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SUPPLEMENTARY MATERIAL

Comparison between QM (AM1) and QM/MM Mulliken charges.

s1

Comparison between AM1, LSCF, HQ and QQ values of the Mulliken charges for the two

positions of the boundary for the propanol with a sodium ion (position 4).

AM1 LSCF  LSCF HQ HQ QQ QQ
- Cutl Cut2 Cut 1 Cut 2 Cut1 Cut 2
Link atom ' 0.07 0.37
C? -0.16 021 - -0.21 -0.50
g 0.07 0.08 0.06 0.06
H* 0.07 0.08 0.06 - 0.06
Link atom 0.06 0.33
C? -0.01 -0.07 0.01 -0.06 -0.01 -0.32 0.01
H* 0.07 0.09 0.07 0.06 0.07 0.06 0.06
H>* 0.07 0.09 0.07 0.06 0.07 0.06 0.06
o) 034  -0.34 -0.33 -0.34 -0.34 -0.33 -0.34

H 0.22 023 0.22 0.22 0.22 0.21 0.21
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S2
Comparison between AM1, LSCF, HQ and QQ values of the Mulliken charges for the two

positions of the boundary for the acid form of propanol with a sodium ion (position 4).

AM1 LSCF  LSCF HQ HQ QQ QQ
_ - cutl cut2 cut 1 cut 2 cut 1 cut 2
Link atom 0.15 0.43
c? -0.18 -0.16 -0.24 -0.51
H*! 0.10 0.11 0.09 0.09
H* 0.06 0.11 0.09 0.09
Link atom 0.15 040
c -0.07 -0.04 -0.06 -0.12 -0.07 -0.37 -0.05
H* 0.16 0.19 0.17 0.16 0.17 0.16 0.16
H? 0.16 0.19 0.17 0.16 0.17 0.16 0.16
o) -0.09 -0.10 -0.08 0.09 -0.09 -0.07 -0.09
H 0.36 0.38 0.37 0.36 0.36 0.36 0.36

H 0.36 0.38 0.37 0.36 036 0.36 0.36
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S7

Cartesian coordinates of the structure used for propanol and the acidic and basic form.

Propanol

C 0.76436 -0.00995 0.00000
g 1.13190 -1.05292 0.00000
H!2 1.19298 0.48455 -0.89199
15 L 1.19298 0.48455 0.89199
C? -0.76981 0.03885 0.00000
B2 -1.16576 -0.50297 0.88085
H*?  -1.16576 -0.50297 -0.88085
LA -0.92000 0.45000 0.00000
c’ -1.30185 1.47317 0.00000
B 093811 2.02548 0.88922
H?  -0.93811 2.02548 -0.88922
0 2272450 1.42735 0.00000
H -3.05000 1.89000 0.82000
H*  -3.05000 1.89000 -0.82000

Na' 350000 0.00000 0.00000
Na> 550000 0.00000 0.00000
Na®  0.0000 5.00000 0.00000
Na'  0.00000 -4.00000 0.00000
Na’  -4.00000 4.92000 0.00000
Na®  -5.97550 3.48400 0.00000




