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B3LYP/6-31+G(d) computed energies and zero-point energies (zpe) are given in hartrees. The
standard orientation (xyz) coordinates also are provided.
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m-PyrCO, Radical

E = -436.20263
zpe = 0.089921

H 2.161385 .167749 .000000

C 1.242267 -.411770 .000000

N  -1.159405 -1.876933 .000000
C .000000 .234943 .000000
C  1.258954 -1.802939 .000000
C 036373 -2.484239 .000000

C  -1.168683 -.540964 .000000

C -.078459 1.705644 .000000

H 014271 -3.572187 .000000

H  -2.144985 -.061251 .000000
) 926951 2.475081 .000000
O  -1.158409 2.369268 .000000
H 2.194116 -2.354626 .000000
m-PyrCO,”

E =-436.33858

zpe = 0.090316

2.133723  .175250  .000000
1.220577 -.414157 .000000
-1.183471 -1.860274 .000000
000000 .267450 .000000

1.228077 -1.811612 .000000
004290 -2.485054 .000000
-1.164971 -.514519 .000000
-.058721 1.817183 .000000
-.028344 -3.575673 .000000
-2.126712 -.008458 .000000
1.061247 2.393167 .000000
-1.215066 2.313006 .000000
2.160665 -2.374330 .000000
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1R

E =-664.05062
zpe = 0.130508

ADNTTZOOooOoOITTINNNNNNZOM

1

-000613
000000
008429
001887
001887
005525
005525
003824
003824
007248
007248
-.002252
010743
-002252
010743
-1.076642
472481
472481
-035316

E =-664.21423
zpe = 0.132664

NEZDNTOQOOOXETONNONNONZOT

-0.003165
0.000000
0.009770
0.003834
0.003834
0.007505
0.007505
0.005044
0.005044
0.010668
0.010668

-0.008477
0.018466
-0.008477
0.018466

-1.087240
0.458090
0.458090

-0.045322

2.040428 .000000
955036 .000000
-1.807046  .000000
249236 1.209062
249236 -1.209062
-1.136350 -1.177693
-1.136350 1.177693
936580 2.566583
936580 -2.566583
-1.719290 -2.091916
-1.719290 2.091916
2.190650 2.594227
208023 3.588533
2.190650 -2.594227
208023 -3.588533
-3.619341 .000000
-3.657939  .890632
-3.657939 -.890632
-3.286647 .000000
2.045821 0.000000
0.959997  0.000000
-1.790905  0.000000
0.265406  1.220009
'0.265406 -1.220009
-1.119127 -1.180562
-1.119127  1.180562
0.950365 2.621158
0.950365 -2.621158
-1.690168 -2.102294
-1.690168  2.102294
2.198342  2.598482
0.138582  3.584209
2.198342 -2.598482
0.138582 -3.584209
-3.596335  0.000000
-3.639437  0.891411
-3.639437  -0.891411
-3.260740  0.000000
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2R

E =-664.08781
zpe = 0.132734

TIDTOAOOQO I ITNNNNNNZOE

2

-0.725751
0.000000
1.860805
1.373449
-0.430328
0.541622
2.262325
1.886720
-1.898481
0.240257
3.336527
1.154944
3.114386
-2.749756
-2.168727
-3.566717
-4.056746
-3.581493
-4.056746

E = -664.22959
zpe = 0.133053

TIEHTO0O00OC0CTTTONNNNNZOT

-0.713927
0.000000
1.873466
1.363832

-0.421024
0.561128
2.248051
1.887498

-1.868144

0.272813

3.315205

0.994173

3.140029

-2.774293
-2.119305
-3.502344
-4.006954
-3.513251
-4.006954

1.514203
0.706011
-1.402642
0.957766
-0.621925
-1.636083
-0.128525
2.340308
-0.900923
-2.679209
0.042255
3.373335
2.648537
-0.033430
-2.220137
-2.578714
-2.182145
-3.668389
-2.182145

1.544627
0.726713
-1.364396
1.018113
-0.613137
-1.619195
-0.070027
2.479965
-0.925434
-2.667133
0.134222
3.363673
2.595010
-0.110498
-2.271186
-2.638231
-2.249683
-3.730158
-2.249683
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0.000000
0.000000
0.000000
0.000000
0.000000
0.000000
0.000000
0.000000
0.000000
0.000000
0.000000
0.000000
0.000000
0.000000
0.000000
0.892527
0.000000
-0.892527

0.000000
0.000000
0.000000
0.000000
0.000000
0.000000
0.000000
0.000000
0.000000
0.000000
0.000000
0.000000
0.000000
0.000000
0.000000
0.000000
0.890095
0.000000
-0.890095
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3R

E =-475.45798
zpe =0.117898

-1.230227
-.383331
1.704988
947804
-.644523

416138
1.989283
2.808352
-2.130570

219273
3.038486
2.425324
3.206982

-2.157362
3.595595

TOoOomITm TN ZOmX

3

E =-475.55756
zpe = 0.117209

-1.113198
-0.279116
1.674344
1.062270
-0.642840
0.381161
1.989326
2.736419
-2.106367
0.163201
3.068855
2411365
2.975699
-2.999047
-2.213999
3.632921

TOOTNImImTOONNNONZ0OT

-2.993798

2.239144
1.556241
-.303647
1.922172
177571
- 720677
1.034341
-1.286354
-376297
-1.786650
1.309644
-2.258897
-1.354154
512870
-1.624698
-970922

2.248838
1.548621
-0.346889
2.036274
0.190103
-0.745556
1.000822
-1.355695
-0.334875
-1.808094
1.165602
-2.265918
-1.595180
0.544643
-1.593033
-0.968048

010411
002613

-.012683
-.004780
-.001433
-.008105
-.012570

022743
000967
-.010973

-.019408

-.286138
1.038670

021213
-.018174
-.664703

0.068617
0.024252
-0.024129
-0.004653
-0.004593
-0.014728
-0.034533
0.042424
-0.002456
-0.011434
-0.075515
-0.467755
1.085112
0.022489
-0.024434
-0.448841



