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Force-matching results for bonded force in BAR-PH

Followings are force-matching results for bonded force in BAR-PH which refers to interactions between
CG - site, and CG — site,1, namely P(n) and P(n + 1). For each pair - top and middle panels show the
positions in the CG model (top and side view); force-matching results are shown in the lower left panel, in
which the output bin is of 0.02nm; Radial distribution functions of the pair are shown in the lower right
panel with the same output bin with the FM results.
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Figure 1. Force-matching results of P1 and P2 with positions in CG model and RDF for both symmet-
rical and unsymmetrical models.
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Figure 2. Force-matching results of P2+P3with positions in CG model and RDF.
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Figure 3. Force-matching results of P3+P4with positions in CG model and RDF.
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Figure 4. Force-matching results of P4+PSwith positions in CG model and RDF.
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Figure 5. Force-matching results of P5+P6with positions in CG model and RDF.
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Figure 6. Force-matching results of P6+P7with positions in CG model and RDF.
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Figure 7. Force-matching results of P7+P8with positions in CG model and RDF.
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Figure 8. Force-matching results of P8+P9with positions in CG model and RDF.



Kevin June 3, 2014

RI0 %

y
o N
) 3 P10 3
Y @’ 89 - o’
9 9 Q9
) 3 9
0. g
9
x10° P9+P10+bon P9+P10+rdf
25 T T 10 T
""" om" s A%
2 P
8- ! ‘Il‘f'.
150 7L ".
z 1 e "s'
c o~
T s H
8 (=]
LE 05} s
0 3
ok
05k 5
s \
1 3.‘2 3.‘25 3‘3 3%‘,5 3.‘4 345 :?.15 3.2 3.‘25 3‘3 3;; 3.4 3.45
Distance(nm) Distance(nm)

Figure 9. Force-matching results of P9+P10with positions in CG model and RDF.
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Figure 10. Force-matching results of P10+P11with positions in CG model and RDF.
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Figure 11. Force-matching results of P11+P12with positions in CG model and RDF.
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Figure 12. Force-matching results of P12+P13with positions in CG model and RDF.
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Figure 13. Force-matching results of P13+P14with positions in CG model and RDF.
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Figure 14. Force-matching results of P14+P15with positions in CG model and RDF.
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Figure 15. Force-matching results of P15+P16with positions in CG model and RDF.
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Figure 16. Force-matching results of P16+P17with positions in CG model and RDF.
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Figure 17. Force-matching results of P17+P18with positions in CG model and RDF.
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Figure 18. Force-matching results of P18+P19with positions in CG model and RDF.
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Figure 19. Force-matching results of P19+P20with positions in CG model and RDF.
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Figure 20. Force-matching results of P20+P21with positions in CG model and RDF.

20



Kevin June 3, 2014

y
o
y
4. P22+ '@ )
9 )
) 89 o’
9 9 9 Q9
y J
0. g
9
x10" P21+P22+bon P21+P22+rdf
05 T T 25 T
——unsym
_____ o
o—\'\,l """"
| 2k
05
2 Ll 15+
5 S
S 15+ @
L r
ol
05+~
250 A
\“
3 . \ , . . . . o -~ . P
15 1.55 16 1.65 17 175 18 1.85 1.45 15 1.55 16 1.65 17 175 18 1.85
Distance(nm) Distance(nm)

Figure 21. Force-matching results of P21+P22with positions in CG model and RDF.
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Figure 22. Force-matching results of P22+P23with positions in CG model and RDF.

22



Kevin

x10° P23+P24+bon
T T

uns
..... sym

Force(nN)

28 2.235 2‘9
Distance(nm)

9 9

Q0 @ v’
o W
9

P23+P24+rdf

June 3, 2014

28
Distance(n

2.‘85
m)

29

Figure 23. Force-matching results of P23+P24with positions in CG model and RDF.
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Figure 24. Force-matching results of P24+P25with positions in CG model and RDF.
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Figure 25. Force-matching results of P25+P26with positions in CG model and RDF.
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Figure 26. Force-matching results of P26+P27with positions in CG model and RDF.
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Figure 27. Force-matching results of P27+P28with positions in CG model and RDF.
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Figure 28. Force-matching results of P28+P29with positions in CG model and RDF.
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Figure 29. Force-matching results of P29+P30with positions in CG model and RDF.
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Figure 30. Force-matching results of P30+P31with positions in CG model and RDF.
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Figure 31. Force-matching results of P31+P32with positions in CG model and RDF.
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Figure 32. Force-matching results of P32+P33with positions in CG model and RDF.
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Figure 33. Force-matching results of P33+P34with positions in CG model and RDF.
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Figure 34. Force-matching results of P34+P35with positions in CG model and RDF.
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Figure 35. Force-matching results of P35+P36with positions in CG model and RDF.
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Figure 36. Force-matching results of P36+P37with positions in CG model and RDF.

36



Kevin June 3, 2014

9
@\;y P -
9 y’ P58/
o @
? ) W oe
0 Sa
o ol B

y
o
y
2.8 4
9 ) (] 9
= v (= 9
Y @’ 89 - o’
9 9 ) Q9
» P P33
)LJ
9 ¥ 9
9
x10' P37+P38+bon P37+P38+rdf
12 T T T 035 T T
——unsym
_____ o L
101 03 1
'
8 0.25-
z
6 02+
3 S
5 . @ 015
[T
2F 01k
0- 005~
%.4 0. A‘t5 0.‘5 0.‘55 0‘6 0.‘65 0.‘7 0.75 %.4 0.45 0.5 = 0.‘55 0‘6 ‘0.55 07 0.75
Distance(nm) Distance(nm)

Figure 37. Force-matching results of P37+P38with positions in CG model and RDF.
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Figure 38. Force-matching results of P38+P39with positions in CG model and RDF.
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Figure 39. Force-matching results of P39+P40with positions in CG model and RDF.
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