Table S2b

Baicalin docking to nonspecific human blood proteins

PDBID Targets Classification Energy (Kcal/mol) [Dissoc. constant [nM] Contacting receptor residues
. . . . X X L 408 G|y409 LeuAlO, Trpdll Ser428 Thr457’ Phe‘lSS' Phe‘sg, SerSOZ’ cy5503' ASnsoA, CYSSGD’ LeuSA]
317H Ddb1 (damage specific DNA binding|Protein binding 9.89 56.2083555 Asp®*, 11e°*2, Thr**, Arg®®®, ser®®, 11657, Leu®®?, Leu®®, Arg™®, Thr®®, Tyr®7®
— Leu™, GIy™™S, Thr'®, GIy7, Phe®, Val'™2, Ala'™, Lys'?7, Met™”>, Tyr'”7, Val 7%, GIu™, Lys'®®
4WB7 Camp-dependent protein kinase a (c{ Transferase 9.67 82.3116016 U, A, Leu?®® Thi?®, Aspm, Phe?®?, Tyr“s
- Val®®, Trp”, Arg 2%, 11675, Arg'”, Leu™™, Phe'™, GIu™™®, Tyr?™, Arg™, Phe™, Asp™, Lys™™,
4NYO Human focal adhesion kinase Transferase -9.06 228.1386875 GIUS, Cys?™, Phe?™® 1165, Asn®™®, Met™®, Ley™®, Tyr®?
37R0 Human MTH1 Hydrolase 8.96 2728336563 Arg®, Tyr’, Thré, Leu®, Lys®®, Phe?’, Asn®?, GIy*®, Gly*’, Lys*®, GIu®®, Phe’?, Met®?, val*?, Glu'®,
- - Metlﬂl
T 612 Hi 613 Hi 617 Vi IESU M tﬁsl Gl 682 Th 723 A 724 L 725 Al 726 A 764 Le 765 1 768
41A0  |The PDESAL catalytic domain Hydrolase 8.94 281.24975| 1 TS LTS, VAT MELT, GIUTE T Asp e Lew, AT Aser ew L e
Val™®%, GIn®"’, Phe
TT p 12 A 63 AC 64 pro65 A 86 1167 AIT57 Glu760 [ul6l Ara’® AlAOA | eu’® Arg76
1068 [MyosinVmotor ATPASE/myosin 8.9 300.385875 ‘C\Ia”']Arg Are”, Asn™, Pro™, Asp™, lle”, Ala™, GILT, Lys™, Arg™, AlaT™, Leu'™, Arg™
ys
T3 udi28 1175 o126 pIo188 Tr 149 1152 o] 153 pii156 1162 3186 o187 1208
4GWN Human mature MEPRIN Beta Hydrolase -8.88 309.651875 Gly 20;CYS“0,TI'p2“ ser mAla B,ﬁThr u,ngs » GIU™, His™, His™, His™, Asn™™, Val™,
Met*™, His*™", Tyr*™", Phe®*®, Gly**®, Arg’
] - Lys™, Pro®™, ser®™, Thi™®’, Gly'™, Phe'™®, Gly*2L, Phe'™, Arg"™, Ser”®, Thr*, Pro°™?, Leu™®
4U7D Human RECQ-like helicase Hydrolase -8.82 342.0749375 165, GIU™, GIU™, Thi® 1165, Ser™®®
. ] AS 101 ||e103 A5p104, GIV]DS, ThrlOS’ cy5107' Asnlos, G|u173l ”2174' G|y175l Pr0175’ LV5177, Argl73
2CZK Human myo-inositol mono-phosphd Hydrolase -8.66 450.4035938 U155 Iy, Lew??!, Hist?S, Trp?0, pgp?t
Leug“, Gy 1™, GIy™™, Asp™™®, 17, Lew®™, Tyr"72, Val™™, Pro”™, Phe’™, Phel®’, Met*>,
4FAD PI3KAand MTOR Transferase -8.64 462.7325 Leu™®®®, Met!®®, |a19%2, Iy 0%, Asp1o® 7yr10%0
5 1175 6w, GIU'™, Phe'™®, ser'l’, His"™®, 1162%, Ala"™®, Arg™™, Phe'™®, Lys"*®, GIn™™
4MWS Human PPCA (trigonal crystal form I Hydrolase -8.62 482.6755 Sln‘m !Ilem GIU™, GIU™, Phe™™, Ser™, His ™, lle™™, Ala™, Arg™, Phe™, Lys™, GIn™,
ro**!, Tyr’
Lys’, Cys’™, Al Thr', 116°°, Th'7, Arg™, Ser™®, Pro™, Asn®®, Arg™®, GIu™™, Al™™, Ala™®, His™®
5K10 Isocitrate dehydrogenase (IDH1) Oxidoreductase -8.61 488.412 VS}]'DCVS 1 a ,mr '32 ! 3:4’ g, Ser”, Pro”, Asn®, Arg oAl Al RIS
Gly>", Thr*™%, val***, Thr' =, Arg
L 673 Al 674 S, 676 L 677 II 680 A 745 A 749 V. |752 L 756 T 765 Al 770 A 773 Al 774
6FFI MGLURS in complex with MMPEP [ Membrane protein 8.52 573.3531875| 0 e yoer Lrvs LRE A, Aspr Nal T tea ve, AlaT Are L Al
Lys =, Asn"~*, Val , Pro’?
2XMS Human NDRG2 protein Signaling protein -8.51 580.167375 [Tyr*!, Asn®, Tyr®", Lys®, Phe®®, GIn®®, Phe®®, GIn’®, Arg®, His®*, Asp®’, Met®", GIu®?, GIu®®
. - X X . . G|u1257’ Pr01471’ Leu’lSSBI SerlssQ, GI“]SQU’ G|n1591l LeulSQZl Va|1593l Ser’lSQSI Va|1597’ ThrngS, A5n1599’
SHZ) Intersectinl containing wildtype LO|Signaling protein -8.43 660.6859375 Arg%, Thi®SL prolé, pheisst
Gl 125' Gl 129’ Le 13]' L 131‘ Gl 133’1— 195'-'- 196’ Hi 212'1— 300‘ C 301’ Hi 303' L 308‘ Hi 310’
266P  |Truncated (delta 1-89) human methjHydrolase -8.41 690.3245625| > O v Reu L EVS LS IV VP RIS Y Gys L RIS ew L s
Thr™5, Ala™%, Asn™™", Trp
1W6K Human 0SC Isomerase -8.37 729.8651875Gly"", Pro*?, Tyr'*, Tyr**, Ala*®, Gly*’, Asp”’, Trp*’°, Leu®”?, Leu®®?, Pro®®®, GIn®®°, Thr’*°, Arg’®®
11 QZIL 93 GI 94 S 95 Th 96 AS 97’ Gl 100’ Ph 137'A 140‘H- l“llM t149’ Gl 150'5 ISI’A 152
3EHI Human thymidyalte synthase M190| Transferase -8.37 731.0980625 em Vs 1sa v Hegr r " Y € "8 's © Y er P
Tyr™>7, Ser™™", Asp’ Lys
26 o1 315 p_ 318 p 319 | 353 354 355 | 389 390 o 393 | 394 o 397 | 398
3GR4  |Human pyruvatekinase M2 Transferase 8.36 741.0366875 fhem;i'y o A Arg T Lew™, Asp™, GIy™, e, Tyr™, GIn™, Leu™, Glu™, Leu
eu*”, Arg
SI0H Repoman-PP1A (protein phosphatag Hydrolase/protein bi -8.33 778.210375 [His®®, Arg®®, His'?®, 11e"*°, Tyr'**, Trp?®®, Arg??*, val®?®, His>*®, GIn**°, val**°, Tyr*’?, Phe?’®
A2, His'™, GIn'Z, Ser'®, phe”, Asn™®, Tyr™, Pro™®, Leu™®, Tyr'® Pro™® 1™ Thr'™, Thr'™®,
204 |Quinonereductaseii Oxidoreductase 8.27 866.9810625| 0, 1S SN L 38T L PR, AS YT PronT, e e, FroT e Thr T
Gly™, Ala”™", Pro™"*, Glu
285 750 253 751 1o 250 289 7o 178 | o 174 1173 g i g
3EHT The extracellular domain of human { Membrane protein -8.23 927.534375 :ISIS  Asp7, Ala %, Arg"T, Tyr%, Asn 7, Tyr- 7, Ly, Tyr-17, e, Met-*%, Pro-T?, Asn
e-
155 phet™® pro’™ Asn® Asn?® Thrr® Thi® 11622 ThiP®? GIv®, Ser™ Aen® GIu2®
SHEX  |Human hexokinase 2 Transferase 8.19 993.9931875 > - PNe " r°m Asnm' S TR, T, 1e™, The™, Gly™, Ser™, Asn™, GIu™,
GIn“"", Glu™", Asp™ ™, Gly™™*, Ser’
Gl 72 Gl 73 Vi |75 P 77 Vi |79 T 80 Ph 81 Gl 122 L 123 M t124 S, 125 [ 126 Ar 129 Ph 181
41K The S18Y variant of ubiquitin carbox Hydrolase 8.14 1081518375 VoI VAl PO, VAl Ve, e, BluT, Lys T, Met T, ser, Prom, Arg L Phe
ro
Arg®, ser'™, Arg™®, His™ Pro™™ Ala™ GIy™™, GIn'®®, Phe'®®, Asn'’L, ser'’?, Trp"”®, Asn'’®,
5T40  |Human EXOG (hexog) Hydrolase 8.14 1085.175375| 6 >0 A8 LIS Pron, AaT Gly L GIn, Fhe T A, ser e Asn
Glu ™, Leu™", Arg
355 brot® pro®® TP 169 Pro®® Tyr%® Thr%® TroB Thi® o7 Lye®™® Glu™®
56D |Thehuman METTL3-METTL14 compl|Transferase 8.12 1120.539375 AP Pro % Pro” %, Tre” %, lle' 5, Pro %, Tyr %, The ™, Trp™, Thr ™, Trp™, Lys ™, GIu™,
Val*™, Arg”™®, Ser’™, Thr’™®, Ser’™", His™**, Lys
Phe™, Lys™, Leu”™®, Asp®’2, Gly*%, 1187%, GIn™™®, Trp™, Tyr™, GIn®, GIu™™, Pro™™®, Asp™",
2QFZ Human tbc1 domain family member| Hydrolase activator 8.1 1151.211875 EMX' ySMg’ euASG,As +Gly €, Gln w yr, GInTE, GIWTE, Pro™, Asp
Gly™™, Phe™™, Ser’
2108 Exon junction Hydrolase 8.08 1186.72325 Thr®, Ser?, Ala®, 11e°, Arg®™, Ser®?, GIn®?, Thr®®, 11e?%°, Leu®*®, Val®*!, Glu®**, Leu®*®, GIu*,
- " GI 250 G|y372
GIn" Val"® GIy'™" 5er™ Tyr™ Thr'™, Asn™™ GIu™™ Pro™™, Thr'™, GIn®®, Thr'®®, Tyr**0,
2V5Y The receptor protein tyrosine phosp| Hydrolase -8.04 1280.368125 n491 3492 v er v ’ sn Y ro r " r v
Gly*™", val
N GIn®, Cys’, His', Phe'®, Met'®, Pro*’, Leu?, Gly**, Phe®®, Arg"’, His*®, Glu”’, Asp’®, Ile’, Phe®,
3R6! AKR1C3 Oxidoreductase -8.01 1335.549875 Asp!™, Val?®, phe?®*
Val®® Lys"® GIv® val2 val™® Asn’ Phe'™ Pro™ His™ GIn'™ GIu'™. GIv"®° val™® Aen?®
3MWE Truncated human ATP-citrate lyase |Transferase -8 1367.484 Pa ot T.S ZS\; al'™, Val™, Asn™, Phe ™, Pro™™, His™, GIn™™, Glu™, Gly™™, val ™, Asn
ro sp”!
. . Leu®, Ala*!, Leu™, Asn®?, Leu®®, Pro®®, Ser®®, val™!, Ile*, Phe’®, Asp'*®, Ala'"’, val'*%, Asn'*?,
40J2 Aquaporin Transport protein -7.97 1431.2435 A Ser'?2 [167 His”? Thrl? Glym gm
A Asp™ Val® Phe® e, ser®, Lys®, Pro™, Asn™™., Arg””, Cys'?, Ser™L, L
SGNT  |BDLP-likefolding of Mitofusin1 |Hydrolase 7.9 1621.646625 Tham P Ve € e ser ys L Pron, As e, Arg L By v
r
T80 no 183 || 188 |1 185 | o 186 p_ 190 | 210 617 | U 618 | 633 (U638 po 635 co 636
5WG5  |Human GRK2 Transferase -7.88 1680.155375 Xj' o T_S“m’”e o His™™, Lew™, Asp ™, Lys™™, Arg™, Lys™, GIn™, Cys™, Asp™™, Ser
p°’, Leu
Asn™, Lys™®, Thr', Ala®®, Pro™, GIu™, Trp™™, Asn™™, Tyr*™®, GIy™", Asp™™, Gly**®, Pro>™, Leu"™
SFN3 Gamma secretasein class 1 of the ap{Hydrolase -7.87 1700.123625 = ys 2 r sg;a '6520  GIUT, Trp™, Asn™, Tyr™, GIy™, Asp sPro, Led
GIn ,Trp™™3, lle
Asi Ph 1ZA 14 Gl ]5A IEP 17L 1EA Z3v|45$ GEC 49L 52 1 53A SSP 65
6PAX  |Human PAX-6 paired domain-DNA c{Gene regulation 7.82 1843592625 A"ﬁ; ; e fen L Gy Are T, ProT teut, Arg VAl Ser tys T Lys e, Arg L Pro
rg®’, Ile
3PUF Human RNASE H2 complex Hydrolase -7.82 1846.706875 | Trp'*®, GIn'*, Phe'®®, GIu'®’, Lys'®®, Leu'®®, GIn>®, Trp?**, His**?, Pro?*!, Phe?*?
6DK3 Human mitochondrial serine hydroy Transferase 7.8 1926.296875|GIn°’, Asn’®, Phe’®, Cys®®, Leu®, Leu®®, Gly*®, Asn®®, His?”®, Arg?®®, His**°, Phe®"!, His**
5HKJ Single chain recombinant globular hSignaling protein -7.79 1939.345875|Arg'?, Trp®°, Glu®, Asn®®, Lys'*®, Lys'?, Lys'**, GIy'*®, His'*®, lle'"’, GIn'"?
88 89 91 93 94 96 97 168 169 171 174 175 176 177
4TV |MATenzymes: MATA2B Transferase 7.73 2167.87325 ;VSH'OH'S Gy, Asp™, Asp™, Ser™, Lys™, Arg™, Arg ™, Gly™™, Pro™, Trp™™, Lew™, Arg
sp
5C5X The S156E mutant of human aquapd| Transport protein 7.72 2186.2455 |Lys’, Lys’, Glu®, GIn®!, 11e®?, Ser®®, Arg®®, Leu, 11e”%, GIy***, Thr?*?, Tyr**?, Glu®**, Pro®*®
Thi 35’ Gl 36'1— 37,A 38' Gl 91’G| gz,AS 93,A5 lZS'L IIB‘A 127,G| 128, [ 142'T 155' Ph 'lSEl
6F39  |CLRhomodimer CUBL-EGF-CUB2 |Hydrolase 7.71 2215.96575 (| /O VT BT GBI GV, AS Asp, Red T Asp, BluT Bron, e, Fhe
Asp™°°, Thr™™", His
208 n 205 | o206 | U251 o295 \,_1296 /1308 1y 309 o 310 o 311 o312 1563 \,_ 1564
3HRZ Human factor B Immune system 771 2227.2145| o Arg o Leu . Lys™, Ser™, Val™, Val™, Thr'™, GIu™, GIn™", Ser™, Tyr™, Val™,
Leu™”, Asn”"", Asp
47W) Rhodopsin bound to arrestin Signaling protein 7.71 2238.5205 [ Tyr*?, Met*, Leu*®, Leu?’, 116°°, Ala>®, 11€*%?, Cys**, Phe*®?, Phe®*, Ser®®’, Ala®®®, Tyr®®!, I1e**
35 Drof® Gu® [ ueS Tur%® ||ol0l | vel02 11 103 pr 104 105 113 o118 T 119 2
5790 BRD4 bromodomain 1 Transcription 7.7 2257.4915 P:‘O“; Pro®®, GIu™, Lys, Tyr”, 1'%, Lys™, Thr'®, Pro’®!, Met'™, Arg!™, Tyr'*®, Tyr'™®, Asp*
Thr
5D1M UBCHSB Ligase 7.68 Arg’?, 1”3, Tyr’®, His™®, 1’8, Asn’®, Ser®, val'?®, GIlu'??, 1le'??, 11e'2°, Lys**?, Arg"*®, 1le"*7, Glu™*°

2338.9415
T

rpit




PDBID Targets Classification Energy (Kcal/mol) Dissoc. constant [nM] Contacting receptor residues
Lys™%, Ser™L, Thr, Asp™, Lys™™. GIU™Z, Asp™, l1e2%. GIU™®, Arg™™®, GIy™", Ser®®® phe®™, ser™™®
1IKN  |IKAPPABALPHA/NF-KAPPAB comple] Transcription factor 7.67 2370.73725 G‘f?;f? T, Asp™ Lys™., 6 P lle e Ser, Phet™, Ser ™™,
n**!, Pro
4uv8 LSD1(KDM1A)-CoRest Transcription 7.65 2456.273 | Ala’®, Arg®™, Asp®™!, Asn®*’, Ala®*®, Thr®”, Arg™™®, Ala™®, Pro’**, Trp’*®
] — ] Tep™ Tyr'®, Thri, Leu™, Tyri2L, Aspl’. Arg'®® Phe'®, GIn®®, GIn™™, His®®, Tyr™, e,
30E9 the chemokine CXCR4 receptor Signaling protein, hy{ -7.64 2515.0045 Asf)m Keum His?®! |1e28% Gyluns ’ ¢ Y
Al 148 S, 149 Gl 150 Th 155 A 188 Gl 191 A 192 T 231 Asi 235 Ar 238 Gl 266 Al 269 Asi 270
3UWU  |Flap endonuclease 1 (FEN1) Protein binding/pept 7.61 265457557 2 Term' Vo TR RS, By, A T, Asm, A, Blu, Al ASe
", Tyr
AI 301, AI 302'(: 303‘-'- 304’A5 305'A5 305‘ GI 3DSVA| 313'\/ |314‘ L 315’ ” 316,A 317’ GI 310'
3vJ9 The human squalene synthase Transferase -7.61 2654.5755 T a“] A aau ve vr " " " 2 @ vs € 8 "
yr—, Arg
1ZXM Human topo IIA ATPASE/AMP-PNP  [Isomerase -7.58 2768.98325 [ Trp®2, 1le’®, Asn”", Tyr’?, Arg’®, Met?”?, Tyr?’*, Lys*’®, Asp®”’, Lys*’®, Lys*™®, GIn**?
” 309,'. 310‘ GI 331’5 332'\/ |333,A 337’ GI 341'\/ |344‘G| 3‘35’ Ph 345' GI 347,A 348 [ 349
173U Angiopoietin-2 receptor binding doif Signaling protein -7.58 2773.6605 Tem 1‘_/5 354 Ly 355 zrl 356 @ '8 Y @ v € v s Pro
yr—, Trp”", Leu™", Gly
T3 o127 corl?8 G1ui2d G1ui30 Glai3l Glul32 [ gel®3 (o186 A 187 o 190 pr 230 oy 364
4GWG 6-phosphogluconate dehydrogenasd Oxidoreductase -7.51 3126.77775 Metass, Val 77, Ser *, Gly ™, Gl GIu™, GIuT, Lys ™, His ™, Asn™, GIu™, Phe™, Gly™,
Cys’®®, 11e*°, Argm
5U72Z Human acid ceramidase (ASAH1, aCl] Hydrolase -7.46 3396.36611e’®, Val”’, Leu®, Glu'?®, Ser'®?, Phe'*?, Asn***, 1le***, Phe'*®, Tyr"*’
Gy, Gl 193’” 1 G5, L™, Trp™™ Lys'™, Lys'™®, Met™™, Lys'"’, Arg™, Ala™", Tyr™,
4IRG  |TheETS transcription factor ERG  |DNAbinding protein 7.44 354872825 - - . Mo O e TR by ys e S Rys L Arg L, A v
yr, Lys
T | o A8 T8 ol Ae 67 aen63 02 phel® phe'™® His'lL Ser'®® Thri®?, His'™®
4MXV Lymphotoxin alpha Cytokine/immune sy -7.41 3695.43 _II'_:U“; Leu®, Trp™, Ser®, Asn®™, Asn®, Ser™, GIn'”, Phe’®!, Phe™®, His™, ser'®®, Thr'*%, His'™,
r
4E+49|Carbonic anhydrase (CA) Lyase 7.4 3783.79075 | Trp®, Phe®®, Asn®?, His®, Ala®®, Asn®’, GIn®?, Hisg’4 His’®, Leu'?, Thr*®, Pro””*, pro®®?
1HFO DNA-binding domain of OCT-1 Transcription -7.39 3835.228|Asp*?, Phe*?, Ser*?, Thr*®, Arg*®, Asn®?, Lys®?, Leu®, Arg'®?, Lys'®, Lys'®, Arg'®®
30HM Activated G alpha Q Signaling protein -7.34 4165.89825|Asp™*®, Arg'®’, Arg'*®, Arg'®®, Lys'*®, Asp?>®, Glu®®!, Lys**?, Met?®*, Tyr’®®, ser?®®
3169 Apo Glutathione transferase A1-1 Gl| Transferase 7.3 4434.3505|Met'®, Pro''®, Phe'"?, Cys''?, Pro'*?, Pro'**, GIu?*°, val®*?, Arg’**, val®'®, Tyr*"/, Phe’*®
T CystS Al Lys'™, Pro’™, ser'®™ Cysi®. ser™® Leu™®, Val'”%, Leu?™, Thr®™, pro™™®
4)X) ribosomal RNA small subunit methy| Transferase 7.3 4471.931 I: 259 Cys™, Ala™, Lys™, Pro™™, Ser™, Cys ™, Ser ™, Leu ™, Val ™ Leu™, Thr™™, Pro™™,
n
3DOF Complex of ARL2 and BART Signaling protein/hy( -7.26 4784.2675|Thr®®, Lys**, Glu®®, Thr®?, 11e**, Ser®®, Pro*®, Thr*’, Leu*®, Gly*?, Phe®®, Asn®?, Lys®?
SFFG Integrin alpha V Beta 6 head Cell adhesion 7.25 4816.6765 [Tyr'®, Phe’!, Pro*, Trp?, Ala®®, Pro’*®, Leu'"?, GIn'*®, Phe'®?, Pro*”*, Trp*”®, Tyr*?!, Tyr?**
4URW RAS:SOS complex Signaling protein -7.24 4923.5305 [Pro®*, Thr®®, 11e*®, Glu®’, Ser®®, Tyr"0 Arg", Asp®, 11€°, Leu®®, Asp®’, Thr*®, Ala®®, GIn®*, Thr’*
SF6D UBC9 (K48A/KA9A/ESAA) Ligase -7.22 5066.847|Pro’’, Pro®, Leu®, Phe®?, GIu'*?, Arg*’, Ala'*°, GIn'**, Lys'®*, Phe'*®
95 p o191 192 U194 <280 a1 781 | o 282 p 440 a1 A1 | o 442 1A proadd pads
5UzZP Citrate synthase Transferase -7.12 6028.896 fln“;Arg o Thr™, Tyr ™, Ser ,Ala +Leu™, Arg™, Ala™, Leu™, GIy™, Phe'™, Pro™,
eu
3R40 Heat shock protein 90 Chaperone -7.01 7332.7505 | Leu®, GIu®®, 11e2%, Lys*™, val*”’, Lys*®, Ser’'!, GIn?*?, Tyr®'®, Pro®"’, 1e**®, Thr**?, Leu®*°
SA2E Extracellular SRCR domains of humal Immune system -7 7369.974|ser’?, Ser®®, Cys**, Glu'’, Arg'*®, Arg??*, Trp®*®, Asp?>®, Cys***, Pro?*!, Gly**?, Leu®*?, Pro®**
4A7U Human 1113TSOD1 Oxidoreductase -6.99 7470.162|His"®, Thr*®, Gly®?, Pro®, His®®, His®, His'?°, Lys'*®, Thr'*”, Asn'*°, Ala'*°, GIym,Serm,Argm
4 phe®™ Gl GIU, 1, Phe™, Lys™®, Ser’””, Ala™™, Gly™™, Leu®™, Lys'™ Lys™
2UW9  |PKB-Beta (AKT2) Transferase 6.98 7648.78 (T;Ipagl' :h o f'“m s"fm e, Phe™, Lys™, Ser™™, Al Gly Py Ly
n**, Arg®®?, Leu®”’, His
SFUG Ahuman YL1-H2A.Z-H2B complex |DNA binding protein -6.92 8449.67 [Ser”®, Lys’", Asp’®, Lys”’, Val’®, Lys”®, Arg®, Thr®2, Arg®, His®®, Leu®®
T3 Human acidic fibroblast growth fact| Hormone/growth fa| -6.9 8710.316[Leu?, Gly®, Asn”, Tyr®, Lys'?, Leu*®, Ser*’, Ala*®, GIu*®, Ser*®, val®*, val**, GIu®”
41P9 Human serum amyloid A1 Protein binding 6.9 8813.836[Asp’®, Arg’®, Tyr®®, Arg®®, Tyr*?, Asp®®, Lys*®, Arg®’, Asp®", Pro®?, Asn®®, Arg®®, Lys'®®, Tyr'®*
4Y50 CCM2 HHD in complex with MEKK3 | Transferase -6.89 8963.86 [Leu™®, Tyr’®, Leu®?, Tyr*®*, Arg®*®, Asn®?/, Leu®*?, Phe®*®, I1e*”7, Pro**®
5W45 APOBEC3H DNA binding protein 6.84 9622.357 [Leu™, GIn'?, Asn™®, Lys'®, Arg®®, Leu®®, Arg®®, Pro®®, Lys?’, Thr®, Trp®?, Arg**®
L 85' GI 89’ L 92' AI 93,'. 96,G| 97'V |99’ Th 119'V |120, Hi 123' Th 124‘ GI 127,6' 128’ ” 143'
2rMs  |PDE4D2 Hydrolase 6.84 9671.203 Lysm U reuy AR beu, BT, VAT T, VAl RIS e GIn L, Gl e
eu
2CF9 Recombinant human thrombin Hydrolase/hydrolase 6.77 10920.869 [Leu®, 11e°°, His’*, Pro®?, Arg”, Tyr®*, Asn®®, Trp®®, Arg®’, Asp'®°, Arg'®*
3BYI Human rho GTPASE activating prote|Signaling protein -6.74 11468.708 |Phe’’?, GIu*", val®’®, GIu®"7, Lys*®, Lys*®!, GIu***, Thr**®, Gly**®, Asn*"’, His"*?, Tyr"**
5N7E DBL-homology domain of BCR-ABL |Signaling protein -6.69 12436.522|Tyr*’, GIn"’, GIu*®, Phe®, GIu*®, Val®?, Pro°?, Lys®®, Thr®’, Ala®®, Thr“,lle“, Ser®!
4W90  [TheFK1 domain of FKBP51 Isomerase 6.69 12584.328 |Lys™?, Tyr*™*, Arg’?, GIu”®, Pro’®, Phe’”, Val”®, Leu'®®, Asp™*®, Lys'*®
SAIU RNF4-ring domain, UBC13-UB (isope Ligase/signaling protf -6.64 13600.3 | Tyr'*?, Tyr'®®, 11!, Gly'®°, Ser™®®, Thr'®®, val'®®, ser?®, cys®®?, Pro®®?, His*?®, Val?®
4X1L Mutation-induced destabilization of Protein binding -6.61 14186.45|Gly?, Trp*, Tyr’, Gly**, Trp*?, Lys'%®, Thr'®®, Leu'®®, Ser'?®, Tyr'*®
2Q7N LIF receptor (domains 1-5) CYTOKINE receptor/d| 6.61 14330.844 |Phe'®™, Trp™®®, Asn®®*, Thr?®2, Thr?®, Asn®®®, Val>®®, Phe®®, GIn®®, val*’* Tyr*’®, GIy*’®, Thr?”’
SOKF Human 14-3-3 sigma with the hspbg| Signaling protein 6.6 14599.396 | Trp®®, GIu®®, GIn®’, Asn’®, Arg®, Ala'®2, GIu'*?, val'®*, Ala"®®, Thr'®, Lys'*°, Glum, 11e'®
4ZMV Human P-cadherin (SS-X-dimer pock| Cell adhesion -6.55 15698.361|Ser®, Arg®®, Ala”?, Lys”>, I1e”, Val®®, Thr®®, Asp®®, Asp®®’, Tyr'*°, Thr'**
5vZ3 Growth factor Signaling protein -6.54 16128.072|Pro®, GIu*®, val*®, GIn*, Thr*2, Asn®, Pro®®, Met®®, val®’, Leu'*®
3w02 Human interleukin-18 Immune system -6.48 17786.768|Gly*®, Asn*®, Arg®’, Pro?%, Lys”®, 11e%, 1!, Ser®?, Phe®?, Glu'?®, GIu'®, Lys'**, 11e'¥’, Leu'®®, Lys'*®
1QE6 Interleukin-8 Immune system -6.44 18901.026 | Tyr'?, Ser', Lys'®, Pro'®, Phe'’, His'®, Pro"®, Lys?, Leu®", GIu®®, Trp®’, Val®?, Lys®*
5M3D Tuning of CD81LEL (space group p31| Cell adhesion -6.44 19093.406 [ Thr'®", Asn'®*, Leu'®®, Phe'®®, Lys'®’, GIu'®®, Asp’®®, GIn'®?, Asp'®®, Asp"®®, Lys?*!
4ANYH Pirl dual specificity phosphatase co| Hydrolase -6.43 19484.064 |Leu*, Pro*, val*!, GIn*?, Pro®’, GIu®®, GIu®®, Cys’®, Phe’?, Asp’®, Lys’®, Glu®?, GIn®*
2X1X Structure of VEGF-C in complex with Hormone/signaling p) -6.43 19484.064 [Asp™®, val'*®, Gly'**, Lys'*?, Gly'**, Ala'*, Thr**®, Thr**®, Phe'®?, Phe*?, Pro"*®
2188 Human CD59 Lipid binding protein 6.38 21199.716 | Tyr*, Asp™?, Lys'?, Lys*®, Asp®’, Leu®®, Cys®®, Phe’?, Asn’?, GIu’®, GIn™*
3H91 Human chromobox homolog 2 (CBX| Transcription -6.37 21560.564|val'!, Phe'?, Ala"?, Ala', Glu'®, Cys'®, Ile'”, Asn*®, 11e*?, Leu®®, Asp®?, Arg>®, Leu®*, Ala®’
21YB Complex between the 3rd LIM domg Metal-binding 6.35 22038.866 | Tyr'®, Trp?*, Lys®®, Asn’?, Ala’, Phe’”, GIn’°, Trp®°, Arg®’, Val®*®
SHOV H88A mutated human transthyretin| Transport protein -6.12 32437.582|Ala'®, val?®, Leu'"?, Leu"?, Ser'??, Pro™3, Tyr'!*, ser!’®, Tyr''®, ser'!’
1CWF Human cyclophilin A Isomerase/immunos -6.05 37001.832|Thr®, Arg®?, His’®, Thr’?, Gly’*, Gly’®, Lys’®, GIu®, Lys®?, Val®
5P0OQ BRD1 in complex with N10974A  |Gene regulation 6.01 39586.184[Leu’?, His™, GIu®®, Gly'?®, Arg'*?, Arg"*®, Arg*®, Asp'*®
3KLT Avimentin fragment Structural protein -5.81 55294.196|Asp'?°, Arg'?®, Phe?®?, Arg?®?, Leu?®*, Lys**®, Lys*®, GIn?*°
1BL1 PTH receptor N-terminus fragment |Hormone receptor 5.8 55668.764|Tyr'®, Lys', Pro*®, Phe’, His'®, Phe??, Leu** Asp®®, Arg”/, Leu*®




