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Scheme S1. The Benzodiazepines 3a—e, the benzimidazole 4 and the brominated derivatives 5-
11 synthesized and studied in this work.



Table S1. *C-NMR chemical shifts of the studied compounds 3a-11.

Position 3a 3b 3c 3d 3e 4° 5 6 7 8 9 10 11
20 157.9 1541 1564 153.0 1565 1512 1494 1512 1519 1529 1534 153.7 1573
3 38.5 348 383 349 41.8 35.5 34.9 34.5 34.4 34.3 34.3 29.7
4 1533 1541 1519 153.0 1565 14994 1506 1519 1525 1534 153.5 1573
5a 1402 1407 1385 138.8 1393 1379 139.1 139.1 141.1 1415 1416 139.7  138.5
6 127.6 1287 1287 129.1 129.1 1153 1295 1305 1315 1313  1302br 1277 1315
7 1252 1254  133.8 1346 1346 1315 136.6 1351 1351 1385 1359br 137.0 1332
8 125.0 1254 1341 1346 1346 1315 1366 1364 1351 131.1  1359br 1385 1332
9 1284 1287 1280 129.1 129.1 1153 1295 1307 131.5 1307 1302br 136.0 131.5
9a 140.6 1407 1382 138.8 1393 1379 139.1 1412 141.1 141.6 1415 142.6  138.5
17" 137.0 1372 137.1 1375 1375 1303 1374 13727 1367 1365° 1365 13657 1374
2,6 128.1 128.1 1279 1281 1279 1267 1278 1278 1279 1280 128.1 1282 1282
3.5 1287 128.6  128.6 1287 1286 1288 129.0 129.0 129.0 129.1 1292 1292 129.0
4’ 130.7 1305  130.3 1304  130.1 129.6 130.8 131.0 131.6 131.4% 1317 131.8 1312
R'=Me® 1925 195 19.4 20.4 19.7 31.7 29.7 36.2 35.8 30.0 19.5
R>=Me © 1933 195 19.4 20.4 19.7 18.7 29.7 28.9 35.8 37.2 19.5
R*=Me 27.0 26.8
R*=Me 9.4
| d 137.2 1375  137.5 1374 13717 1367  136.6°7 136.5 136.4° 1374
276" 128.1 128.1  127.9 127.8 1279 1279 1280 128.1 1282 1282
37,57 128.6 1287  128.6 129.0  129.0 129.0 129.1 1292 1292 129.0
4 130.5 1304 130.1 130.8 1312 131.6  131.5% 1317 131.8 1312

* For atom numbering see Scheme S1. ® For 4-Ph. © CHs;, CH,Br, CHBr; or CBr3 carbons. 4 For 2-Ph. ¢ For corresponding carbon atoms.

"€ In most cases the differences in chemical shifts are less than 0.1 ppm and may be interchanged.
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