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MP2 geometry of imidazole

MP2/VTZ ENERGY=-225.77625270
C 0.6276556702 -0.9906757562 0.0000000000
N -0.7446199252 -0.9922315319 0.0000000000
C -1.0886209374 0.2837489026 0.0000000000
N 0.0034899157 1.0968081436 0.0000000000
C 1.1160421810 0.2961704044 0.0000000000
H -2.0937939979 0.6676066298 0.0000000000
H -0.0041475316 2.1018374677 0.0000000000
H 2.1131087511 0.6963468682 0.0000000000
H 1.1913258741 -1.9068711282 0.0000000000

MP2 geometry of 2-nitroimidazole

MP2/VTZ ENERGY=-429.99079192
C 1.1495965581 0.2923270228 0.0525798549
C 0.6510681417 -0.9949251256 -0.0356569248
N -0.7114442985 -0.9907948905 -0.1481639775
C -1.0198636759 0.2886434699 -0.1278731008
N 0.0520985048 1.1044904026 -0.0097103715
N -2.3362894136 0.8607993674 -0.2153358714
H -0.0019850052 2.1104114959 0.0244893917
H 2.1469322378 0.6802770720 0.1511726539
H 1.20667365406 -1.9159428178 -0.0207421709
0 -2.3816041437 2.0954322319 -0.1732933885
0 -3.2903045604 0.1018857714 -0.3204950950

MP2 geometry of 4-nitroimidazole

MP2/VTZ ENERGY=-429.99129456
C 1.1300154843 0.2878354547 0.0562114534
C 0.5888329181 -0.9496134371 -0.2126401760
N -0.7623782681 -0.9291051948 -0.2948866307
C -1.0739621748 0.3367684858 -0.0746160671
N 0.0347728392 1.1000859510 0.1411406514
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MP2 geometry of 1-methyl-4-nitroimidazole

MP2/VTZ

TImomoozZITO@mZ20200

ENERGY=-469.20988603
.0053751239
.5437529781
.8051248435
.1887493611
.1340922171
.2079164588
.2081020948
.9951225173
.3854853023
.5993475091
.8455249047
.2788943091
.2672305988
.2543358511
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MP2 geometry of 1-methyl-5-nitroimidazole

MP2/VTZ

TImomoom=z2OTmZ20200

ENERGY=-469.20752236
.9316098962
.5247132317
.8324415506
.2299216307
.1957669310
.2511799886
.3400054931
.2569204515
.1522071543
.3903188635
.1715173352
.1561751250
.0925822873
.4043163340
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. 7434492243
.0891430282
.6223421493
.1607393353
.0422170259
.1978069188

.3251193371
.9235938967
.0071531324
.2052899262
.0398846220
.5320525364
.4274793634
.7293514112
.0411599077
.8314032638
.0979259929
.5572864248
.0666704973
.7033371651

.3119234837
.9653796136
.0314803723
.1847063430
.0475644750
.5030967007
.4418958553
.8331529702
.8005999107
.0179095607
.0528009771
.6196764163
.09232595061
.6363007617
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.0614253023
.3277851806
.1855688138
.3932582122
.2940291881
.6280645572

.1715189994
.1902585480
.1859097755
.1845953065
.4102203317
.3043800633
.8268409649
.2707826349
.5450448059
.5102326444
.8501692090
.7895943639
.0876262253
.9162737475

.1542582996
.1830635355
.1505534015
.2000982001
.3990843223
.3260173221
.7920564374
.2480906446
.4367045903
.5659689839
.0000221670
.7397809953
.0399385466
.8860269698



