CHAPTER IV
DETAIL OF CALCULATIONS

Investigated Systems

Four different mixture s of v w droxylamine containing 4.5, 25.0, 50.0

ered. The corresponding numbers of

21t sl 3 07 have DY ‘Q\\\ \

71+129 and 125+75. In all cases,
ading to the concentration of LiCl
pure mixtures (10), based on

experimental data, was assiiméd/ito be maintai ed also for these low salt concentrations.

Interaction Potential Fu

In order t§ " ibe-mteractions of aif-speciesitir the LiCl/H,0/NH,OH system, a
total of 10 potentxal @cﬁo 0b ain%from the following sources, have
to be employed :
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5. NH,OH -NH,0H (26)
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6. NH,OH - H,0 (27)
7.Li'-H,0 (24)

8. CI'- H,0 (24)

9. Li" - NH,OH (28)
10. CI' - NH,0H (29)

All of these functi -

where necessary, but
contain 3-body or re: 1 n his simplified approach to the
interactions in the soluti accepted, have been discussed in the references given

above (24-29) and ¢ valid alsg for the simulations presented in this work.

The basic J X '€ result from the densities (1.00,
1.053, 1.109, 1.166 jn ) 2 9. 2% and 19.936 A, respectively A
cut-off of half of these box.lengths was applied for the evaluation of exponential tetms and

¢ tems witf| 4 o e sagole b it e oundry

conditions using the ‘minimal image €or:vention (36) and long-ran §[orces were taken into

cmd&tﬁﬂ b} @l shrnktlon d)./ el Mbtibpals albéihi) 22) was applid,

keeping the acceptance ratio at a value of 1/3 by continuous adaptation of shift and turn

parameters.
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Equilibration needed 4 to 9 million configurations, a further million
configurations was used for investigation the results. The total amount of computation
time for one simulation thus ranked between 200 and 400 hours on the IBM RISC
6000/530 workstation of the Austrian-Thai Centre for Computer-Assisted Chemical
Education and Research Chulalongkorn University. All simulations were performed with
the program MC92 (31). |

Evaluation of t
(RDF) and their integ

on_ as through radial distribution functions
/ \\ \\-. ber distributions obtained through a
more detailed anal | \\*‘* ies interaction energies of each

simulation run.
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