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Table S.1
Include file for topology (itp file) of PEGML and the calculated atomic charges by using AM1-BCC.
Atomic numbering is given in Figure S.1.

[ moleculetype ]

; Name nrexcl
PEGML 3

[ atoms ]

;  nr type resnr residue atom cgnr charge mass
1 opls 490 1 ML Cl 1 -0.0141079
2 opls 182 1 ML C2 2 -0.0213862
3 opls 180 1 ML o1 2 -0.2826303
4 opls 465 1 ML C3 3 0.3040785
5 opls 136 1 ML Cc4 4 -0.1545249
6 opls 136 1 ML C5 5 -0.1549852
7 opls 136 1 ML Co6 6 -0.1592751
8 opls 136 1 ML C7 7 -0.1567743
9 opls 136 1 ML C8 8 -0.1579672

10 opls 136 1 ML C9 9 -0.1574738
11 opls 136 1 ML C10 10 -0.1576485
12 opls 136 1 ML Cl1 11 -0.1576251
13 opls 136 1 ML Cl2 12 -0.1579151
14 opls 136 1 ML C13 13 -0.1586728
15 opls 135 1 ML Cl4 14 -0.2105497
16 opls 466 1 ML 02 3 -0.3536118
17 opls 467 1 ML 03 3 -0.2813521
18 opls 182 1 ML C15 15 -0.0205762
19 opls 182 1 ML Clo 16 -0.0207722
20 opls 180 1 ML 04 16 -0.2866073
21 opls 182 1 ML Cc17 17 -0.0207861
22 opls 182 1 ML C18 18 -0.0203461
23 opls 180 1 ML 05 18 -0.2861399
24 opls 182 1 ML C19 19 -0.0204555
25 opls 182 1 ML Cc20 20 -0.0203821
26 opls 180 1 ML 06 20 -0.2877822
27 opls 182 1 ML Cc21 21 -0.0207379
28 opls 157 1 ML C22 22 -0.0229443
29 opls 154 1 ML Q7 22 -0.3297824
30 opls 469 1 ML H1 1 0.1055632
31 opls 469 1 ML H2 1 0.1053012
32 opls 185 1 ML H3 2 0.0803985
33 opls 185 1 ML H4 2 0.0805453
34 opls 140 1 ML H5 4 0.12000091
35 opls 140 1 ML H6 4 0.1199183
36 opls 140 1 ML H7 5 0.0953492
37 opls 140 1 ML H8 5 0.0948379
38 opls 140 1 ML HO9 6 0.0801070
39 opls 140 1 ML H10 6 0.0800527
40 opls 140 1 ML H11 7 0.0812427
41 opls 140 1 ML H12 7 0.0812498
42 opls 140 1 ML H13 8 0.0793930
43 opls 140 1 ML H14 8 0.0793732
44 opls 140 1 ML H15 9 0.0793988
45 opls 140 1 ML H16 9 0.0794083
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[ dihedrals ]
; oai aj ak al funct phO cp mult

17 1 2 3 3
30 1 2 3 3
31 1 2 3 3
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[ dihedrals ]
#define improper O C X Y

[ pairs ]

;ai aj funct
3 17 1
3 30 1
3 31 1
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32 30 1
32 31 1
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Table S.2
The calculated atomic charges of PEGML by using RESP.

[ moleculetype

’

; Name nrexcl
PEGML 3
atoms ]
nr type

1 opls 490 1
2 opls 182 1
3 opls 180 1
4 opls 465 1
5 opls 136 1
6 opls 136 1
7 opls 136 1
8 opls 136 1
9 opls 136 1
10 opls 136 1
11 opls 136 1
12 opls 136 1
13 opls 136 1
14 opls 136 1
15 opls 135 1
16 opls 466 1
17 opls 467 1
18 opls 182 1
19 opls 182 1
20 opls 180 1
21 opls 182 1
22 opls 182 1
23 opls 180 1
24 opls 182 1
25 opls 182 1
26 opls 180 1
27 opls 182 1
28 opls 157 1
29 opls 154 1
30 opls 469 1
31 opls 469 1
32 opls 185 1
33 opls 185 1
34 opls 140 1
35 opls 140 1
36 opls 140 1
37 opls 140 1
38 opls 140 1
39 opls 140 1
40 opls_ 140 1
41 opls 140 1
42 opls 140 1
43 opls 140 1
44 opls 140 1
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Fig. A.1 PEGML molecule with its atomic numbering. The hydrogen atoms, including the polar hydrogen, were depicted by white color, carbon
atoms by blue, and oxygen atoms by red.
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