Unanga
m'sa‘haaawai’m%ﬂmaqaiugoﬁﬂunamam‘maue'fuua:namamﬂmaqmﬁwﬁwﬁ‘u
1ﬁgnﬁ1u1ﬂ5:qnﬁtﬁaﬁnmfmaas"wnaanfuua:wai’mao'laaauﬁaglumuazlummzmu
uauluily Tﬂumﬂﬁﬂ'uaam'séwaaawa'i’ﬂn‘mTuLaqaﬁ'nunamam’mau@i’uua:namamﬂmaqa

v v [ ' { o - “ & P
Rl e L mumaaizuuﬁﬁmwmmymomﬁmrmqﬂﬁa-naaL'J'nmmummaq'laaaumgn

' )
. o

atvnulasnameaimausuluszduuay il ‘lwum:'nmwnmﬁawaﬁ:uugna‘ﬁmuhu‘lﬁ

[ L ¥ L2 -3 & A‘ v & o L. v
Waﬁwnnﬁuuuaummmg Nam'sﬁnmﬂnmummmﬂnmaon’lsﬂ'szqnﬁnamam‘maum

L

Fviumsetuigauifiilanafussiinaiavastoantuvadlasau iagaﬁtﬁmﬁmﬁum‘s
&

Wasnudadlasaiauazwatnvasraaintureslosaufildnnnissiaasdond it sunsoiian

'l'EUi:Tu'ﬁﬂumsﬁmmuuua‘i'maoém%’umiﬁm’mv\muﬂ’aagamomﬂnTma‘fnﬂ



Abstract

TE 166760

High-level ab initioc QM/MM molecular dynamics simulations have been performed to
investigate solvation structure and dynamics of ions in water and in aqueous ammonia
solution. Based on the QM/MM technique, the chemically most relevant region, the solvation
sphere of the ions, is treated by Born-Oppenheimer ab initio quantum mechanics, while the
rest of the systems is described based on classical pairwise additivity. The simulation resuits
indicate the importance of the QM treatment in obtaining the reliable structural arrangements
as well as the correct dynamics properties of the solvated ions. The details of solvate structure
and dynamical changes between solvate configurations revealed by the QM/MM simulations

can prove helpful in developing refined models for the interpretation of spectroscopic data.



