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Absolute energies (hartees), zero point energy corrections (hartrees)
and coordinates for structures 2-4.

transition structure 2

Center Atomic Atomic Coordinates (Angstroms)
Number Number Type X Y Z

1 6 2.473573 1.747430 -0.246910

2 6 - 2.966064 0.842313 0.717275

3 6 3.011782 -0.552368 . 0.592479
4 6 2.449501 -1.394388 -0.372088

5 6 1.442436 -1.191091 -1.340714

6 6 0.430286 -0.244149 -1.438596
7 6 0.023620 0.716083 -0.464442
8 6 -0.101022 0.368305 0.981023

9 6 -1.017787 -0.447191 1.533555
10 6 -2.057931 -1.264039 0.898590
11 6 -3.023676 -0.969375 -0.001847
12 6 -3.447347 0.299231 -0.595181
13 6 -3.220730 1.546934 -0.152499
14 1 2.619592 2.809443 -0.050426
15 1 2.608191 1.470831 -1.295401
16 1 3.335392 1.254778 1.655910
17 1 3.616089 -1.062329 1.343536
18 1 2.882136 -2.396036 -0.392964
19 1 1.442575 -1.934695 -2.139372
20 1 -0.077233 -0.192941 -2.401763
21 1 -0.790587 1.362355 -0.810434
22 1 0.627362 0.821906 1.656705
23 1 -0.919055 -0.621783 2.607544
24 1 -2.059916 -2.295939 1.256696
25 1 -3.626805 -1.817547 -0.326648
26 1 -4.074909 0.186493 -1.480303
27 1 -2.643477 1.746165 0.745054
28 1 -3.639631 2.405659 -0.669750
29 1 1.127663 1.517468 -0.362250

NImag = 1 @ -1268.8681 cm™1
E = -504.849984

Zero-point correction = 0.245340
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transition structure 3

-1.310647 ~ 0.399591 -0.268415
-1.249644 -0.659189 -1.221945
-0.757752 -1.950453 -1.039260
-0.001904 -2.518290 -0.000554 .

6

6

6

6

6 0.754671 -1.952211 1.038622

6 1.248613 -0.661879 1.222071

6 1.311628 0.397317 0.269085

6 1.738556 0.159829 - -1.141755

6 ©2.959415 -0.224934 -1.556031
10 6 4.147971 -0.592457 -0.778291
11 6 4.809172 0.033710 0.222051
12 6 4.632288 1.353873 0.828083
13 6 3.994016 2.425253 0.329203
14 6 -1.737739 0.162163 1.142465
15 6 -2.958390 - -0.223415 1.556601
16 6 -4.146551 -0.592068 0.778815
17 6 -4.807889 - 0.033245 -0.221965
18 6 -4.631486 1.353170 .-0.828705
19 6 -3.994335 2.425289 -0.330003
20 1 -1.731749 1.323968 - -0.679481
21 1 : -1.601825 -0.422957 -2.225942
22 1 -1.011064 -2.648377 -1.838737
23 1 -0.002709 -3.609549 -0.000902
24 1 1.006698 -2.650981 1.837769
25 1 1.600885 -0.426713 2.226287
26 1 1.734271  1.320716 0.680726
27 1 0.983373 0.319663 -1.914042
28 1 3.069578 -0.394850 -2.629693
29 1 4.590966 -1.535543 -1.105952
30 1 5.649597 - -0.521332 0.639439
31 1 5.142823 1.474018 ©1.784601
32 1 3.497717 2.405678 -0.636066
33 1 3.981630 3.367260 .0.870440
34 1 -0.982947 - 0.323150 1.914876
35 1 -3.068649 -0.392960 2.630313
36 1 '-4.589068 -1.535259 1.106815
37 1 -5.647950 -0.522445 -0.639229
38 1 -5.141401 1.472362 -1.785674
39 1 -3.982212 .366988 - -0.871783.

1

1

3
-3.498703 ~ 2.406613 0.635627
0.000771 0.669277 0.000185

NImag = 1 @ -1190.8557 cm™t
"B = -737.0281839

7Zero-point correction = 0.345525
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structure 4

Center Atomic Atomic Coordinates (Angétroms)

Number Number Type X Y . Z

1 6 1.786482 0.364299 1.807793

2 6 1.589851 -0.939558 1.434028

3 6 1.311329 -1.601281"° 0.182502

4 6 0.687937 ~-1.219135 -0.965899

5 6 -0.078101 -0.039629 -1.341020

6 6 -0.978770 - 0.690552 -0.652337

7 6 -1.458075 0.512205 "0.768617

8 6 -1.972492 -0.856208 1.148364

9 6 ~-2.929219 -1.583508 0.541431
10 6 -3.692335 -1.319947 -0.682459
11 6 -4.389215 -0.241913 ~1.112327
12 6 -4.721409 1.024755 -0.461376
13 6 -4.715764 1.316363 0.850207
14 6 1.945909 1.607371 1.100806
15 6 2.348967 1.962129 -0.159355
16 6 2.871188 1.267554 -1.312065
17 6 3.619540" 0.141951 -1.502023
18 6 4.,331755 -0.738125 -0.590938
19 6 4.669903 -0.512128 0.690937
20 1 1.662889 -1.645223 2.264040
21 1 1.664604 -2.633690 0.176375
22 1 0.748229 -1.951932 -1.773413
23 1 0.034702 0.226293 -2.393320
24 1 -1.443936 1.510915 ~1.196524
25 1 -2.257437 1.247037 0.946298
26 1 -1.511828 -1.300705 2.029227
27 1 -3.099357 -2.582922 0.948301
28 1 -3.722708 -2.181889 -1.352897
29 1 -4.814501 -0.335357 -2.111914
30 1 -5.069678 1.798610 -1.146903
31 1 -4.429527 0.587771 1.602357
32 1 -5.034535 2.292475 1.205137
33 1 1.711396 2.465957 1.732662
34 1 2.227728 . 3.028556 -0.359310
35 1 2.645362 1.800689 -2.237193
36 1 3.783275 -0.111265 -2.550088
37 1 4.673376 -1.668065 -1.046639
38 1 5.255323 -1.238603 1.247720
39 1 4.409703 0.405296 1.204335
40 1 -0.639312 0.770070 1.452653
41 1 1.841358 0.501498 2.889787

NImag = 0
E = -737.0577054

Zero-point correction = 0.350450
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