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REhE— R | SEH AM1 Z57= [HF/STO-3G|] ##% | UFF R
Ring breathing| 730 706 -3.3% 745 2.1% 778 6.6%
NH bend 1173 1039 | -11.4% 1040 -11.3% | 1013 | -13.6%
CN str. 1208 1149 | -4.9% 1148 5.0% | 1170 | -3.1%
CH bend 1250 1290 | 3.2% 1295 3.6% | 1275 2.0%
CH bend 1310 1255 | -4.2% 1247 4.8% | 1291 | -1.5%
CN str. 1336 1325 | -0.8% 1337 0.1% | 1384 3.6%
CN str. 1424 1461 2.6% 1459 2.5% | 1462 2.7%
CH bend 1482 1454 | -1.9% 1490 0.5% | 1484 0.1%
CC str. 1580 1563 | -1.1% 1565 0.9% | 1558 | -1.4%
NH2 bend 1603 1575 | -1.7% 1613 0.6% | 1519 | -52%
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