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	Ph-O-CO2
	Ph-O-CO2 (TS)

	30, 78, 97, 239, 387, 395, 419, 489, 576, 628, 665, 699, 753, 770, 833, 841, 927, 983, 1004, 1015, 1024, 1044, 1098, 1158, 1184, 1192, 1223, 1332, 1348, 1482, 1490, 1529, 1632, 1636, 3174, 3184, 3193, 3203, 3206
	147i (transition mode), 43, 141, 173, 276, 339, 413, 455, 510, 591, 622, 688, 726, 768, 814, 833, 885, 929, 987, 1002, 1014, 1040, 1100, 1109, 1183, 1198, 1278, 1330, 1352, 1405, 1486, 1509, 1604, 1624, 3176, 3185, 3196, 3206, 3224


Table 3 



The 39 harmonic vibrational frequencies (in cm-1) of the normal vibrations in Ph-O-CO2 and the saddle point species (TS) pertinent to decarboxylation. Results from UB3LYP/6-311+G(d,p) calculations.

	Ph-CH2-CO2
	Ph-CH2-CO2 (TS)

	29, 49, 82, 223, 321, 358, 411, 471, 528, 570, 634, 647, 707, 759, 837, 853, 882, 924, 945, 985, 1008, 1018, 1049, 1104, 1140, 1184, 1199, 1206, 1216, 1320, 1342, 1362, 1453, 1483, 1524, 1548, 1620, 1641, 3041, 3088, 3161, 3167, 3175, 3184, 3194
	795i (transition mode), 34, 64, 96, 244, 312, 385, 410, 478, 537, 627, 646, 691, 712, 782, 844, 849, 917, 946, 987, 1008, 1015, 1046, 1080, 1117, 1183, 1197, 1208, 1254, 1284, 1344, 1362, 1454, 1481, 1485, 1520, 1604, 1630, 3040, 3103, 3164, 3172, 3182, 3192, 3202


Table 4 



The 45 harmonic vibrational frequencies (in cm-1) of the normal vibrations in Ph-CH2-CO2 and the saddle point species (TS) pertinent to decarboxylation. Results from UB3LYP/6-311+G(d,p) calculations.

	Nph-O-CO2
	Nph-O-CO2 (TS)

	57, 61, 82, 156, 179, 286, 330, 352, 402, 434, 446, 482, 523, 534, 583, 635, 646, 729, 764, 765, 778, 782, 789, 836, 883, 903, 933, 969, 983, 985, 998, 1048, 1121, 1154, 1166, 1183, 1224, 1259, 1286, 1302, 1372, 1379, 1412, 1475, 1485, 1533, 1553, 1593, 1612, 1633, 3167, 3172, 3174, 3183, 3194, 3203, 3223
	257i (transition mode), 58, 70, 104, 159, 198, 285, 341, 364, 407, 449, 483, 518, 535, 557, 616, 643, 708, 758, 764, 770, 777, 785, 835, 880, 900, 935, 970, 980, 987, 999, 1050, 1120, 1153, 1169, 1185, 1225, 1262, 1294, 1324, 1367, 1372, 1418, 1474, 1496, 1539, 1586, 1599, 1610, 1628, 3168, 3172, 3175, 3184, 3195, 3203, 3232


Table 5 



The 57 harmonic vibrational frequencies (in cm-1) of the normal vibrations in Nph-O-CO2 and the saddle point species (TS) pertinent to decarboxylation. Results from UB3LYP/6-311+G(2d,p) calculations. 
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