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PO3PAXYHOK EHTAJBIII COJbBATALII XJOPUA- TA BPOMIJI-
IOHIB Y METAHOJII METOJIAMHY KOMIT FIOTEPHOI XIMIi

Po3paxoBaHO eHTayblii YTBOPEHHS MOJEKYISIPHUX Ta 10H-MOJEKYJISIPHUX
kinactepiB ckinany (MeOH), ta (MeOH),-Hal™ (n=1+10) meroau KBaHTOBOI
mexaHiku (B3LYP y 6a3uci 6-31G**) ta kiacuunoi MojekyaspHOT quHaMiku. Lle
JI03BOJISIE OL[IHUTH €HTANIBIIIIO MPOLIECY 10HHOT COIbBATAILLIi.
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PACUET DHTAJIBIIMU COJIBBATAIIUUX XJIOPUIA- U BPOMMU/I-
HMOHOB B METAHOJIE METOJAMHA KOMIBIOTEPHOI XUMUHU

Paccuntansl »HTambNUU 00pa30BaHUS MOJEKYISAPHBIX W HOH-MOJEKYISIPHBIX
kinactepoB cocraBa (MeOH), u (MeOH),-Hal" (n=1+10) meromamu KBaHTOBOM
mexanuku (B3LY P, 6a3uc 6-31G**) u knaccuueckoid MOJICKYJISIPHON JUHAMUKU U
OLICHEH HTAJBIHUIO MPOoIlecca HOHHOM COJIbBATALIMH.
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CALCULATION OF SOLVATION ENTHALPY FOR CHLORIDE- AND
BROMIDE-IONS IN METHANOL USING COMPUTER CHEMISTRY
METHODS

The formation entalpies for methanol clusters (MeOH), and (MeOH),-Hal
(n=1+10) has been calculated using ab initio method (B3LY P in basis 6-31G**)
and classical molecular dynamics. The results allow to estimate enthalpy
contribution to ion solvation process.
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