Supporting Information

SFCscore™F: A Random-Forest-Based Scoring Function for Improved Affinity

Table S1

PDB IDs of the 1005 complexes used for training SFCscore™"
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1ct8
1dfo
le6s
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1fv0
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1hmr
1hvl
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lhvr
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1kel
112
1lyb
1m83
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1d2e
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lhwr
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ljwt
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1b5h
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1d3d
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laj7
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1lcgl
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112
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1a9m
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1b38
1b6h
1bnqg
1bzh
1c5x
1ch8
1d41
1drj
lejn
1fO0u
1fkF
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1ghz
1grp
1h6h
1lhps
1i00
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1jfh
1k1j
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Imlb
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1b3f
1b6k
1lbnt
1bzj
1c5y
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1d4p
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1h9z
1lhpv
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1116
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1b74
1bnu
1bzy
1c5z
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1d4y
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leld
1f2p
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1gi4
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1lhbv
1hpx
1i80
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1ymF
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Im2r
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1b3h
1b8n
1lbnv
1clr
1c70
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1d5r
1dzk
lele
1f3e
1fkw
1g32
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liol
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1c83
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lelr
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1985
1gi7
1gvx
1hi3
1lhsh
1i9m
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1kly
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11Kl
1m48
Imfd
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lapb
1b40
1bai
1bp0
1clv
1c84
lcnw
1d6w
le2l
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157
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1gi8
1gwv
1hi5
1lhvh
1i9n
1j01
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1183
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1m4dh
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1mh5
Imu6
Infx
Inwl
lo2z
loba
lonz
1pdz
1px4
lgan
1gf2
1rOx
irle
1sh9
1swr
1tnh
luho
luwf
1v2u
1w3j
lwcq
1xbb
ly2f
1ykp
1zog
2aj8
2bal
2clp
2cf9
2f2h
2fzg
2h4n
2iuz
2qwe
3pcn
Syas

Imhw
Imu8
1nhO
1nz7
1030
lobx
lork
1pfu
1pxn
lgaw
1gft
1rilh
1ro6
1siv
1szd
1ltni
1uj5
1ux7
1v2w
1w3l
lwdn
1xbo
1ly2g
lyqaj
1zoh
2am4
2bfq
2c3j
2cht
2134
2fzk
2hba
2ivu
2qwf
3tlh
6abp

Imj7
Imue
1njc
1o0f
1033
locq
1los0

1pgp
1pyn
1gbl
1ghc
1rlj
1ro7
1sld
1t31
1tnj
1uj6
luxa
1vj9
1w4do
1we2
1xdO
1y3g
lyqy
1zp8
2amt
2bfr
2c3l
2csn
2135
2fzz
2h6q
2izl
2sim
456¢
6cpa

imjj
1nim
1njd
1o0m
1036
lod8
los5
1pkx
1pzi
1gb6
1qgio0
1rdw
1rp7
1sle
1t32
1tnk
lulg
luxb
lvja
1w4dp
lwei
IxFf
1y3n
lyvm
1zpa
2ans
2bjm
2c4v
2d1ln
2f6t
2g00
2hb3
2§47
2tmn
4erl
6fiv

Immp
1nlt
injj
10o0n
1038
lodj
loss
1pme
1pzo
1gb9
1qgin
1r6n
1rpj
1sin
1t4v
1tnl
Tumw
1uz8
1lvjc
1w4q
lwht
1xgi
1y3p
1z1h
1zsT
2aoc
2bmk
2c80
2dri
2f70
2gh7
2hTf8
2j75
2toh
4fiv
6tim

1mmqg
1n3i
Injs
1000
lo3d
lody
lowd
1pot
1pzp
1gbn
1qiw
1rol
1rqgl
1sgn
1t5F
1tom
luou
1vOk
1vjd
1wsSv
Iwkm
1xh9
1ly6r
1z1r
1zsr
2aod
2bmz
2c97
2dua
2f7p
2910
2hh5
2§79
2tpi
4rsk
7abp

Immr
1n46
1nl9
lo2g
1lo3h
1loe8
lowe
1ppc
191g
1gbo
1gji
1rbo
1rzx
1sqo
1t7d
1tq4d
lupf
1vil
1vij
1wSw
1wml
1xhy
lyc4
1z3v
2201
2aoe
2bo4
2ca8
2dw7
2181
2gst
2hsl
2j7b
2ypi
4std
7hvp

1moq
1n4h
1nm6
1lo2h
1lo3i
lofz
lowh
1pph
1954
1gbg
1gka
1rbp
1s63
1sqgt
1t7])
1tsl
1ur9
1vim
1vkj
1wSx
lwsl
1xjd
lyda
1z4n
2a31l
2aog
2bpv
2cbu
2er6
218g
2gsu
2hs2
2j7d
3aid
4tmk
7std

1mg5
1n4k
1no6
lo2j
103j
logg
loyq
1ppi
1963
1qgbr
1gkb
1rd4
1sbl
1srg
1ta2
1tuf
lusn
1v2j
1vwl
1wSy
1ws5
1xk5
lydb
1z40
2a4m
2aqu
2bpy
2cbv
2erz
218i
2gv6
2hu6
2)7e
3gst
4tsl
7upj

Imrn
1n51
1nqg7
lo2k
lo3k
logx
loyt
1ppk
1965
1qgbs
1gpb
1rdj
1sbg
1sri
1ta6
1tvo
lutc
1v2k
1vwn
1wy
lwvc
1xk9
lydd
1z6e
2a5b
2arm
2bq7
2cbz
2euk
2fgi
2gv7
2hxm
2j7f
3jdw
5abp
830c

Imrs
1n5r
1ntl
lo2n
lo70
lohr
10z0
1ppl
1966
1gbt
1gsc
1rdl
1sc8
1ssq
ltcw
1ex7
lutj
vzl
1vyf
1w7g
1wvj
1xka
lydr
1z6s
2a5c
2avm
2bqv
2cc7
2eum
2fgu
29vj
2i10g
2j)79g
3kiv
5er2
8abp

Imrx
1ndv
1nvr
lo2q
1o8b
1okl
1p28
1pro
198u
1gbv
1gyl
1lrej
1sdu
1str
1thz
1tys
lutn
1v2q
lvyq
1wsl
1x39
1xpz
lyei
1z9¢g
2ada
2avq
2br6
2ccc
2ewa
2fkf
2g9yi
2i3i
2Jxr
3pcc
5std
9abp

1msm
1nf8
1nvs
lo2s
1lo9d
1loko
1pa9
1pu7
198w
1gca
1qy2
1lrek
1sdv
1sts
1tkb
lucn
1uv6
1v2r
1wOy
1w8m
1x8j
1xq0
lyej
1zdp
2adm
2avs
2bsu
2ces
2ewb
2fqgo
29z1
2180
2mas
3pcf
5tln

1msn
1nfu
1nw4
lo2w
loai
lolx
1pb8
1pu8
1991
1qgf0
1qy5
1rgk
1sgu
1sw2
1tlp
ludt
luvt
1v2s
lwld
1w96
1x8r
1xt8
1lyfz
1zgi
2adu
2avv
2bt9
2cex
2ez7
2fwp
2h4g
2ihq
2o0lb
3pcg
5tmn

Imtr
Infw
1nw7
lo2x
loar
lony
1pbk
1pvn
1995
1gfl
1rOp
1rgl
1sgx
1swg
ltng
lugp
Tuw6
1v2t
lwlg
lwcl
1x8t
1xzx
lyid
1zky
2afw
2b4l
2bza
2cf8
2f1g
2Fxv
2h4k
2iko
2pcp
3pck
5tmp



Table S2

List of files included in the SFCscore_descriptors.zip archive. All files are comma-separated-value (csv) files with a header line. Each data

row corresponds to an individual protein-ligand complex.

File name data | columns description of column no.
rows 1 2 3-68 69 70 71 72

Training_set.csv 1005 71 protein file | ligand file | SFCscore PDB ID exp. pK; cluster --
identifier identifier | descriptors identifier

PDBbind_test_set.csv 195 71 protein file | ligand file | SFCscore PDB ID exp. pK; cluster -
identifier identifier | descriptors identifier

CSAR2010 test_set.csv | 332 72 ligand protein SFCscore PDB ID exp. pK; ligand CSAR set
number filename | descriptors identifier ID

CSAR_chk_set.csv 36 69 ligand protein SFCscore | exp. plCs -- - -
identifier filename | descriptors

CSAR_erk_set.csv 39 69 ligand protein SFCscore exp. pK; -- -- -
identifier filename | descriptors

CSAR_Ipxc_set.csv 8 69 ligand protein SFCscore exp. pKy -- - -
identifier filename | descriptors




