W24l 1994 52 (8): 750-754  ISSN: 0567-7351 CN: 31-1320/06

T TR TG A4 & 40 25 1 A 1) 4 7 B0 T

B 0 DTSR, AT A E

B P TR R

WRIHE BRIHEE WEREMAHEHE #%HY

E HIMINDO/3, MNDORIAM 1=FSCF-M O J5i%, fE &AL 7 1 LI R R 36 Al I, RS- F R T 32
MHRES AW A 3R, 5 SBAE AR L, MNDOVHE 45 Bl KR 22, MINDO/3V A1 5 i 28 A0 S 30 (5 745 & 10T
T TR T MN DO 5 M fili 85 7 2 [A]Van der Waal s HE /R BE IG5, AM LIRSS T Bmis if 45
ANV 2 [ 7R R I 46 M 0 2R (FH 26 R 30410.992), HLfa] (1) - 34 46 0ok 2248 R 44 2548 43 731 A 510,28
Fi-1.01k¥mol .
B A
A 0641

SFEUETE: MNDO filfRlE MINDO-3 AMI

The molecular orbital studies on heats of formation for nitrates
XIAO XUEMING,GONG ZHIDONG,Y U BAIHENG

Abstract The MINDO/3, MNDO and AM1 methods were used to calculate systematically the heats of formation for 32
nitric acid esters at their optimized mol. geometries. Compared to experimental values, the MNDO calculated results are
much larger, and the MINDO/3 cal culated results compare better the observed datain condensed phase. By correcting for
the repulsive van der Waals energy among atoms the errorsin MNDO were compensated and the AM 1 calens. give
satisfactory results: thereis agood linear relationship between AM1 calculated results and observed datain gas phase for
7 of the compounds, the linear correlation coefficient being 0.992. The average absolute difference and the average
difference between the results are 10.28 and -1.01 kJ/mol, resp.
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