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(Å)

( , MP2/6-31G*)

1 2 3 4

N—C2 1,373 1,378 1,374 1,376

C2—C3 1,383 1,394 1,395 1,399

C3—C4 1,418 1,412 1,408 1,406

C4—C5 1,383 1,385 1,392 1,393

C5—N 1,373 1,371 1,364 1,364

C2—X1* – 1,449 1,387 1,376

X1—X2 – 1,346 1,285 1,294

X1, X2 –  (X=C)  (X=N).
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(MP2/6-311++G**//MP2/6-31G*)
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1 –33,8 –30,6 –23,5 –20,3
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4 –31,9 –29,3 –20,4 –19,5

.
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C—N 2 -

 H3C—CH=CH2 (1,499 Å)  H3C—N=NH (1,466 Å).

2—N 4  0,09 Å
.
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(Å) ( )

( , MP2/6-31G*)

1 2 3 4

N—C2 1,370 (–0,003) 1,382 (+0,004) 1,382 (+0,008) 1,388 (+0,012)

C2—C3 1,402 (+0,019) 1,414 (+0,020) 1,422 (+0,027) 1,432 (+0,033)

C3—C4 1,416 (–0,002) 1,405 (–0,007) 1,396 (–0,012) 1,387 (–0,019)

C4—C5 1,402 (+0,019) 1,409 (+0,024) 1,418 (+0,026) 1,427 (+0,034)

C5—N 1,370 (–0,003) 1,359 (–0,012) 1,350 (–0,014) 1,343 (–0,021)

C2—X1* – 1,444 (–0,005) 1,377 (–0,010) 1,355 (–0,021)

X1—X2 – 1,354 (0,008) 1,299 (+0,014) 1,311 (+0,017)

* X1, X2 —  (X=C)  (X=N).
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(HF/6-311++G**, . .)

1 2 3 4 1 2 3 4

N1 –0,062 –0,064 –0,052 –0,050 –0,302 –0,260 –0,221 –0,199

C2 –0,100 –0,086 –0,124 –0,099 –0,204 –0,178 –0,207 –0,173

C3 –0,160 –0,134 –0,091 –0,092 –0,279 –0,224 –0,183 –0,142

C4 –0,160 –0,150 –0,155 –0,154 –0,279 –0,248 –0,239 –0,220

C5 –0,100 –0,073 –0,045 –0,045 –0,204 –0,180 –0,172 –0,144

X6 – –0,069 –0,007 –0,015 – –0,053 –0,027 –0,001

X7 – –0,185 –0,162 –0,092 – –0,312 –0,281 –0,207

H1 0,157 0,163 0,179 0,180 – – – –

H2 0,109 – – – 0,064 – – –

H3 0,104 0,104 0,111 0,111 0,070 0,083 0,092 0,100

H4 0,104 0,102 0,103 0,104 0,070 0,074 0,076 0,081

H5 0,109 0,113 0,116 0,116 0,064 0,069 0,072 0,078

H6 – 0,105 – – – 0,092 – –

H71 (Ph) – 0,091 0,126 0,034 – 0,066 0,090 –0,173

H72 – 0,082 – – – 0,071 – –

0,000 –0,024 0,043 0,072 –1,000 –0,864 –0,781 –0,619

– 0,024 –0,043 –0,072 – –0,136 –0,219 –0,381
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