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THE EFFECTS OF T—He™ BETA PECAY ON THE
HYDROGEN BOND IN THLN-- IIf——AN
AB INITIG MO CALCULATION 5TUDY

ZHY ZHIXTAN LI CHENGXIANG WANG DEMIN
(Department of Techiiical Physics, Beijing University)
TONG JTANCHANG
(Computer Cerntre, Beifing University)
ABSTRACT
The effects of f-decay of tritium on the hydrogen bond N---H-F in tritiated ammonia-

hydrogen fluoride sysiem are studied by Ab Initic MO calculation. The charge distrivution

and the direction of charge transfer m the hydrogen bond adduct are discussed.

Key words Cuanturn chemisiry. Ab Initlo culculation, f-decay, Hydrogen bond.



