)-C(15)-S(2)-C(14)
-62.2150
-57.0097
106.4518
55.0825
67.9754
62.3692
-103.4788
-110.6609

C(15)-S(2)-C(14)-C(13)
-51.6921
102.0021
-81.4143
-92.5989
69.4505
52.0268
79.8030
77.3833

S(2)-C(14)-C(13)-N(2)
-98.1319
-90.2833
-97.8082
-86.7148
-93.5529
102.5868
-88.6689
-90.0617

