
H6C6  B3LYP/6-31G*  EQ<500 kJ/mol  TS<500 kJ/mol  DC<500 kJ/mol
 
 

EQ0
0.0 kJ/mol

TS0
459.2 kJ/mol

TS1
403.8 kJ/mol

EQ1
150.5 kJ/mol

TS9
441.0 kJ/mol

TS21
331.0 kJ/mol

TS35
472.1 kJ/mol

TS39
466.9 kJ/mol

EQ2
272.0 kJ/mol

TS82
454.3 kJ/mol

EQ3
277.1 kJ/mol

TS114
281.1 kJ/mol

EQ4
277.2 kJ/mol

EQ5
284.2 kJ/mol

TS223
319.9 kJ/mol

TS241
485.8 kJ/mol

TS242
487.7 kJ/mol

EQ6
285.2 kJ/mol

TS310
321.3 kJ/mol

TS343
489.5 kJ/mol

TS345
488.8 kJ/mol

EQ7
291.7 kJ/mol

TS422
291.7 kJ/mol

EQ9
294.1 kJ/mol

TS441
331.5 kJ/mol

EQ10
298.2 kJ/mol

TS507
326.6 kJ/mol

EQ11
299.3 kJ/mol

TS581
300.0 kJ/mol

TS590
477.9 kJ/mol

EQ12
301.4 kJ/mol

TS702
444.6 kJ/mol

TS725
470.0 kJ/mol

TS726
485.3 kJ/mol

EQ13
304.5 kJ/mol

TS820
463.1 kJ/mol

EQ14
310.9 kJ/mol

TS913
312.9 kJ/mol

TS918
481.0 kJ/mol

EQ15
318.9 kJ/mol

TS980
347.0 kJ/mol

EQ17
320.1 kJ/mol

TS1003
320.1 kJ/mol

EQ20
320.1 kJ/mol

TS1036
320.1 kJ/mol

EQ21
321.7 kJ/mol

EQ22
322.2 kJ/mol

TS1103
328.1 kJ/mol

EQ23
327.6 kJ/mol

EQ24
328.1 kJ/mol

TS1210
341.2 kJ/mol

EQ25
329.9 kJ/mol

TS1258
499.8 kJ/mol

EQ26
329.9 kJ/mol

TS1280
488.2 kJ/mol

TS1283
450.2 kJ/mol

TS1284
469.0 kJ/mol

EQ28
339.5 kJ/mol

EQ29
341.1 kJ/mol

TS1395
347.8 kJ/mol

EQ30
342.2 kJ/mol

TS1456
349.2 kJ/mol

EQ31
349.6 kJ/mol

TS1489
473.8 kJ/mol

TS1490
496.6 kJ/mol

TS1502
482.2 kJ/mol

EQ32
352.8 kJ/mol

TS1564
472.5 kJ/mol

EQ34
359.3 kJ/mol

EQ35
360.5 kJ/mol

TS1690
387.6 kJ/mol

EQ36
364.2 kJ/mol

TS1738
370.3 kJ/mol

TS1744
373.4 kJ/mol

EQ37
365.6 kJ/mol

TS1790
365.6 kJ/mol

EQ38
365.6 kJ/mol

TS1799
365.7 kJ/mol

EQ40
366.8 kJ/mol

EQ42
367.7 kJ/mol

EQ44
374.6 kJ/mol

TS2002
409.8 kJ/mol

EQ46
382.1 kJ/mol

TS2092
398.1 kJ/mol

EQ48
385.7 kJ/mol

EQ49
386.8 kJ/mol

TS2299
406.6 kJ/mol

EQ50
388.7 kJ/mol

TS2353
391.4 kJ/mol

TS2354
495.1 kJ/mol

TS2356
430.6 kJ/mol

EQ51
389.6 kJ/mol

TS2401
482.5 kJ/mol

EQ52
393.5 kJ/mol

TS2434
400.4 kJ/mol

TS2435
451.5 kJ/mol

EQ54
395.2 kJ/mol

TS2482
462.6 kJ/mol

TS2488
488.0 kJ/mol

EQ55
396.2 kJ/mol

TS2542
411.8 kJ/mol

EQ56
396.7 kJ/mol

TS2580
396.7 kJ/mol

EQ58
396.8 kJ/mol

TS2614
396.8 kJ/mol

EQ59
400.4 kJ/mol

TS2624
405.1 kJ/mol

EQ60
402.5 kJ/mol

TS2700
475.2 kJ/mol

EQ61
402.7 kJ/mol

TS2747
428.3 kJ/mol

EQ63
408.2 kJ/mol

EQ64
410.4 kJ/mol

TS2851
413.6 kJ/mol

TS2852
485.9 kJ/mol

TS2853
488.0 kJ/mol

EQ66
411.6 kJ/mol

TS2912
468.8 kJ/mol

EQ67
411.8 kJ/mol

TS2956
416.5 kJ/mol

EQ68
412.2 kJ/mol

TS2994
413.7 kJ/mol

EQ69
414.8 kJ/mol

TS3029
436.9 kJ/mol

TS3033
470.1 kJ/mol

EQ70
418.0 kJ/mol

TS3077
460.0 kJ/mol

EQ72
421.3 kJ/mol

TS3162
437.7 kJ/mol

EQ73
421.3 kJ/mol

TS3167
421.6 kJ/mol

EQ75
422.4 kJ/mol

TS3233
430.1 kJ/mol

EQ78
424.0 kJ/mol

TS3373
424.8 kJ/mol

EQ80
424.0 kJ/mol

TS3397
429.3 kJ/mol

EQ85
426.0 kJ/mol

TS3546
426.0 kJ/mol

EQ88
428.3 kJ/mol

TS3569
444.2 kJ/mol

EQ89
430.0 kJ/mol

TS3594
430.0 kJ/mol

EQ90
432.3 kJ/mol

TS3626
440.3 kJ/mol

TS3627
458.2 kJ/mol

EQ91
433.5 kJ/mol

TS3649
433.7 kJ/mol

EQ92
433.6 kJ/mol

TS3658
441.8 kJ/mol

TS3660
459.0 kJ/mol

EQ93
434.3 kJ/mol

EQ95
434.6 kJ/mol

TS3708
434.6 kJ/mol

EQ96
434.6 kJ/mol

TS3740
437.8 kJ/mol

EQ98
435.0 kJ/mol

EQ99
435.8 kJ/mol

TS3799
442.2 kJ/mol

EQ100
436.3 kJ/mol

TS3840
444.3 kJ/mol

EQ101
438.3 kJ/mol

TS3855
446.2 kJ/mol

TS3856
447.3 kJ/mol

TS3857
497.6 kJ/mol

EQ102
440.6 kJ/mol

TS3926
460.3 kJ/mol

EQ103
440.8 kJ/mol

TS3971
447.3 kJ/mol

TS3972
458.3 kJ/mol

EQ104
441.3 kJ/mol

TS3992
446.4 kJ/mol

EQ105
442.1 kJ/mol

EQ106
443.1 kJ/mol

TS4035
448.8 kJ/mol

EQ107
443.1 kJ/mol

TS4063
446.0 kJ/mol

TS4064
449.2 kJ/mol

TS4065
489.6 kJ/mol

TS4069
447.0 kJ/mol

EQ109
445.5 kJ/mol

TS4136
447.5 kJ/mol

EQ110
446.9 kJ/mol

EQ111
449.3 kJ/mol

TS4173
458.1 kJ/mol

EQ113
449.7 kJ/mol

TS4217
458.1 kJ/mol

EQ115
450.9 kJ/mol

TS4257
451.6 kJ/mol

TS4258
451.6 kJ/mol

TS4259
451.4 kJ/mol

EQ116
451.4 kJ/mol

EQ119
452.7 kJ/mol

TS4316
456.8 kJ/mol

EQ122
459.7 kJ/mol

EQ123
459.9 kJ/mol

TS4512
488.6 kJ/mol

TS4513
488.6 kJ/mol

EQ124
461.0 kJ/mol

TS4557
468.4 kJ/mol

TS4567
468.5 kJ/mol

EQ125
461.5 kJ/mol

TS4625
461.9 kJ/mol

EQ126
462.3 kJ/mol

EQ127
462.7 kJ/mol

TS4687
467.9 kJ/mol

EQ129
466.2 kJ/mol

EQ130
466.9 kJ/mol

TS4785
489.9 kJ/mol

TS4786
492.9 kJ/mol

EQ131
468.5 kJ/mol

TS4817
472.6 kJ/mol

EQ132
469.6 kJ/mol

TS4848
476.8 kJ/mol

EQ134
469.9 kJ/mol

TS4885
476.6 kJ/mol

TS4887
480.8 kJ/mol

TS4889
474.6 kJ/mol

TS4890
476.3 kJ/mol

TS4893
478.5 kJ/mol

EQ135
470.8 kJ/mol

TS4923
476.9 kJ/mol

EQ136
470.9 kJ/mol

TS4960
475.8 kJ/mol

EQ137
471.9 kJ/mol

TS4992
499.8 kJ/mol

EQ138
472.0 kJ/mol

EQ139
473.6 kJ/mol

EQ140
474.0 kJ/mol

TS5066
477.6 kJ/mol

EQ141
475.7 kJ/mol

TS5101
483.5 kJ/mol

EQ142
476.9 kJ/mol

TS5122
481.0 kJ/mol

EQ143
477.1 kJ/mol

EQ144
477.4 kJ/mol

TS5179
482.2 kJ/mol

EQ146
478.3 kJ/mol

TS5218
483.9 kJ/mol

EQ147
480.6 kJ/mol

EQ149
483.2 kJ/mol

TS5295
484.1 kJ/mol

EQ151
484.1 kJ/mol

EQ152
484.9 kJ/mol

TS5314
488.6 kJ/mol

EQ154
486.0 kJ/mol

EQ156
486.5 kJ/mol

TS5376
494.2 kJ/mol

EQ157
487.4 kJ/mol

TS5404
487.7 kJ/mol

TS5405
487.6 kJ/mol

EQ158
487.6 kJ/mol

EQ159
487.6 kJ/mol

TS5419
492.1 kJ/mol

EQ160
487.6 kJ/mol

TS5420
494.6 kJ/mol

EQ161
488.6 kJ/mol

EQ162
489.3 kJ/mol

TS5453
494.5 kJ/mol

EQ164
490.8 kJ/mol

EQ165
491.0 kJ/mol

TS5515
494.8 kJ/mol

EQ168
494.1 kJ/mol

TS5555
494.2 kJ/mol

EQ169
494.1 kJ/mol

TS5561
494.2 kJ/mol

EQ174
495.5 kJ/mol

TS5652
496.5 kJ/mol

EQ175
495.6 kJ/mol

TS5670
496.3 kJ/mol

EQ177
498.8 kJ/mol

TS5713
498.9 kJ/mol


