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Fig.1 IR spectra of a series of NaHex in the 1400 —1200 cm™ region
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Table 1. Observed and calculated wavenumbers (cm™) for a series of NaHex in the 1400-1200 cm™ region

do 6,6,6-d3
Observed 6-31G* Observed 6-31G*
IR Raman Calc. WLS Assignment IR Raman  Calc. WLS Assignment
1443 1391 v,CO,+3,CH;+vC,-C,
1385 1382
1442 1390 §,CH3+v,CO,
1365 1424 1373 wC,4H,+wC3H,+wCsH, 1363 1423 1372 wC,H,+w CsH,+w CsH,
1341 1395 1346 wCsH,+wCsH, 1340 1394 1345 wCsH,+w CsH,
1302 1347 1301 tCsH,+tC4H, 1345 1299 tC,H,+tCsH,
1298 1338 1293 tC;H,+tC4H, 1294 1337 1292 tC;H,+t C,H,
1288 1334 1289 wC,H,+wCsH,+wCsH, 1285 1329 1284 wC,H,+w CgsH,+w C,H,

1265 1261 1304 1261 tCyH,+tCsH,
1222 1225 1261 1221 wCzH,+w C,H,+wC,H,
1200 1196 1240 1201 v,CO,*r CHy#+vC,-C,

1256 1249 1291 1249 tCsH,+tC,H,
1216 1217 1254 1214 wCsH,+w CoH,+w C,H,

5,5-d,
Observed 6-31G*
IR Raman Calc. WLS Assignment

7,40,

Observed 6-31G*

IR Raman  Calc. WLS Assignment

1443 1390 v,CO,+5,CHa+vC,-C;

1385 1382 1441 1389 5,CH;+v,CO, 1384 1381 1442 1390 5.CHy+v.CO,
1356 1415 1365 wCsH,+wC,H, 1343 1397 1348 wC3H,+wC,H,
1316 1363 1316 wC,H,+wC,H, 1385 1336 wCsH,
1289 1291 1337 1292 tC;H,+tC4H, 1293 1332 1287 tC4H,+t CyH,+t CsH,
1275 1314 1271 tC,H,+tC,H, 1266 1308 1265 tCsH,
1231 1233 1269 1229 wC,H,+wCsH, 1253 1292 1250 wC,H,+wCsH,
3,3-d, 2,2-d,
Observed 6-31G* Observed 6-31G*
IR Raman Calc. WLS Assignment IR Raman  Calc. WLS Assignment
1384 1382 1441 1389 §,CH3+v,CO, 1385 1383 1443 1390 5,CHj
1362 1366 1415 1365 WCqH,+WCyH, 1440 1388 v,CO,+sCO,+vC,-C,
1365 1423 1372 wC4H,+w CsH,+w C3H,
1344 1299 tCgH,+tC4H, 1334 1384 1336 wCsH,+wCsH,

1298 1294 1344 1298 wC,H,+w C,H,+W CsH,
1334 1289 wC,H,+w C,H,+w CsH,
1250 1290 1248 tC,H,+tCsH,

1214 1216 1249 1210 tC,H,

1299 1299 1346 1300 tC,H,+tCsH,

1281 1281 1326 1282 tCsH,+tCsH,
1302 1259 wC,H,+w C;H,+w CsH,

1219 1263 1222 tCsH,*r,CH,
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