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Application of the Data and Graphics of Computational Chemistry
into General Chemistry Teaching

LIN Lirong ", DENG Shunliu, CHEN Xiaolan, KONG Xiangjian
College of Chemistry and Chemical Engineering, Xiamen University, Xiamen 361005, Fujian Province, P. R. China.

Abstract: In view of the fact that there are no physical chemistry and structural chemistry courses in most of the
non-chemistry department, the knowledge of computational chemistry of the college students is very limited. It is
beneficial to quote some simulation research contents of computational chemistry properly in general chemistry
teaching process. This will broaden students’ vision, promote students’ enthusiasm for learning, update the content of
general chemistry teaching, cultivate the thinking ability, and finally improve the quality of teaching.

Key Words: General chemistry; Teaching method; Computational chemistry
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THEACSE R R . TR S AN SR AT B3R R, BEAT BRSO BT SO F S
S FRATT AR R FL IR TR SR TN X S H a5 X e 4 B Rl DUE MR A — A R
A B P U 2 B T 1) Gaussian TR SRR, ARARATT 1 AR TG SR W T A H X A
T18E . VF2 AR FAL 2 R AT B R S Bl 7 A TR, TR T URE RN, A B TR AT
iR L ETT

R LGB0 PR o A R A A A A e 1)

Experimental (298.15 K) Calculated (298.15 K)
Substance
AdHS/(KI-mol™) S5/(3 mol- " K" AHo/(kT-mol-") S5/(3-mol-!" K1)

H, 0 130.7 - 130
N, 0 191.6 - 191.4
F, 0 202.8 - 201.9
CO -110.5 197.7 -117.8 197.3
CO, —393.5 213.8 —404.2 213.6
CHy —74.6 186.4 =77.7 186
HF —273.3 173.8 —276.7 173.5
HCN -131.7 201 -131.7 201.4
NH; -45.9 192.8 —45.1 192.7
PH; 8.4 210.2 8.4 209.8
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R2 BOHENREREHSLRERRM

Molecule pK:XF ch:l ApK,
HCOOH 3.76 3.35 —0.41
CH3;COOH 4.76 4.66 —-0.10
HOOCCOOH 1.25 1.44 0.19
CsHsCOOH 4.19 4.33 0.14
C¢HsNH, 4.61 4.89 0.28
CH;3NH» 10.67 10.52 —-0.15
CsHsOH 9.98 9.85 —-0.13
CH3;0H 15.54 15.79 0.25
CsHsN 5.25 5.23 —-0.02
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