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VIBRATIONAL TRANSITIONS (up to two quanta) from VPT2 ANALYSIS

Level of theory: £c-CCSD(T)/cc-pVTZ
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MODES Upper level | MODES Lower level Anharmonic Anharm
I J K L M | NI NJ NK NL NM Frequency Intensity
\ (cm1) (km/mol)
7 0 0 0 0 1 0 0 0 0 171.420 106.243920
8 0 0 0 0 1 0 0 0 0 217.687 8.954212
7 0 0 0 0 2 0 0 0 0 323.737 13.140118
8 7 0 0 0 1 1 0 0 0 381.133 0.248382
8 0 0 0 0 2 0 0 0 0 434.458 0.075309
9 0 0 0 0 1 0 0 0 0 514.000 9.434540
10 0 0 0 0 1 0 0 0 0 689.907 14.015508
9 7 0 0 0 1 1 0 0 0 693.240 0.292613
9 8 0 0 0 1 1 0 0 0 732.533 0.000442
11 0 0 0 0 1 0 0 0 0 858.187 46.095370
10 7 0 0 0 1 1 0 0 0 862.937 0.041579
10 8 0 0 0 1 1 0 0 0 907.178 0.710448
11 7 0 0 0 1 1 0 0 0 1029.874 0.049704
9 0 0 0 0 2 0 0 0 0 1029.951 1.169091
11 8 0 0 0 1 1 0 0 0 1071.915 0.233953
10 9 0 0 0 1 1 0 0 0 1207.392 0.017754
12 0 0 0 0 1 0 0 0 0 1232.944 38.412499
11 9 0 0 0 1 1 0 0 0 1367.783 0.003447
10 0 0 0 0 2 0 0 0 0 1380.355 5.696109
12 7 0 0 0 1 1 0 0 0 1403.252 0.005167
13 0 0 0 0 1 0 0 0 0 1441.411 2.805837
12 8 0 0 0 1 1 0 0 0 1456.939 123.087638
11 10 0 0 0 1 1 0 0 0 1545.398 0.517918
13 7 0 0 0 1 1 0 0 0 1600.395 0.231850
13 8 0 0 0 1 1 0 0 0 1650.039 0.129701
11 0 0 0 0 2 0 0 0 0 1709.178 1.602406
12 9 0 0 0 1 1 0 0 0 1748.311 0.108804
12 10 0 0 0 1 1 0 0 0 1913.566 1.263395
13 9 0 0 0 1 1 0 0 0 1955.593 0.048277
12 11 0 0 0 1 1 0 0 0 2075.726 54.944385
13 10 0 0 0 1 1 0 0 0 2134.380 1.017628
14 0 0 0 0 1 0 0 0 0 2208.946 516.742446
13 11 0 0 0 1 1 0 0 0 2289.699 9.970595
14 7 0 0 0 1 1 0 0 0 2373.223 0.001765
14 8 0 0 0 1 1 0 0 0 2426.270 0.025260
12 0 0 0 0 2 0 0 0 0 2455.207 0.206801
13 12 0 0 0 1 1 0 0 0 2652.151 4.072679
14 9 0 0 0 1 1 0 0 0 2709.791 0.027275
13 0 0 0 0 2 0 0 0 0 2870.659 1.611941
14 10 0 0 0 1 1 0 0 0 2893.132 0.482351
14 11 0 0 0 1 1 0 0 0 3070.050 5.070597
14 12 0 0 0 1 1 0 0 0 3436.615 12.325544
14 13 0 0 0 1 1 0 0 0 3641.806 6.635504
15 0 0 0 0 1 0 0 0 0 3651.400 71.433032
15 7 0 0 0 1 1 0 0 0 3812.904 2.774011
15 8 0 0 0 1 1 0 0 0 3868.519 0.111074
15 9 0 0 0 1 1 0 0 0 4164.766 0.019596
15 10 0 0 0 1 1 0 0 0 4340.893 0.020595
14 0 0 0 0 2 0 0 0 0 4392.388 0.823361
15 11 0 0 0 1 1 0 0 0 4507.339 0.079581
15 12 0 0 0 1 1 0 0 0 4878.129 0.163580
15 13 0 0 0 1 1 0 0 0 5072.424 0.504530
15 0 0 0 0 2 0 0 0 0 7133.060 6.810697
Legend
T = vy 8 = vy 9 = vg 10= v
11= vs 12= vy 13= v3 14= v,
15= v
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