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Table. 1 Bond contribtution values Bz (C—N) and
Bz C=0) to total x-bonding cnergy Bz

of acyclic molecules. Parenthesized values are
those for C—N bonds involving a branching

nitrogen atom. For classification of bonds,

see IMig. 1.
Bond B.(bond).” B | Position BJ(C=0)/8
C—N, amide 0.374 Amide 1,992
C—N,out” 0.367(0.360) Terminal 1.992
C—N,int”  0.360(0.352) Internal 1.992

a) Outermost C—N bond. b) Internal C—N bond.
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Classification of bonds and atoms.
Hydrogen atoms or alkyl groups bonded to thr-
minal carbon or nitrogen atoms are not shown.
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IFig. 1



Table. 2 Atomization enthalpies and its components according to epuation(1). B, : 7-bonding
energy, E(Bond) : ¢-bond contribution term, and Egeap:destabillization energy.

A H(exp) —B ¥ E(Bond Eyes
Compound Kool KT ol kJ n(lol“‘ ! BET
CH:NH. 2302.3+0.8 0 2302 0
(CH3),NH 3450.6+1.3 0 3460
(CH;):N 4608.4+1.6 0 4619 11
(CH3):CO 3924.5%1.5 254.9 3671
CH:;CHO 2720.6+1.0 254.9 2465 -1
H.CO 1510.4%0.7 254.9 1258
CH;CONH. 3483.5+1.3 302.8 3181 0
NH.CONH. 3029.0+2.3 349.1 2679 -1
CH;CONHCONH.* 5329 + 3 650.0 4680 1
CH3sCH:CONH; 4656.7+1.5 302.8 4354 0
CHs(CH:.):CONH; 5828.7+2.1 302.8 5528 2
CH,(CH.)sCONH; 6993.7+2.5 302.8 6701 10
CH,(CH.):CONH; 8180.6+3.2 302.8 7875 -3
CH;(CH.)sCONH. 10523.9+4.7 302.8 10222 0
HCON(CH3)- 4589.5+2.4 302.8 4291 4
CH,CONH(CH:):CHs  8160.6+3.4 302.8 7860 2
(CHsCO).NH 5787.9+2.2 604.0 5182 -2
(CHsCO):N(CH:):CHs 10448.8+4.0 604.0 9861 16
(CH,CO)sN 8032.312.9 903.2 7146 17
¥CO—N(CH.) T3 9017.2£3.3 1040.9 7975 -1
¥CO—NHR® 5630.0+2.8 1040.9 4497 90
lco-N(cH. 7666.0+3.0 302.8 7382 19

a )Trans—trans conformer. b )Recalculated value. € )Crystalline state.

Table. 3 o-Bond contribution terms. IYor classilication

ol the bonds, sce Ifig. 1 and the text.

Bond E(bond_) Bond E(bond)

kJ mol™* kJ mol™'
c-N 3010 C—N,amide  358.7
N-H 3810 C—N,out 340.5
c-C  347.0° C—N, int 322.2
C—H 379.0 C—0,conj 474.1
C—-0  500.0

* Tentatively assigned.
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