TABLE S1. DFT(B3LYP)/6-311++G(d,p) and MP2/6-31++G(d,p) optimized structural parameters and experimental geometries for the tree conformers of isoniazid.?

Parameter Theoretical Exp (37) Parameter Theoretical Exp (37)
Cl C2 T C1l C2 T

DFT MP2 DFT MP2 DFT MP2 X-raydiffraction DFT MP2 DFT MP2 DFT MP2  X-ray diffraction
Bond length / pm Bond length / pm
N;-Co 1335 1347 1335 1347 1336 1348 1335 Cs-Hg 108.3 108.2 1083 108.2 108.3 108.3 103.5
N1-Ce 1338 1349 1338 1349 1337 1348 1334 Cs-Hyo 1086 1084 1086 1084 108.6 108.4 100.7
C,-Cs 1394 139.7 1394 1398 1393 1396 139.4 C11=0y» 1221 1237 1213 1229 1221 123.6 123.4
Cy-H- 1086 1084 1086 1084 1086 1084 103.3 C11-Nys 1371 1372 1378 1380 1377 138.0 133.2
Cs3-Cy 139.7 1400 1397 1400 1396 1399 138.8 N13-N14 1408 1411 1397 1402 1403 140.9 141.3
Cs-Hg 108.6 1083 1084 1083 1080 1081 103.9 Nis-His 1009 101.0 1012 1013 1015 101.6 110.0
CsCs 1395 1399 1395 1399 1396 140.0 140.3 N14-Hyg 101.9 1019 1014 1014 1014 101.4 107.0
CsCiy 1505 1495 1511 1501 1504 1494 1485 Ni4-Hy7 101.7 1016 101.3 1012 1016 101.6 102.0
Cs-Ce 139.2 1395 1392 1395 1392 139.6 138.5
Bond angles/° Bond angles/°
C,-N;-Cs 1172 1168 1172 1167 1171 116.7 116.5 N;-Cs-Cs 1237 1239 1237 1239 1236 123.8 124.1
N;-C»-Cs 1237 1239 1237 1239 1239 1240 123.6 N1-Ce-Hio 1161 1157 1161 1157 116.2 1158 114.3
N;-Cx-H; 116.2 1158 1162 1158 1161 1157 1153 Cs-Ce-Hyo 120.2 1205 1202 1205 120.2 1204 121.2
C3-C-Hy 1201 1203 1201 1204 1200 1203 121.0 C4-C11=012 1223 1228 1216 1222 1209 121.6 122.2
CC3-Cy 1187 1185 1188 1186 1186 1184 119.8 C4C11-Ny3 115.7 1147 1138 1128 1197 117.9 115.5
C,-Cs-Hg 1196 1202 1195 1201 1200 1204 122.8 N13-C11=04» 1221 1225 1245 1250 1194 120.4 122.0
C4-Cs-Hg 1217 1213 1217 1213 1214 1212 117.6 C11-N13-Nyg 1212 1205 1205 1192 1238 120.6 120.7
Cs-C4-Cs 1180 1185 1178 1183 1179 1184 116.5 C11-N13-His 119.7 1190 1183 117.0 1130 112.7 128.0
C3Cs-Cyy 1236 1227 1240 1231 1247 1234 125.2 Ny-Nis-His 1142 1140 1195 1192 1195 1190 112.0
Cs-C4-Cpy 1183 1188 1181 1186 1173 1180 1183 N13-N14-Hig 107.8 1074 1115 1111 109.9 108.9 107.8
C4-Cs-Cq 1187 1186 1188 1187 1189 1187 1194 N13-N1s-Hi7 108.2 1075 1104 109.2 1110 1105 109.8
C4-Cs-Hg 1199 1201 1198 1200 1200 120.2 118.0 Hie-Nig-Hi7 1064 1063 110.7 1104 1094 109.2 111.9
Co-Cs-Hg 1214 1213 1213 1213 1210 1211 122.9
Dihedral angles/®
Ce-N;-C,-Cs 0.7 0.5 0.9 0.7 11 0.9 1.4 C3C4-C11=01, 1539 1446 1490 1412 1432 1360 160.8
Ce-N;-Cp-Hs -1799 -1790 -1788 -1788 -179.2 -179.2 -175.9 C3-C4-Ci1-Nyp3 261 -348 -31.2 -383 -354  -412 -17.1
C»-N;-Co-Cs -0.2 -0.5 -0.2 -0.5 02 -0.01 -1.2 C5-C4-C11=015 -246 -338 -289 -366 -321 -38.9 -18.2
C>-N;1-Ce-Hyp 179.7 1796 1796 1795 1797 1796 177.4 C5-C4-C11-Ny3 1553 1467 1510 1439 1492 143.8 163.9
N;-C-C3-Cy -0.3 0.3 -0.4 -0.1 -11 -0.6 -1.0 C4-Cs-Ce-N; -0.8 -0.3 -0.9 -0.6 -14 -1.2 -0.7
N;-C»-Cs-Hg -1782 -1780 -1782 -1780 1792 1798 -169.7 C4-Cs-Ce-Hyo 1794 1796 1793 1795 179.1 179.2 177.8
H;-C,-Cs-Cy 1794 179.7 1792 1796 1792 1795 176.1 Hg-Cs-Co-Ny 1790 1792 1786 1789 1780 178.2 170.5
H7-C»-Cs-Hs 1.4 1.4 15 15 -05 -02 132 Hg-Cs-Ce-Hig 08 09 -11 -11  -15 -1.4 -11.0
C»-C3-Cy-Cs 07 -11 07 11  -02 -06 -05 Cs-Cii-NigNy,  -1740 -1733 -1792 -1772 -183  -25.1 -173.0
C»-C3-C4-Cyy -179.2 -1796 -1786 -1789 -1755 -175.6 -179.4 C4-Ci1-Nis-Hys 202 -237 -145 215 -1765 -1744 -0.6
Hg-C3-C4-Cs 1773 1772 1770 1770 1795 179.0 170.7 015=C11-N13-Nyy 6.0 7.2 0.7 33 1631 157.6 4.9
Hg-C3-C4-Cpy -1.3 -1.3 -0.9 -0.8 4.2 41 -8.3 01,=C11-Nyz-Hig 159.8 1569 1653 159.0 4.8 84 1785
C3-C4-Cs-Ce 11 11 13 13 13 15 0.3 C11-N13-N1s-Hyg 324 324 1057 1003 136.7 141.0 30.1
C3-C4-Cs-Hg -1786 -1784 -1783 -1781 -178.0 -177.9 -171.3 C11-N13-Nys-Hy7 -822 -817 -1305 -137.8 -102.1 -99.1 -92.1
C11-C4-Cs-Cy 179.8 1797 1793 1792 1770 1767 179.4 His-Nis-NygsHis  -1226 -1187 -588 -548 -663  -717 -144.4
C11-C4-Cs-Hg 0.02 02 03 -03 24 27 7.7 HisNis-Nyg-Hy, 1227 1272 647 671 548 482 93.4

See Scheme 1 for atom numbering.



