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Geometries Optimized at B3LYP-D3BJ/6-311++G(d,p)

Structure: IM1 -2122.571337 Hartree

0 1

Zn 0.646241 -0.547827 -0.123600
C 2.388175 0.347149 -0.338001
C 2.576242 1.599155 0.538504
H 2.499785 0.612542 -1.396212
H 3.180860 -0.380611 -0.128680
H 3.552854 2.070353 0.374638
H 1.813858 2.355670 0.331967
H 2.511017 1.361619 1.605062
C -1.072315 -1.494576 0.099525
C -0.968310 -3.026949 0.209103
H -1.721385 -1.229796 -0.744921
H -1.570645 -1.096071 0.992467
H -1.950456 -3.498915 0.331168
H -0.510052 -3.466641 -0.682113
H -0.357910 -3.3312820 1.064897
N -3.196399 1.604708 0.105349
N -2.090788 1.741300 -0.040541

O -0.920950 1.883401 -0.193591



Structure: TS1
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-2122.509485 Hartree



Structure: IM2 -2122.680996 Hartree

0 1

Zn -0.349686 0.172464 -0.078615
C 1.285075 -2.203562 -0.301448
C 0.187485 -2.997202 0.402772
H 2.260338 -2.495759 0.110318
H 1.298554 -2.472695 -1.368587
H 0.344491 -4.075351 0.294146
H 0.167477 -2.759495 1.470486
H -0.796359 -2.761642 -0.021695
C -1.922307 1.318218 0.023446
C -3.268953 0.575987 0.030804
H -1.874389 2.013155 -0.821299
H -1.818466 1.929008 0.926308
H -4.110477 1.275259 0.093291
H -3.411158 -0.018756 -0.876014
H -3.353229 -0.106592 0.881195
N 1.947305 2.101035 0.123761
N 3.028674 2.270602 0.155948

O 1.158018 -0.807894 -0.152637



Structure: IM3
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-2013.117045 Hartree



Structure: IV4
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-2197.847108 Hartree



Structure: TS2
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Structure: IM5
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-2197.941368 Hartree



Structure: IM6 -2088.376208 Hartree

0 1

Zn 0.000000 -0.634729 0.000001
C -2.749599 0.096076 -0.119588
C -2.371621 1.572281 -0.080173
H -3.635740 -0.070518 0.504565
H -3.021122 -0.187818 -1.146366
H -3.197124 2.201108 -0.428425
H -2.113767 1.875882 0.938184
H -1.509438 1.771641 -0.729161
C 2.749599 0.096076 0.119586
C 2.371621 1.572281 0.080173
H 3.635739 -0.070517 -0.504569
H 3.021124 -0.187820 1.146363
H 3.197125 2.201107 0.428425
H 2.113765 1.875884 -0.938182
H 1.509440 1.771640 0.729164
O -1.735829 -0.759937 0.376608
O 1.735828 -0.759937 -0.376609



Structure: TS3
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Structure: IM7
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Structure: TS4
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Structure: IM8
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Structure: M9
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Structure: TS5
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Structure: IM10
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Structure: TS6
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Structure: IM11
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Structure: P
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