Table S2a

Glycyrrhizin docking to nonspecific human blood proteins

PDBID Target Classification Energy kcal/m| Dissoc. constant [nM Contacting receptor residues
Db (d ific DNA bindi Asn'®, Gly"/, Cys'®, val'®, Thr*®, GIu®®, Leu®, Thr'®®, Ile'*!, 11e'??, 11e'**, Asp**®,
amage specific ndin
317H rotein 1) e specifi inding Protein binding -11.36 4.6860894 Proue,Aspwe, Lysléﬁl Phel®?, Tyr”1, ser?', Met?'®, Ala®?!, val?®®, Cyszeo, His2®!,
protei Asn?? Argzss Glu3? Cy5313 Leu?™
Ph987’ Ly588’ LeuEQ‘ Arg93’ Thrlls, Glyllsl Glyll&, Ly5119l SerlZQ‘ LeulZI, Tyr123’ GlanA’
4U7D Human RECQ-like helicase Hydrolase -10.78 12.5782793 [Leu®, Asp**®, GIn'*7, val'*®, Leu™*, Asp®*®, GIu*?’, Leu?®?, Gly*", I1e¥7®, Asp®™®,
Pr0381, Arg407
Gl 384 A 386 Gl 388 Gl 391 V. |393 GI 396 A 430 GI 432 T 434 L 460 As| 465
4FAD  |PI3KA Transferase -10.66 15.4021875| > /ASN BN LN VEL GBI GBS L ST VT e s
Phe™’, Lys™", Leu™™", Leu™™", Pro”", Asn”™>", Met ">", Ser ", Lys -, lle
Arg‘!, Argg, Argw, Glyll, Pro®?, Tyr”, Lysls, TyrSA, Leu®”?, Ser®*, Ala®*®, GIn®*®,
1W6K Human OSC Isomerase -10.54 18.9238535 GInS™® Leu™ Asp™ Trp®7 Pro®®®, GIn®, GIu®™, Asn®™", Arg®®
Ty 42 Al 86 S 88 Vi ISS L 121 GI 123 Al 125 Al 127 A 154 L 157 GI 158 Ty 251
4NYO  |Human focal adhesion kinase Transferase -10.52 19.3436641| 1 AB ST AL RYS T, BT AR B TR e B Y
Arg™*, Phe®>, Lys™>, Glu™", Cys™>’, Phe™™", Ile**", Asn*”", Leu
A 24 Ph 25 Ph 26 V. |27 M t34 S, 100 L 101 GI 102 As| 162 Ph 163 Th 164 L 165
SFFG Integrin alpha V Beta 6 head Cell adhesion -10.3 28.0414766 SPm’ ess,z e“,o a ™ © ;uer ;HYS ,mn ol P 1o N I rons
Val®®, GIn™>, Lys" ", Gly™ ", Ala™ %, Thr* =, Asp™™", Lys" ', Gly™ ", Pro
Hydrol A 216 L 235 S 236 Gl 237 L 369 A 372 Gl 373 ” 374 Gl 375 A 376 L 388
20FZ |Human tbel domain family member 22a | V<0 2%€ -9.87 58.0400859 (18 " OET BN LEYS LASR LOV N g A
activator Tyr™, GIn™, Glu™”, Pro™"", Asp™™’, Gly™**, Phe™™”, Ser
The extracellular domain of human 277 254 253 251 250 249 248 178 175 174 173
Memb| Gl A Al Al T A Gl T Gl L T
3EHT corticotropin releasing factor receptor embrane -9.82 63.3642891 Tn ! :E ! 1: ! “Zg ,17yr 1 Sn 15 VM’ YOS L Ve
type1 (crfrl) protein 1e'”, 11e’°, Met"®, Pro*®, Asn'’, 11e'®, Pro*®, GIn
Membrane Tyr'7?, Leu®®®, GIn®"7, 11e°°1, GIu®®®, val®®, Tyr®®°, Leu®?, 11e%°?, Cys®, Thr®®®,
6FFI MGLURS in complex with MMPEP ; 9.82 63.9012891| V' AT LN L L e e )
protein Thr®®, Asn™", Val™, Tyr>%, Asn™>°, Tyr™>’, Lys™", lle”>”, Met
Camp-dependent protein kinase a Lys?, Asp®, GIn®, Thr”, GIn*®, Tyr®®, Pro’®, Gly*®, Glu™, Lys"®, Glu®®, 1le”’, Asp®?,
f 9
4WB7 (catalytic alpha subunit) Transferase -9.72 74.6356797 326 136 341 340 345 348 . 348 350
catalytic alpha subu Asn”*®, Phe™™®, Asn®"", Asn™", Asp™™°, Asn”"°, His>", Lys
AI‘ 109‘ L SllU’ c SllZ‘ L 5113’ PhellAl AI’ 138’ HvSIADl Pr0143l A|a144‘ GI 145, PhelSS‘
5740 |Human EXOG (hexog) Hydrolase -9.66 83.2898504( 16 VS LT¥S LV L PRE L AE RIS BrOT v
Asn*"%, Ser™"*, Trp™ ">, Asn™"®, Glu™ ", Phe™™’, Leu™"", Arg
L SIGZl H-Sl70‘ Thr173l Ser177, GI 181‘ Metl&zl Le 184, Gl 185’ Hvsl85l PhelES‘ serlSQ,
2XMs  |Human NDRG2 protein signaling protein -9.66 83.4305547| VS TS LA LSS, B LML el oY T
GIn™™", Glu™", Leu™™", Arg™™", GIn*>", Ala™>", Pro
Le 76‘ Al‘ 77’ AS EQ,AS 84, MetEE‘ GI 116‘ L S117’-|— I,171, Va|175, Le 211‘ GInZlZ, AanlS‘
3vJ9 The human squalene synthase Transferase -9.62 88.8068594 l;ls gng P 222 P 223 usu 228‘/ st Y
11e°°, Asp“™”, Glu™**, Asp™*°, Gly**®, Arg"*®, Phe’
L 525’ ValZG, Gl 27‘ PheZS‘ GInXll Le Zle PrOZZZl H.Szzs‘ GI 224‘ Le ZZS‘ Le 240‘ Va|241’
2108 Exon junction Hydrolase 9.62 89.2576641| V° VA L HIW, TRE LB L TEE L TR T ooarer e
Lys™*%, Arg™, Asn™>’, Arg™>", Glu™”, Tyr
266p Truncated (delta 1-89) human Hvdrolase 06 92.4780625 Ser'?®, GIu'?%, GIn'??, Leu™, Lys'*?, Gly"®?, Thr'3*, Tyr'®®, Tyr'®®, His?*?, Ser®®®,
methionine aminopeptidase type 1 v ’ ’ Tyr®, Cys®™, His*0, Thrtt, Ala®2, Asn®™®, Thr**®, Gly**?, Trp?®?
Lyslll A|a223’ Thr224l AspZZEI Ly5230’ Trp233l G|y234, Asp235, ”9236, G|u237l Phe238,
3MWE Truncated human ATP-citrate lyase Transferase -9.53 103.3754453 | Pro”®°, GIu®*°, Ala”*, 11e?*?, Ala®**, Asp®®, Asp”®’, Ala>®%, Leu®®*, Lys”®, Leu®*®,
Thr?®’
SI na”n rOtein Asplﬂlﬂl G|u1011, GIlelZ‘ Arg1014, Tyrlﬂlgl LySIDIQ’ TyrIUZ4‘ ThrlUZS‘ GIleZX‘ ”elQZQl
30E9 the chemokine CXCR4 receptor hgd | g protein, 9.5 108.5612031 |Gly™%, His'®*, Leu'®®2, Asp™®7°, Alal®”?, Alal®", val''%?, Phe!l%, GIn1%S, Met!10¢,
ydrolase G|y1107 GIUllOB Trp1138 Thr1142 Arg1145
Gamma secretase in class 1 of the apo- | Asn®®, Val'®8, GIn*?, Cys'*®, Pro*?, Asn'*?, Asp™®?, Gly***, Phe'*®, His'*?, Cys™?,
5FN3 tat bl Hydrolase 9.5 108.9282891 160 163 173 336 645 a5
stateensemble Arg™", GIn™>", Tyr'™°, Asp™™°, Thr’*®, Trp
GI 228 Th 230 Ph 231 H 250 H 253 S 254 GI 257 Al 258 T 267 Al 269 L 271
4UV8  |LSD1(KDM1A)-CoRest Transcription -9.46 116.9303047 (0", v PO LTS TS Ser oM OB T ATE LY
Pro”’", Thr®’®, Ser®™, Phe™™", Gly™"", Ala"*", Leu™™", Gly**", Met
Gl 60 M t61 T 62 T 72 A 241 Ph 308 GI 309 GI 310 1] 311 S 320 L 321 GI 322
1ZXM  |Human topo IIA ATPASE/AMP-PNP Isomerase 9.43 12176411722 " ME /TR VT L BB, The T, SN BINT L TIE L Ser S LB
Gly ™, Arg™™", Asp™®’, His™", Lys™’, Asn
Extracellular SRCR domains of human Asn®, Gly*°, Ser®!, Thr’, Leu®’, Ala’®, Pro®, Pro'®, Arg"*°, Arg'*?, Ala'®°, Leu"®?,
5A2E D6 Immune system -9.43 121.9698047 162 200 01 202 203 236
Arg'®?, Arg®®, GIn*®*, Leu®??, Gly**, Tyr
510H Repoman-PP1A (protein phosphatase 1, |Hydrolase/protei 0.42 124.8862031 His®®, Arg®®, Asn'?*, His'*®, Trp®%®, Pro®®®, Asp™°, Lys*"", Asp®*?, Asp®*°, Arg?*!,
alphaisoform) holoenzyme nbinding ’ ' Thr??®, His**®, GIn?*°, val**°, GIu®*®, Phe®®®, Tyr?’?, Phe®’®
4K The S18Y variant of ubiquitin carboxy- Hydrolase 032 146.8531875 Met?, GIn?, Leu®®, Thr®, Ala*’, GIu®, Thr®®, 11€%¢, GIy*7, Asn®®, Cys*, Asp™®*, Lys'*’,
terminal hydrolase |1 v ’ ' Val'®8, Asn'*®, Phe'®’, His'**, Arg'’®
Gl 36 T 37 A 38 GI 91 GI 92 As| 93 A 125 L 126 A 127 GI 128 S 133 As| 139
6F39  [C1Rhomodimer CUBL-EGF-CUB2 Hydrolase 9.27 160.3245 (07 VT ATE L ST BV AT, AP, e RS S B S8 T AP
Pro ™, GIn""", Pro™*%, Gly™™", Tyr >, Phe ", Glu™>’, Asp™"°, Thr™"~, His
A 111 Ty 113 S 165 GI 166 AI 167 GI 168 L 169 Th 170 Vi |171 L 174 L 197
10E9 Myosin V motor ATPASE/myosin -9.16 192.0577969 snlgs, yrwo, erwl, yw; a zols v 11'4 vs 1115 r 3'073 ;mys 3,“eu 3'“
Ala™™®, Asn™™", Pro™"", GIu™™, Asn“™", Asn“™", Asn“*°, Asn>"’, GIn”"", Ala®"", Leu
I1e’®, Pro®, Lys®®, Thr®¢, GIn®, GIu®®, Leu®?, Ala®, Leu®®, Glu®’, val®®, Leu'"?, Ser'®?,
2FMs PDE4D2 Hydrolase -9.16 192.3822344 ATES Thr, Valt® Hist? T Gint?” Glut, 16, Vet
Lys30’ Lys31’ ”532’ Leu33l VaIIRD’ Asn133’ ”5184, HislBSI LeulBE, AsnlBQ, AspIQDI LySZID,
5WG5 Human GRK2 Transferase -9.12 206.166625| .0 2 616 617 . e18 633 634 635 - 636 637 640
Ala™, Asp“™5, Glu™™, Arg™™ ", Lys ™, GIn™**, Cys™™", Asp”™~, Ser”™", Asp”~’, Leu
Th 326 L 327 T 343 A 348 GI 349 S, 350 p 351 A 497 T 515 As| 578 GI 581
3HRZ Human factor B Immune system -9.11 210.3848594 L rsu'syssss'A:rSM' Gslpsgs' c ysm’T:rssa’ A:OSSQ,L rgsu 'Crpsn'P ps”lGI us”,
ys—,oer 7, Asp, Gly™, Cys™, Thr, Ala™™, Lys ™, Cys ™, Pro ™", GIn
G|‘/57, SerlSOI T\/I'151, Tyr183l Asp187l LeulSOI Vallgll PheZZO, TyrZZ’ll AspZZZI LeuZ3ZI
4MWS Human PPCA (trigonal crystal form 1) Hydrolase -9.08 219.4520781(GIn**3, val®*, Ala®®%, Gly**°, 11e2®, Tyr?*", Pro®®?, Pro®?, Arg**, Ala®"*, Cys®”®,
His*?®
Pro®®, Pro*®, Pro*’, Pro*®, Glu®, Lys*®, Tyr®, 11", Lys'®?, Thr'®%, Pro’®*, Met'®,
5290 BRD4 bromodomain 1 Transcription -9.05 230.8500625 0, "0 A FTO A TTO T, BT OYS W 4
Arg ", Tyr 5, Tyr 7, GIn™*’, Asp™ =%, Thr
Asp®, Glu™, Gly*’, Arg®®, GIy*®, Pro*®, Asp®’, Ser®®, Lys™, Leu”, GIu?, Arg’®, Asp™*",
3PUF |Human RNASE H2 complex Hydrolase -9.02 243.25025| P s O LBV A BV, PO L AP, 58S BYs L el LB L AT P
Val™, Asp™>°, Ser™ ", Lys -, Arg™>", Asp -, Gly™"’, Ser®™®, Tyr*™", Lys’
Leu®, Ile*, GIn?*, Asn?®, His”, Val®®, GIu®*, Tyr®?, Asp®?, 11e*®, Asp®®, Ser®®, Arg"’,
AURW  |RAS:SOS complex signaling protein -9.01 250.7537813( Y, /1€ O LS LIS VAl S, TV AP i &
Lys™, GIn™*, val*®, val®, Glu™*, Tyr
L 593’ Gl 94, SerQSl TthE‘ Asn97l Gl 100, Phe137, Al‘ 140, H~5141‘ MetlAQl Gl 150, SerlSI,
3EHI Human thymidyalte synthase M190K Transferase -8.95 274.681875| " 152 v 153 isa 162 23‘: 289 g ! Y
Asp™>?, Tyr>7, Ser™>*, GIn™™%, Lys™’, Asp
Ala”’, GIn*%, Gly®, Pro®?, GIy**, GIy®*, Leu™®, GIn®*, 1le®, Arg®, Phe'*’, Ser'*?,
5C5X The S156E mutant of human aquaporin 5 |Transport protein -8.95 275.145875 v v M Y &

1! 151 152 1! 161 162 1 24 24!
Thr'®®, Asp™®!, Ser'*?, Arg'>?, Pro™®’, Ala'®?, 11e'®®, Tyr**?, Pro®*®




PDBID Target Classification Energy kcal/m| Dissoc. constant [nM Contacting receptor residues
Transcription Arg®®, Thr*?, Lys™, Glu™®?, Asp??, 11e®*, GIu™®®, Tyr??7, GIu®**, Ala®*, Arg?®®, Gly*¥/,
1IKN IKAPPABALPHA/NF-KAPPAB | -8.94 279.82925
A/ Comp ex factor Ser235, Phez39, SeerlD’ G|n241’ Arg273l PrDZ7S
Protein Leu'®, ser'®, Arg'®, Glu®’, Pro'®®, Ile*'2, Asn*®, Ala**%, Ser®®, Gly**°, Thr'*?
3Uvu FI d | 1 (FEN1 -8.93 284.5923438 ! ! ! ! ! ; ! ’ g ; !
ap endonuclease 1 ) binding/peptide Ser'S2, Thr'sS, Trp'#*, Asn®, Gly'®%, Asp'®2, Trp?*?, Asn?*S, Arg?®®, Tyr?”’
X ribosomal RNA small subunit Transferase .92 290.9057813 ser®®, Gly**, Leu®®, Glu™, Ser™, Asn®®, Lys'*®, Thr'2, Ser'®, ser'®*, val'*®, Ala'*?,
methyltransferase a from rickettsia bellii : ' Ser'®®, Lys'®®, Thr'®®, Pro’®?, Leu?®, GIu*®, 11e**
Vi, |7U,A 73, Al 74‘ Hi 75‘ L 197‘ As 198‘ Al 199’A ZQU’L ZZ7’ Sy ZZB, L 229‘ [ 230‘
SGNT | BDLP-like folding of Mitofusin 1 Hydrolase -8.91 293.8667188| - /"8 (B LTS Lew, Sep A A teu ser bys L Fro
Asn™*", Ser™™", Thr*>>, Lys™™", GIn
M tU,A 1,T Z,V Ii, ” 4‘ L ZS,S ZE,AS 27, L 28, Ph 77,\/ IXB, Gl 89’A 90‘ [} 91,
4ZMV Human P-cadherin (SS-X-dimer pocket I) |Cell adhesion -8.87 316.5212188 e 92 P 93 e, Va €, Lys ™, oer n vs N @ Y P ro
Met™, Asn
) His*, Trp®, Gly®, Tyr’, GIY®, His™®, Asn™, His™®, Lys'®, Asp*®, GIy®?, His®*, Lys'"°,
4E+49 |Carbonic anhydrase (CA) Lyase -8.85 323.5429688 Phe?™®, Asn?®, GIUP®, Pro?®”, GIuZ®, Glu?™
SHK) Single chain recombinant globular head Signaling protein 881 306.7251563 Tyr®, Ser®, Ser™, Arg’®, Arg’®, Ser’”, Leu®®, GIn®®, Leu®, Asp®®*, Val'®®, Leu®®®,
of the complement system protein C1Q : : Thr'’°, Asn'”*, Pro*’?, Gly'"*
. X ”ellz, ”e113‘ Cy5114l Ly5115‘ VallZS, LySIZSl PI’OIU, LeUZUll SerZDZ‘ Ly5203’ G|y204‘ TrpZUSl
5K10 Isocitrate dehydrogenase (IDH1) Oxidoreductase -8.8 355.6153438 GIn®*2, Lys?®, 11e2™ Arg®®®, Asn®™, GIU*®®, GIU>®", 11€%*, Glu®®®
X PheZG, LeuSQX, Lys311l MetSlZ, GlyilS‘ AsnilS‘ Arg319l Leu353l Asp354l ”eZBQ‘ TyrSQU’
3GR4 Human pyruvate kinase M2 Transferase -8.78 367.2042188 6In*%5, Leu™, GIu™, Lew™, Leu™!, Arg?>
Hi 30’ ” 31’ p 32‘ GI 33,A 34‘ L 36‘ L 54‘1— 95‘ Th 96’ Gl 97‘1— 99‘ GI 118, Hi 119‘
4NYH Pirl dual specificity phosphatase core Hydrolase -8.77 374.7173438 |5153 € 154m 153u e ' e Y *
Thr™>°, His™", Arg
CYTOKINE 15 16 18 40 41 57 58 59 60 81 113 114
. Met™>, Arg™°, Trp", Asp™", Arg"", Ala’, Leu™", Ser>”, Pro”", Glu®", Gly™ ™, Ser ™,
2Q7N LIF receptor (domains 1-5) receptor/CYTOKI -8.76 377.893
NE Alalls, Leuus, P'_0117, HiSlls, Serln, Glylasl His1su’ Phe!s?
T 67,T 104IT 105, Ph 106, 3 107/ V. |108, Al 110, L 113/ M tlls, A 117, L 120,
20x4  |Quinonereductaseii Oxidoreductase -8.74 394.8454063| " YT/ TP PRE T, SET T VAL T, A L Ys  MEE L ASp Red
Cys =", Phe ™", Pro ", Leu ", Gly """, Thr' ">, Phe
T 57, Ph 67,A 681 Ph 77/ GI 84, GI BS,V IBGI 1l 871 L BX,T 90,T 111, Al 111/-'— 113,
4W90  |TheFK1 domain of FKBPS1 Isomerase 8.71 413.9533125| 0 v "€ L AP PR, BV, BN VA Tl bys T TR Ty, Al TV
lle™*”, Leu %, Phe
i . . . . ThrZ4Zl Lys311, GInalZ, Asn315, Thr2063, GIUZO71, Asp10711 VaIZO7SI PheZOSO, Arg2081,
47ZW) Rhodopsin bound to arrestin Signaling protein -8.7 418.8730625 PSp™%, GIUZHS LystI5t G2 AgpRi6S |26t ||G2iss | 267
Al 14, M t171T 18/-'— le M t14,A 33/ Hi 37/ 1l 58,A 62, 1] 65, GI 661 Ph 691 Hi 71/
41P9 Human serum amyloid AL Protein binding -8.69 4238512813 @ et e yr, et Asp Ris, Tl Arg - Tle — Bin -, Fhe -, IS
sp
TI’P334, G|u3661 ”9367, Phe369, Ly$378, Ser379, AIa382, G|y383, Leu385, Lys3SSI Ly$387l
2UW9  |PKB-Beta (AKT2) Transferase -8.69 4280658063 |y’ aa p st | 0090 a1 it iy Gy, Gl st
. . Pheg, AIa“, VaI“, GIn57, Glyso, His“, Ilesz, Ser“, GIy“, Hisxo, Val’“, Argss, Tyrsg,
40J2 Aquaporin Transport protein -8.68 433.2540625 Ser'®® Thri®® Glu™St prol®, Ala!e!
Va|374, G|U375, ”e377l Ly$378, G|U379, ”9380, Pr0381, G|n386, LeU387, Tyr3SBI Hi$3891
4GWN Human mature MEPRIN Beta Hydrolase -8.67 442.1185625 Val®® The®, oys'?” Pro®?® His™® His'™ |16 Higi3® phe!®?
Apo Glutathione transferase A1-1 GIMF- " Lys*, Leu®®, Ala®*, Gly?”, val*®, GIu?®, Phe®®, GIu®!, GIu®?, Phe®, Thr'®3, Lys™®°,
3169 heli Transferase -8.57 519.00875 197 199 200 201 202 203
elix Phe™’, GIn"™", Pro™", Gly™™", Ser"™*, Pro
6-phosphogluconate dehydrogenase apo- | . Met'®*, 11e'”’, Cys'®%, Tyr®*, 11e”**, Thr*®®, Asn?, I1e?%%, Leu®’, Phe"!, Leu®®,
aewe |/ Oxidoreductase -8.56 528.734625| o
orm Leu™", Ile”>*, Arg™", Asp“>7, Ser>", Ala”>’, Arg
A 46, GI 47, S SO,A 51/ 3 51/ As 54, Al 55, L 58, 1] 96, M t98, As 106/ L 107/
3R40  [Heat shock protein 90 Chaperone -8.56 530.5225| /6 /O L ST SN L o8r AR, Al Bys, Tl et Asn T Red
Lys %, Gly ™%, GIn">°, Gly >, Thr
SAIU RNF4-ring domain, UBC13-UB (isopeptide | Ligase/signaling 851 579.189 Tyr'®?, val'¥, Arg'?, Leu'™?, I1e'*?, 11e'°?, Tyr'?, lle'**, Gly'*®, Ser'®®, val'®?, ser’®®,
crosslink) protein ) "7 |Pro®®?, His™®®, val®®, phe??’, Thr?**
A 51/ Al 51/ L 53/ GI 135/ As 2861 T 287, Th 2881 V. IZQO,T 320, Al 321/ 1l 312, GI 323/
4KV |MATenzymes: MATA2B Transferase -8.46 630.1889375| P+ A1E S EVST, BIN T, AP, YT, T A, Ve Al T B
Val*®®, Ser***, Arg™", Pro™>", Gly™>%, Val*™", Arg™*, Lys
A 841 A 91, S 155, Ph 156/ As 2091 1l 219, GI 2311 Th Z3ZI GI 233, S Z34I A Z35,
SHEX  [Human hexokinase2 Transferase -8.43 658.4594375| P (AE L SET L FNE S ASE LTS, SV, T SV L S A
Asp™, Gly™", Ser" >, Lys"*, Lys", Glu™™°, Asp™™’, Gly™"*, Ser
1l 91, M t941 A 95, L 98, 1] 99, P 100,T 101, L 101/ T 103, GI 104, L 107, Al 110/
30HM  [Activated GalphaQ signaling protein 8.42 673.0668125| © Vo /ISP EYS RS FTOTL VI LS Ve, BluT Bys L AR
GIn"™", Arg
6DK3 Human mitochondrial serine Transferase 8.42 678.770875 GIn'®, Trp™*, Arg?8, Cys™!, Asp®*?, Lys**®, Ala®*®, His™’, Leu®*®, Phe?®, Lys*®,
hydroxymethyltransferase 2 ’ ' Asp?”?, Arg?®®, Val®®®, Lys?’, Ala”®®, Tyr®®®
GI 552, Th 557/ As 558/ Ph 559, S 560, L 630/ Al 631, Th 769/ L 770, P 771, Ph 840,
41A0  |ThePDESAL catalytic domain Hydrolase -8.41 684.5233125| " o1 PSP TR GSEr L hyst Al T BYs L, ProT, Fhe
Pro™", Leu™"", Asp~ ", Gly**>, Lys
Int tinl taini Idt LOoV2 GI 1Z7SIL 1276, Al 1279/\/ |1183IA 1284/L 1186, GI 1287/A 1474/ GI 1580, Al 1581/
5HZ) y ers'ec e conteiningwidtype Signaling protein -8.38 717.64975 ulssz yslsxz a15551 y 1585 " 1586 v 1591 u1593 8 1653 " 1655 :
domain His™%%, val™>®%, GIn™>**, Cys™®, GIu™>®®, GIn™>"", val*>>®, Asn™®**, GIn
- Human myo-inositol mono-phosphatase Hydrolase 8.34 775 5878125 Thr®®, Asp®®, His®, Glu®?, Glu®?, Asp'®, 11’3, Asp®*, Gly*®, Thr'®®, Cys'”’, Glu'73,
2 (Impaz) N " G|y175, PI‘OUE, serZQ7’ GanZA, GlyZZE‘ Leu227, HisZZX, TrpZSQ‘ Asp231
DNAb d GI 2911 GI 2931 1l 294, GI ZQS,T 334/A 337, L 338/5 339, L 340, p 341, M t343,
4IRG  |TheETStranscription factor ERG oinding 8.32 795.47425( Y /PN NE LB TP ATE T RYST Ser L Bys L Fron, ME
protein Lys™, Leu™, Arg™, Ala™", Tyr
A 101/ L 103, L 104, A 105, Th 106/ A 113, GI 1171\/ |144/ V. |147,T 148/ As 151/
1HFO  |DNA-binding domain of OCT-1 Transcription -8.29 841.0376875| 6 v ¥S .L¥S LATE L INTTL AR, GlU, VAl VAl TP A
Arg%, GIn™", Lys >, Arg
sy The receptor protein tyrosine Hvdrolase 8.3 9212934375 GIn*2, val*®®, GIy**, Ser®®, Pro**?, Tyr*32, Thr**3, Asn®**, GIu*®®, Pro*®¢, Thr*®’,
phosphatase mu ectodomain v : ' GIn*®, Thr*®®, Tyr*®®, Gly***, val*®?, 11e*?
. Glns, Cys7, His“, Phe“, Pro”, Leum, Gly"s, Phe"e, Arg”, GIu”, Asp78, Ile79, Phew,
3Rl AKR1C3 Oxidoreductase -8.21 967.5095625 | Y S s
Tyr =, Asp, Lys ", Val*™™", Phe
Ph 99,A 100, 1] 103, A 114,A 115, GI 117/ GI 128, L 131, A 132,A 135/ A 136,
5P0Q  [BRDIin complex with N10974A Generegulation -8.18 1010912375 e hep e L A Asp By L Bl teu L Arg L Are L AT
Sp
H: d | h d | C 111/ L 123/A5 115/ GI 117/ Th IZBIS 129b,5 203, Ph 204 ,A 204b,A ZOG,T 208,
2CF9 [Recombinant human thrombin ydrolase/hydro 8.1 1130.035625 | VS » LU ASPTL GIUTE TR, Serth, Sert, Phe a, Asnh, Arg L, Tyr
aseinhibitor Lys*3®
Signaling 9 12 13 14 81 82 83 84 85 113 114 115
R Lys’, GIn™%, Lys”, Glu™, Phe™", Glu®*, Ser®™, Thr™®, Asp®, Glu™~, Arg" ™", Leu ",
3DOF Complex of ARL2 and BART zrotem/hydrolas -8.05 1254.69675 A, Gy Alat1® Argl”, 16350, Alat®® Aspi®® Hisl®”
T 59 V |77 L 81 GI 91 M t94 GI 95 A 98 GI 99 L 117 AI 120 AI 121 AS 124
5072 [Humanacid ceramidase (ASAH1, aCDase) |Hydrolase -8.05 1267.467375( 17 /Y L LVS LBV TR BN, AP I By L Ala T, AlE L s
lle**”, Pro ", Leu ", Glu
H h GTPASE tivati tein 15 II 379 L 380 L 381 Gl 382 A 383 A 384 A 387 Th 427 Gl 428 Gl 457 Gl 460
38Vl uman rno activating protein 2> | ;0 aling protein 8.03 1302.161875| ¢/ YS SYST L BN ASREE, ASn, Arg T, SN SN Sl

(arhgap15)

Leu?s?, Ser®, Glu*®s




PDBID Target Classification Energy kcal/m|Dissoc. constant [nM| Contacting receptor residues
Ph SZ’L 63’ p 54‘ [} 65, L 65, Vi |67l Al 68, 3 83, ” 84, L 86’L 89‘ A 90’ Sy 91’
SDIM  |UBCHSB Ligase 7.96 1475392875 "¢ s YS L FrOT, Pro byst, Valt, Alat sert fle, Leu, Le™, Arg, ser
GIn®?, Trp”®
Asp395’ ProBQG, Pr0397’ Trp398‘ ”eAQU’ ProAQS, TyrblUSl ThrAQX, Thr433‘ L‘/SASQ, ”9467’
5L6D The human METTL3-METTL14 complex Transferase -7.95 1500.506125 Leu®”s, Asn®” His'™ GIu*®1. Val®®? Thi*10, ser*tt Lys513, phet™t
H PAX-6 paired domain-DNA Asn®, GIn’, Leu®, Phe'?, Val'®, Asn'®, Gly'®, Arg'®, Pro"/, Leu™®, Arg??, Ser®®, Cys®,
6PAX uman paired domain Gene regulation -7.94 1513.222625 | " O Led L e L Van L Asn L GV, Arg Bron bed T, Are T, Ser, tys
complex Lys>®, lle’*, Arg™, Pro>>, Arg™, Ile’
Lipid bindi
2188 Human CD59 ipidbinding 7.93 1536.3845 [Phe®2, Cys™, Asn®®, Phe®?, Leu®®, The®®, Tyr®L, Tyr®2, Cys®, GIn™, Leu™, GIu”®, Asn’”
protein
DNA b d A 10, L ll,A 14‘ L 16‘ A 17’A 18, L 19’A ZD, A 110’ Ph 157, A 158, L 151‘
5W45  |APOBEC3H protei'n" "8 7.91 1594.505875 N:g 12 eGul S BB T e AR TRE R e
et™"", Glu
A 14‘ L 15, A 16’ c 127‘ L 129’ Gl 130’ A 131‘ Ph 134’ L 139, A 142, Gl 143,
3wW02 Human interleukin-18 Immune system -7.9 1613.45625 Asnm :u 147 ssn s ¥s ¥s Y g € ¥s P Y
Sp ,Arg -, Ser
I H L 39‘ Th 41’ Gl 42, Gl 45‘ Ph 46‘ GI 47’T 48’L 49’ Gl 50, Ph 67, Th 58,A 69’ H 70’
1CWF  |Human cyclophilin A somerase/immu 7.83 1812.73725 | & 1T LBV GlyT, Phe, Gly e, Tyrs, Lys =, Gly™, Fhet, Thr, Arg =, his
nosuppressant Lys’®, Cys'®?
L 65’ Sy 71’ p 72‘ L 74‘ T 87‘ [} 88, 3 89, Th 91‘ Vi |92‘ C 93’ L 94‘ 3 95‘ L 97,
5F6D UBCO (K48A/KA9A/ESAA) Ligase 7.75 2078.302 GTS o :Ir . Lm - ‘fl 1 YT Tro Ser T, VAL, sy heu, Ser Led
u—, Glu™, Lys, Ala
4A7U Human 1113T750D1 Oxidoreductase -7.75 2103.00225 | Val®, Cys®, Val’, Lys®, Gly**, Asp®2, Asn®?, Thr®®, Cys™*®, Gly**7, val'*®, 11e**®, Gly**®
Cytokine/i
4MXV  |Lymphotoxin alpha ezy:te'”me/'mm“” 7.71 2219.709 | His®, Arg®, Phe®, Phe™, Tyr’®, GIn", Tyr'®, His®®, Gly™*®, Phe'®S, phel®®
A 117’ AI 120, L 121‘ L 124’ Gl 125’ A 128’ L 131’ Gl 132’ S 159, S 150‘ Th 163,
5M3D Tuning of CD81LEL (space group p31) Cell adhesion -7.71 2219.709 ASplgg H-am G\I/S 197 Ays 195 n P eu n er er r
sp®®, His™®", GIn**?, Asp
Ve Complex between the3_rd LIM domain of Metal-binding 71 9246.08975 Glu?, His®, Asn®, Asn*, Thr*®, Phe®®, Arg"’, Ala®?, 1%, Pro®, Lys®®, val'??, Leu'",
TES and the evh1 domain of MENA Ser!!?
H 14-3-3si ith the hspb6 Glu'7, Tyr'®, GIu™, Lys", Asn®°, val®!, GIy*?, Gly®*, GIn®®, Arg®®, Ala”’, Arg?*’, Arg™*®,
5OKF p:cr):;:opeptidgegmaw' ehsp Signaling protein -7.68 2354.78575 Al uzgg Syr 240 : MZVS e Y Y " N o e N
a~’, Sep”™”, Pro
3ZR0 Human MTH1 Hydrolase 7.62 2614.55625 [Asp'®, GIn''?, lle!?, Pro*'?, Phe!™3, Lys''* Asp®'®, Met!®, Pro*!®, Ser'?!, Tyr'22
1QE6 Interleukin-8 Immune system -7.55 2902.9835|Leu®, Val”’, GIu?®, Ser®®, Asn®®, Thr®’, 1le*®, Pro®®, Lys™*, GIn®®, Val®?, Glu®, Leu®®
Th 364/ As 365/ A 368, Hi 389/ T 391, L 392, Sy 393, 3 394/ L 397/ A 400, Hi 401/
173U Angiopoietin-2 receptor bindingdomain |Signaling protein -7.51 3116.24075 L rm n e 's yr eu er er e e 's
ys
Mutation-induced destabilizati f
4X1L pr‘;fﬁlil:: il:Atlsce estabilization o Protein binding -7.48 3289.1775|Tyr?®, Lys®®, Asp?’, Gly**, val®?, Gly®>3, Asp®?, Phe®, Lys'®®, Thr'%, Asp®®7, Lys'®®
5HOV H88A mutated human transthyretin Transport protein -7.36 4061.753|Pro’?, Thr®, Glu®, Glu®?, Phe®, Val®®, Asp®®, Gly'*, Pro’®?, Arg'®, Arg'®, Tyr'®®
A SZl Gl 56‘ L 57‘ Th 58’ V |59’ V |SU’ Gl 61, Gl SZ’ ” 63’ L 76’ Gl 77, L 78’ V |79’
5UzP Citrate synthase Transferase -7.34 4194.1185 PLg“A Py 445ys rev ° Y " e Ve °
e, Pro
H th
T3 Human acidic fibroblast growth factor f;;r;one/grow 732 4294.4035 [ Asn'®, Lys''?, Lys'™3, Asn™™*, Lys'*®, Pro*?!, Arg'??, His'?*, GIn'?/, Lys'?®, Ala'??
4Y50 CCM2 HHD in complex with MEKK3 NPB1 | Transferase 7.28 4633.277 |Tyr’*®, Gly*?%, Ala®?, Ser®®, I1e®*!, Pro®*%, Glu®®®, Lys*®°, Asp®®*, His***
5vZ3 Growth factor Signaling protein -7.19 5348.0335|Asp®, Pro?, Gly'?, Arg'®, Leu'’, Arg™®, Ala>*, Lys'”’, Asp'%®, Cys'®, His'*°
GI 9, GI 10,\/ Ill, Ph 1Z,A Z3IT 33/A5 41,5 4ZIT 43/ GI 44, p 45, GI 47/A5 48,
3H91 Human chromobox homolog 2 (CBX2) | Transcription 7.19 5375.1815| u, e €, ArgT, TP, Asn, ser, Trp =, GluT, Fro ™, Glu ™, Asn
eu
5N7E DBL-homology domain of BCR-ABL Signaling protein 7.18 5448.2525|Lys®, Leu®, Glu™®, Val'', Asp®®, 11e®?, 11", Asn®?, Tyr®®, Arg™
DNA bindi
5FUG  |Ahuman YL1-H2A.Z-H2B complex pmtei'n" ne 7.13 5948.0375|lle®, Leu™, Arg®, Thr*®, Th'™, Gly™, Arg™, Val*®, Ala®, Tyr®?, Ser®®, lle”, Leu®®
Structure of VEGF-Cin complex with . . 161 162 163 164 165 166 169 171 172 173 174
H. | Al ,C , Gl , Gl ,C ,C , Gl , L , Gl , C , Met™™,
2X1X  |domains2 and 3 of VEGFR2 ina ormone/signali -7.06 6660.171 |8 Y SV LBV Gys L bys L, Bl teu, Bin T, Bys o e
ng protein Asn'’®, His™*
tetragonal crystal form ,
Structural
3KLT Avimentin fragment pr:;cei:ra -6.94 8169.2|Asp®®’, GIu*®, Ala*®, Arg®®*, Asn®®®, Asp®®’, Ala®8, GIn®!*
H
1BL1 PTH receptor N-terminus fragment ormone -6.84 9671.203|Glu?, Ala®, Phe®, Leu’, Asn®, GIu™, Arg'?, Glu®?, Val®®, I1e?*, val®®

receptor




