Diazeniumdiolate and (fragments)

Scale factor

B3LYP/6-31+G** results

Molecule

file name (R=)
B3LYP/6-31+G** (E)
ZPE

Thermal Corr to H

H (unscaled)
Thermal Corr to G

G (unscaled)

Scaled ZPE

H(298), after scaling
E+scaled ZPE

H(OK)

G(298), after scaling

PCM, water, E(BW)

DZ
NA

0.9806

DZ(-)

anion
-315.81172
0.041343
0.047238
-315.764483
0.013551
-315.798169
0.040540946
-315.7652851
-315.8125221
-315.770378
-315.7989711

Diazeniumdioate
Nitrosamine

Dz.
radical

-315.738558
0.040819
0.047066
-315.691492
0.012187
-315.726372
0.040027111
-315.6922839
-315.7393499
-315.697739
-315.7271639

NA
neutral
-185.864303

0.032558
0.037132
-185.827172
0.008217
-185.856087
0.031926375
-185.8278036
-185.8649346
-185.83174
-185.8567186

NA(-).

radical anion
-185.861131
0.02967
0.03455
-185.826581
0.004038
-185.857093
0.029094402
-185.8271566
-185.8617066
-185.831461
-185.8576686

-185.981179

NH2.
radical

-55.885447
0.01897
0.022751
-55.862696
0.000646
-55.884801
0.018601982
-55.86306402
-55.88581502
-55.866477
-55.88516902

-55.893738

NH2(-)

anion
-55.909251
0.018567
0.022349
-55.886902
0.000892
-55.90836
0.0182068
-55.8872622
-55.9096112
-55.890685
-55.9087202

-56.0526903

NO-

anion(S)
-129.863351
0.003325
0.006635
-129.856716
-0.016178
-129.879529
0.003260495
-129.8567805
-129.8634155
-129.860027
-129.8795935

-129.983119



NO.

radical
-129.895477
0.00451
0.007815
-129.887662
-0.015494
-129.910971
0.004422506
-129.8877495
-129.8955645
-129.890967
-129.9110585

-129.893274

NO-(Triplet)

anion(T)
-129.910826
0.003246
0.006557
-129.904269
0.006557
-129.928144
0.003183028
-129.904332
-129.910889
-129.905213
-129.928207

-130.029305



