1555 GH4N20O, 2,4(1H,3H)-Pyrimidinedione essentiallyCg
ED, ab initio Uracll

calculations (HF/4-21)
g Aa) 90( dega) O
N—C (average) 1.399(6) C(2)-N(1)-C(6)  123.2(12)
C=0 (average) 1.212(8) N(3)-C(4)-C(5) 115.5(18) NH
C(4)-C(5) 1.462(8) C(4)-C(5)=C(6)  119.7(21) |
C(5)=C(6) 1.343(24) C(5)=C(6)-N(1) 122.1(22) NH™ O
C-H 1.072) N(1)-C(2)=0 123.8(14)
N—H 1.0029 C(5)-C(4)=0 124.3(20)

C(6)-N(1)-H 121.6)
C(4)-N(3)-H 116.1)
C(6)=C(5)-H 122.5)
C(5)=C(6)-H 122.8)

Planar or nearly planar models fit the experimental data.
The nozzle temperature was 201 °C.

3 Estimated total errors.

®) The difference between the N—-C and C=0O distances derived
fromab initio calculations was assumed.

9) Assumed.
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