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Abstract T he activation energy of basic reactions of ocdicarbonyl compounds with N*-Guanine and structure

and electrical properties were computed using AM 1 semiempirical method- T he quantitative struct ure-activity re—

lationship analysis was carried out by multiple regression method and a quantitative equation(Regr- Coef- R=
0.9998) w as introduced which consists of activation energy, LUMO energy, charge on carbonyl carbon and ratio

of weight to surface of molecular. The mutagenic activities calculated by this equation are well accordant with

the experimental results.
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Sx 10-2 yx 10-3 wW/V  W/S S/V Charge Erumo Enowo AELyso Act. E.
/nm? /nm? 0 v /nm~* /nm~2 Vo /nm~! le eV leV /eV_/k]- mol”!

Gly 73.81 48.93 1.141 58.04 1186 78.63 50.87 15.08 0.203 - 0.063 - 10.57 10.51 214.3
MeG 97.36 66.61 1.225 72.06 1082 74.02 58.82 14.62 0.234 - 0.556 - 10.54 9.985 215.1

PhG 174.1 136.5 1.358 148.2 1085 85.10 109.1 12.75 0.282 0.793 - 10.02 9.228 215.1

CyHDO  138.9 106.1 1.282 112.1 1057 80.71 87.49 13.09 0.230 - 0.353 - 10.34 9.985 248.5
DMG 118.1 83.49 1.278 86.09 1031 72.89 67.34 14.15 0.241 0.0836 - 10.43 10.52 237.0

DEG 162.0 117.4 1.398 114.1 972.3 70.44 81.67 13.80 0.236 0.220 - 10.29 10.51 240.9
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ACt. E ELL\IO AEI,U—H() W/V W/S S/V W/O Charge
log(MT) - 0.828 - 0.640 - 0.39%4 0. 895 0. 545 0.328 - 0.267 - 0.140
Act. E. 1 0. 509 0.353 - 0.700 - 0.317 - 0.382 0.224 - 0.107
Erumo 1 0.932 - 0.343 - 0.745 0. 428 - 0.452 - 0.570
AELy410 1 - 0.121 - 0.779 0. 688 - 0.736 - 0.785
W/V 1 0.528 0.443 - 0.397 - 0.357
w/S 1 - 0.527 0. 547 0. 4038
S/'V 1 - 0.973 - 0.767
W/0 1 0. 836
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R F P
1 log(MI)—- 11.69- 0.03830% Act. E. - 1.968x LUM O+ 0.02220x W/V 0.975 12.6 < 0.0745
2 log(MI)= 82.26- 0.1009x Act. E. - 3.825x LU-HO+ 0. 004152x 0.992 16.0 < 0.185
W/ V- 83.87% Charge
3 log(MI)= 16.35- 0.06175% Act.E. - 3.812x LUM O+ 0.009798x
0. 9996 296 < 0.0435
W/ V- 41.60% Charge
4 log(MI)= 30.22- 0.08943%x Act. E. - 3. 541x
0. 9998 543 < 0.032
LUMO+ 0.091848x W/S- 58.75x Charge
4
2
( 4).
4 (MI) [4]
Gly MeG PhG CyHDO DM G DEG
MI 3.7x 100 1.0x 106 1. 1x 103 145 22.8 2.8
log M1 6.57 6. 00 5.04 3.16 1.36 0. 45
6.57 6. 00 5.05 3.16 1.26 0.52
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