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SUPPORTING INFORMATION 1: Data set of all PDBids

Table S1: PDBIds of the high-resolution data set

1b0b 1b67 1bn6 1bn7 1clk 1cin 1clo 1clp 1clg lelr 1c1t 1¢2h 1¢2i 1c2j 1¢21 1c¢2m 1¢51 1¢5n 1¢5p 1¢5g 1¢5r 1cbs 1¢5t
1c5u 1cdv 1c7k lcru 1d3s 1d5t 1dbf 1dg6 1dgf 1djr 1dvj 1dwr 1dws 1dwt 1dxc 1dyq 1dzk 1e19 ledm 1ebk 1ebs 1e71 1e73
1e85 1e9g leal leaj leao 1eb6 leeq lehd leic leid leie 1ek0 1ek6 lekg lelk 1en2 legm lesb 1es9 leub leuw lewd 1flg
1f1u 141 1fdp 1f8d 1f8e 1f8n 1f9h 1f9i 1f9t 1f9v 1f9z 1fg7 1fim 1fo8 1fo9 1fp2 1fs3 1fw9d 1fx2 1fy2 1g2r 1g2y 1g2z
1239 1g61 1g67 1269 1gbc 1gbs 1g6u 1g7a 1g7b 1g7n 1gip 1g8a 1g8t 1g9% 1ga4 1gd0 1ghz 1gi0 1gil 1gi2 1gi3 1gi4 1gi6
1gj6 1gj7 1gjn 1gk8 1gk9 1gkl 1gm7 1gmu 1gnt 1goi 1gok 1gp0 1gpi 1gpp 1gal 1gqi 1gsb 1gut 1gv9 1gvd 1gvo 1gwm 1gwu
1gx4 1gxm 1gxn 1gyx 1gyy 1gz2 1gz8 1gzt 1h05 1h10 1h11 1h13 1h14 1hin 1h2j 1h32 1h41 1h4a 1h4g 1h50 1h5q 1h61 1h6r
1h91 1h9h 1haz 1hb4 1hbz 1hd2 1hdh 1het 1heu 1hf4 1hf6 1hhc 1hhf 1hhu 1hhy 1hjg 1hkO 1hlg 1hn4 1hg2 1ht6 1hty 1hwi
1hxk 1hyo 1hzc 1hzj 1iOh 1iOv 1i12 1i1j 1iln 1i24 1i2t 1i4f 1i52 1i5g 1i6w 1i71 1i73 1i76 1i86 1i88 1i80 1ie9 1igh
Tijg Tiju 1ijy 1like Tikj 1ikp 1inl 1io0 1iom 1igz 1ir0 Tisp 1itx 1iub Tiua 1iw0 1iwl Tiwx 1iwz 1iyb Tizp 1izr 1j05
1jIm 1j2r 1j2w 1j3f 1j3w 1j77 1j8a 1j8u 1j96 1j97 1j9b 1jbo 1jbz 1jcj 1jcl 1jd0 1jdr 1jf8 1jg1 1jg2 1jg4 1ji7 1jks
1j10 1j1t 1jnd 1jo8 1jr8 1jub 1jw8 1jx6 1jy2 1jz7 1jz8 1jz1 1k38 1k3i 1k31 1kb55 1k6x 1k9z 1kal 1kbO 1kcd 1kdv 1kdy
1kdz 1kfc 1kgd 1kgs 1kjq 1kmt 1koi Tkpu 1kg3 1kap 1kar 1kr7 1ks8 1kuf Tkug 1kui 1kuk T1kvO 1kv7 1kw3 1kw6 Tkwn 1ky3
1kyc 1kyf 1kyp 1kyr 1kys 1kzk 110g 110z 111g 116r 1171 117m 1191 11¢0 11¢3 11¢5 11ju 111f 11lr 1Imi 1In4 1107 1log
1109 1lgp 1lgt 1lqu 11r7 1lri 11s9 11w6 11w9 11xz 11y0 1lyg 1lyv 11zi 11zj 11zI 1m1f 1mlg Imir 1m22 1m2x 1mdi 1mbe
1m6j 1m6k 1m70 1m7g 1m7j 1mb3 1md2 1mgo 1mj5 1mk5 1mkk 1moo 1mpl 1mgo 1muw Imxr 1nOg 1n13 1nl1x 1n3l 1n40 1n45 1n7e
1n70 1n7s 1n8k 1n92 1nab 1ncw 1ney Inf9 1nki 1nko Inlg Inlu 1nn5 Innf Tnnx 1nof 1ng7 1ngj 1nte Intv 1nwa 1nxm 1nyc
1nzi 1nzj 1004 1006 1008 100f 100h 100m 100n 1000 1olh 102i 102n 102p 102q 102r 102u 102v 102w 1o2x 102y 1033 1034
1035 1037 1038 103d 103j 103k 1031 103y 1ody 105x 1o6v 1o7i 107 1o7n 1o7u 1081 1082 1085 108b 108s 108x 1098 109g
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4a9v
4agq

3k2z
3kes
3kkw
3kwu
3163
3lez
3ljg
3lts

3k5j
3kda
3k16
3kwz
3165
313
31ji
3ty
3m2r
3méy
3md7
3mjs
3mre
3mzr
3n79
3ne8
3npk
3nu8
3nyt
3o7i
3ofg
3one
3plg
3pbi
3pb8
3pib
3pob
3pxl|
3q6
3ag]
3gom
3ayz
3rbg
3rfe
3rnj
3ryj
3sb3
3sbb
3sid
3sry
3sx7
3t2x
3t8h
3tg0
3tm8
3tx2
3u98
3uf8
3ur?
3vip
3vfh
3vmx
3vwe
3w28
3wh2
3zi8
3zax

3kbx
3ke7
3kmb
3kyu
3166
315
3ljm
31vh
3m2u
3m6z
3md9
3mjv
3mrg
3n01
3n80
3ned
3nps
3nua
3nzb
3089
3o0g2
3onu
3pin
3p6j
3pb9
3pid
3po8
3pz9
3064
3qggo
3goo
3qzb
3rbt
3rgd
3ro0
3ryv
3sb4
3sbf
3sig
3ss0
3sx8
3t3k
3t8n
3tg2
3tme
3tyi
3udr
3uff
3urc
3v2m
3vf7
3vmy
3vx0
3w29
3wh3
3zij
3zay

4a2v 4a30 4a48 4ab6 4abc
4aan 4aaz 4ab4 4ab9 4aba
4ahw 4aiw 4ak2 4ak8 4alc 4ale 4alf 4alq

3k67 3k6i
3keo 3kev
3knb 3kok
3kyv 3kyw
316b 3184
3Iff 3Ift
3ljo 31k7
31v6 3lve
3m30 3m32
3m73 3m76
3mdg 3mdu
3mkf 3mm1
3mrk 3msg
3n02 3n03
3n8i 3n8l
3neq 3ner
3npv 3ng6
3nuf 3nuj
3nzn 300i
308m 308q
3ogn 3ogr
300x 3oph
3p2u 3p34
3p73 3p74
3pbc 3pbu
3piw 3pka
3pod 3poj
3pzg 3pzm
306r 3q6v
30gz 3gh5
3ap0 3aqpa
3gz!| 3qgzm
3r68 3r69
3rgw 3rhb
3ro8 3rob
3ryy 3ryz
3s5d 3sbe
3sbi 3sbm
3sih 3sii
3ssh 3ssj
3sxa 3sxb
3t3| 3t3t
3t90 3t92
3tga 3tgb
3tnd 3tnl
3tys 3u01
3udw 3ua’
3ufn 3ugc
3urd 3ure
3v38 3v39
3vfa 3vfn
3vn0 3vnb
3vxe 3vxi
3w2j 3w3e
3wh4 3wiw
3ziy 3ziz
3zrx 3zto
4a6h
4abb

3k6m
3kfa
3kon
3kyz
318z
3lg3
3lky
3lvz
3m38
3m77
3mdx
3mm2
3mst
3n08 3n0On
3n8r 3n9%a
3nfk 3ng8
3nq7 3nqg8
3nuo 3nvi
300p 3012
309b 309e
3ogv 3ohe
3006 3oqp
3p3c 3pe
3p7g 3ply
3pbv 3pbw
3pkb 3pkec
3pon 3pot
3pzn 3pzw
306x 3q6y
3ghb 3ghc
3apc 3qax
3gzr 3qzt
3r72 3r87
3rig 3rjb
3rof 3rpc
3rzn 3rzy
3sbf 3s66
3sc7 3sce
3siy 3siz
3ssk 3ssl
3sxe 3sxh
3t42 3t46
3t94 3t9g
3tge 3th9
3tod 3tof
3u0f 3u25
3uab 3uac
3ugd 3ugi
3urk 3urr
3v3w 3v43
3vgi 3vgn
3vny 3vo?2
3vxj 3vyb
3wd0 3wal
3wjz 3wk0
3zji 3zjl
3ztp 3ztv
4abp 4a6q
4abd 4abe

3k6y
3kfg
3kpe
3kzd
319a
3lgf
3111
3wl
3m3a
3m/a
3me7
3mm3
3mu7

3k7g
3kfr
3kagr
310f
3lal
3lgn
3lid
3lwe
3m3g
3m71
3me8
3mmf
3mua
3n0r
3n9¢c
3nhe
3nga
3nvg
3018
309i
3oig
3oay
3p3h
3p80
3pby
3pkd
3poz
3pzz
3q70
3ghp
3ar7
3gzx
3r96
3rj6
3rpd
3s0a
3s69
3scy
3sj3
3sst
3sxx
3t47
3t91
3thj
3tog
3u2u
3uae
3ugl
3us4
3vdb
3vh9
3vog
3vyp
3w43
3wk3
3zjm
3ztz
4abr
4abf
4alr

4ar7 4aru 4as8 4asm 4ate 4att 4aul 4aul 4aum 4avb 4avd 4avs
4ayq 4ayr 4ayu 4az6 4azj 4b0d 4b14 4b15 4bim 4bly 4b2b 4b2c



4b2i
4b9p
4bgc
4bsb
4d8b
4dgd
4dp8
4dwd
4e3h
4eaa
4emn
4euo
4151
4fh4
4frv
4g8d
4ghi
4gpe
4gz¢
4h8z
4hde
4hm6
4htk
4i3b
dici
4ioq
4j45
4jfj
4 jof
4jx9
4kb9
4ks7
41dn
4m20
4n13
4nvn

4b21 4b32 4b33 4b35 4b3b 4b41 4b4d

4bab
4bi6
4bt2
4d8e
4dgz
4dp9
4dwo
4e3k
4eab
4emt
devd
45z
4fh6
4Aftf
4g9%
dgie
4gpq
4gzg
4h90
4hdf
4hm7
4htn
4i3g
4idc
dior
446
4jfk
4jog
4jxc
4ketl
4ktf
4ler
4m2p

4bad 4bal 4bap
4bji 4bkd 4blk
4bt3 4bt7 4bte
4d8i 4d9w 4dat
4dhr 4di9 4dja
4dpb 4dpc 4dg5
4dwr 4dwu 4dxk
4e31 4e3m 4e3n
4ead 4eae 4eb0
4enp 4eo’ 4eod
4evz 4exy 4eyl
460 4166 416]
4fi6 4fi7 4fi8
4fvn 4fvo 4fwb
4g9g 4gai 4gc3
4gjy 4gjz 4gkb
4gal 4gaq 4gar
4h0d 4hla 4h1b
4h91 4h92 4h93
4hdk 4hdp 4hdr
4hmj 4hp0 4hp8
4htq 4hu2 4hu7
4ido 4idp 4ids
4idd 4died 4diej
4ipp 4ips 4ipu
4j47 4j4z 4j55
4jfl 4jfm 4jgi
4joh 4joj 4jok
4jxh 4jyf 4jym
4kdy 4kee 4kfO
4ktj 4ktk 4kua
4110 4l1gx 4lhs
4m3s 4m4| 4mdm

4bar 4bat 4baz
4bl1 4blin 4blx
4bu0 4buh 4bwl
4dbc 4dc5 4dc6
4djc 4djp 4djq
4dg6 4dqg7 4dqga
4dxm 4dxu 4dz7
4e3u 4e3x 4edb
4ede 4eeb 4ee9
4epd 4depv 4eq8
4ey2 4deyb 4deza
4187 4f8d 4f8I
4fio 4fk9 4fkb
4fyo 4fzo 4fzp
4gcd 4gci 4gcj
4gkc 4gl1 4gm0
4gr0 4gr3 4gr8
4h30 4h48 4h4d
4h94 4h9a 4h9b
4he9 4dheg 4heq
4hpa 4hpc 4hpd
4hua 4hwm 4hwv
4id4v 4i56 4i5r
4ifx 4igl 4digt
4ipv 4ipw 4iq9
4j5q 4j74 4j7a
4jgl 4jh2 4jh8
4jor 4jos 4jpb
4jzz 4k3| 4k45
4kg7 4kgd 4kh7
4kv1 4kvp 4kxu
41j1 41jh 4lls
4m8u 4m9k 4mam

4b4i 4b4j 4bdu
4bb3 4bb9 4bcd
4bm1 4bm2 4bmh
4bw3 4bx5 4c¢0x
4dc7 4dc8 4dd5
4djx 4dk2 4dkn
4dgb 4dge 4dqj
4dz9 4el15 4el19
4e49 4deda 4edu
4eet 4deeu 4eew
4eqi 4deqp 4egs
dezf dezg dezi
418x 418z 4198
4fk| 4fku 418
4213 4g14 4gl1s
4gcx 4gey 4gd0
4gml 4gmd 4gmb
4grj 4dgrr 4grz
4hdi 4hdr 4h4t
4h9c 4h%e 4h9f
4hey 4hfq 4hgh
4dhpi 4hpj 4hpk
4hxm 4hxn 4hxs
4i5u 4i62 4i6r
4igv 4ihm 4ihz
4igb 4irx 4isb
4j7d 4j7n 486
4jht 4jiu 4jje
4jpl 4jpm 4jpt
4kdo 4k60 4k69
4kjj 4kjk 4kjl
4kxy 4ky2 4ky5
4low 41p9 41r6
4maq 4max 4mb1

4n1i 4n30 4ndb 4n5m 4n6p 4n8z 4n9% 4n9% 4nbu 4ndx
4nzc 400a 400k 4050 7at]j

4b5n 4b62 4b6g
4bct 4bcw 4bcy
4bn4 4bnd 4bog
4c45 4cdc 4cdd
4dds 4ddy 4de0
4dlr 4dmb 4dm7
4dri 4drk 4drm
4elh 4e2b 4e2v
4e6T 4ebu 4elt
4ef0 4efi defp
deqw 4derc dery
4106 4f0b 4f0]
419t 4fat 4fb7
4flg 4flk 4fFI1
4g1x 4g3b 4g3n
4gd9 4geb6 4gei
4gmq 4gmu 4gnb
4gs3 4gt9 4gta
4hdv 4h4x 4h53
4h9h 4h9i 4ha3
4hgi 4hgu 4hhp
4hpy 4hgs 4hro
4hy4 4hy7 4dhyi
4i6x 4i6y 4i71
4iix 4iiy 4ij5
4isv 4it8 4ita
4j8a 4j8p 4j9t
4jk9 4j17 4jl1
4jpu 4jgk 4jam
4k6b 4k6f 4k6y
4k 19 4klw 4klx
4dkzk 4kzv 411i
41rt 4lvf 4lwg
4mby 4mdg 4mi j
4ni3 4ni6 4nin

4b89
4beu
4bql
4c¢72
4de3
4dmt
4drr
4e2z
4e9q
4eif
4esa
4f1u
4fch

4b78 4b7h
4beg 4beq
4bps 4bpz
4cb6a 4cbe
4del 4de2
4dmi 4dmk
4drn 4dro
4e2w 4e2x
4e97 4e9%
4egu 4eid
4es1 4es2
4118 4119
4fbi 4fcf
4fm6 4fn7 4fo2
4g41 4gdd Agd]
4gek 4ges 4ggl
4gne 4gnm 4gno
4gv1 4gvf 4gvh
4h5i 4h6e 4h76
4had4 4hak 4hal
4hi7 4hil 4hjp
4hrr 4hrt 4hry
4hz6 4hz8 4hzf
4iTm 4iTv 4iTw
4ijh 4iji 4ik2
4itb 4ium 4iva
4jb3 4jb7 4jbd
4jm1 4jmb 4jm9
4jov 4jsa 4jss
4k75 4kTt 4k8g
4km0 4km2 4kn9
411t 412h 414e
41x2 41xg 41xt
4mje 4mkn 4mlu
4nio 4njy 4nkp

4b8x
4bf1
4br4
480
4df0
4dmv
4dt4
4e30
4e9r
4eih
dese
4f1v
4fcs
4fon
4g48
4gg9
4gnq
4gvq
4hTp
4hbt
4hjt
4hsb
4hzm
4i84
4iku
4ix3
4jcl
4 jmb
4jtm
4k93
4knn
415e
41xu
4mg|
4nmw

4b97
4bf5
4brc
4cay
4df7
4dn2
4dt5
4e32
4e9t
deiv
4esp
4f2c
4fee
4fp5
4g4m
4ggc
4gnu
4gxw
4hTw
4hbu
4hk2
4dhsw
4hzr
4i8i
4img
4iyj
4jcc
4jmi
4ju8
4k9c

4b9c 4b9f 4b9g
4bfh 4bfn 4bfo
4brd 4brg 4brk
4cb5 4cdj 4cdp
4dfa 4dfg 4dfx
4dnd 4do2 4dp0
4dty 4duh 4dui
4e34 4e35 4e3b
4e9w 4e9x 4e9y
4ek3 4ek4d 4ekr
4etl 4etn 4eud
4f2e 4f2f 4121
4feg 4ff| 4fgl
4fps 4fpt 4fra
4gdp 4gbc 4gix
4gge 4gh0 4ghl
4gnv 4gnw 4gog
4gy1 4gyT 4gyq
4h8e 4h8r 4h8x
4hct 4hcu 4hdb
4hkg 4hl1 4hl2
4hsx 4ht2 4ht3
4i0b 4it1i 4i2t
4i93 4iav 4iby
4inc 4ine 4inw
4j20 4j2s 4j3y
4jck 4jd5 4jd7
4jmw 4jn7 4jn8
4jv8 4jvo 4jvu
4k9k 4kae 4kal

4b9i
4bgb
4brq
4cfl
4dg4
4dp1
4dug
4e3f
4eal
4el4
4eul
4£3i
4fh2
4fru
4g8b
4ghg
4gp9
4gyx
4h8y
4hdd
4hls
4htg
4i2u
4ic4d
4ioo
4j44
4jel
4joe
4 jwx
4kap

4kor 4kow 4koy 4kpb 4kr5
416d 419p 41bg 41c6 41c8
41xx 4lyi 41z5 4mOk 4mlv
4mth 4muz 4mzb 4mzi 4mzj
4np5 4npo 4nvb 4nvf 4nvl

For the following PDBids the unknown ligands in the PDB files were removed:

Ivmg, 1vp8, 246, 2fcl, 2ftr, 2oh1, 2o0zh, 2peb, 2qe8, 3bog, 3e80, 3ejv, 3f7x, 3fgv, 3gl6, 3giw,
3gr3, 3gzr, 3hm4, 3hmz, 3hx8, 310y, 3mho, 3mst, 3ndo, 3ppl, 3scy, 3u3g, 3vlc, 3v7p, 4efi, 4ici,
4igv, 4iyj, 4j8p, 4jgl

SUPPORTING INFORMATION 2: Tab separated table of captured, PLI, and PPI water
molecules with EDIA and hydrogen bond characteristics (csv-file separately available). Surface

water characteristics will be provided upon request due to the amount of data.
Header:

1. PDBid
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2. Waterid HOH_’chain identifier’_’reside sequence number from PDB file

3. EDIA electron density for individual atoms

4. TotalNofHb total number of hydrogen bonds formed by the water molecules
5. P_Contact hydrogen bonds formed with protein

6. L Contact hydrogen bonds formed with ligand

7. W_Contact hydrogen bonds formed with other water molecules

8. Hydrophobicity proportion of hydrophobic atoms within 4.5 A radius

9. HydrophobicSurface proportion of hydrophobic surface pointing to a water molecule

10. WaterClassification  classification into PLI, PPI, or C



