Table S2c

Hesperidine docking to nonspecific human blood proteins

Ei Di . tant
PDBID Targets Classification nergy issoc. constan Contacting receptor residues
(kcal/mol) [nM]
PhEZl, VaIZZ, AIaBS, Arg99, Lys’lO], Phe159, SerlSO, ASPIGZ, Phe163’ ThrlsA, Ly5165, Tyr224,
SFFG Integrin alphaV Beta 6 head [Cell adhesion -10.89 10.4293486 | ser””*, val**®, Ala”’, val®*®, Asp”*’, Phe?”®, ser’”®, val®®®, Ala®™', Ala®®, Ala*, 11e**,
A|3345 Pro346 -I—yr407 Ser408 MetAUQ Lys410
Cy5124, TrpIZSI SerlZBI Thr14§l HislSZl GlulSSI HislSSI HislBZl ArglKA, HiSlKE, Asn187l
4GWN Human mature MEPRIN Beta |Hydrolase -10.58 17.6884277 Val™®, Met?®®, His?®0 Tyrz“, Sert'2, Al?lS, phe?ls, Glym, G, Argm
Ddbl (dama s eCiﬁc ONA Trp“l, Pr04121 TyrAZZI SerSOZI cy5503, A5n504, cy5540, Leu54ll A5p542, ”e5431 Thr544,
317H binding protgeinF?l) Protein binding -10.27 29.4979043 |Pro®*®, Leu®*®, Arg®®, Ser®®, 116°%?, Leu®®?, Met®®®, Thr°®*, Thr®®®, val®®’, Arg®*°,
ThrGIJO' ArgﬁAZl CySsSﬂ, ProSBl
G|y330’ Ala331’ Va|333’ Thr!!sl PheSZSl Ala539l ASTISAO, Trp552l Aspssa’ G|n554‘ ASPSSSl
4Uv8 LSD1(KDM1A)-CoRest Transcription -10.1 39.3009297 [Asp®®, GIu®*®, His*®, Leu®®®, Lys®®*, Ser”®, Tyr’®*, Ser”®2, Tyr’®3, val’®*, Tyr"”?,
-I—yr807l PI'OBDS, AIaBO?, ThrSlDI HisSlZ
R binant h Arg®, GIu®®, Leu®, Leu™, Cys™, His*’, Cys>®, Trp®°d, Lys®*f, Phe®°h, Asp*®®, Ala**°,
2CF9 t::c?r;nbil:an uman Hydrolase/hydrolase inhibitor 9.94 51.8341992|Cys'*?, Glu'®?, Ser'®®, val*®?, ser’™*, Trp®*®, Gly**®, Gly**°, Cys*?°, Gly**°, Phe??’,
TyrZZE
Tyr159’ Hi5160’ Hi5164, Hi5104’ SerZDS’ Asn209’ G|n210, LeulZQV GIuZ!O, Thl'z71, A5p27z,
2FM5 PDE4D2 Hydrolase 9.88 57.0686953 |Met?’?, ser?’, Asp*'?, Leu®?, Asn®?!, Pro®??, Tyr®?®, Trp3?, 11€%%°, Phe®*?, GIn®*,
SerSSSl PrOSSBI Met357l Cys358' GlnSBQl Phe37l
MGLURS i | th LeuSZSI G|n647, ArgEABI IIeSSll GlyESZ‘ MetXSOV TerQO' LeuﬁQll ”8892' Cy5893’ Asnﬁgd‘
6FFI MMPEP ih complex wi Membrane protein 9.77 68.7114375 | Thr®*®, Thr®®®, GIy®*°, Val®®®, Pro®®, Leu®®, Tyr®>?, Asn®®, Tyr®*7, Lys*%, 117,
”e%o’ Met®%2
Camp-dependent protein 2 3 4 7 42 43 46 49 50 336 341 348 i 349
Lys®, Asp>, Tyr’, Thr’, Glu™, Lys™, Glu™, Glu™, Ala’", Ph ) A , Asl ,H )
aws7 kinasea (catalyticalpha | Transferase 9.46| 1167331172 ¥S TSP VO T, BT RS, BIUT, BIUT, AT, Fhe T, As, Asn IS
cubuinit) Lys™, Phe™, Ala
Asp®, Leu®®, GIy®®, Asn®, Phe™®, Arg™", Ile'!?, Ser'®, Phe'®®, Asp®®, 11e*°, Gly**!,
SHEX Human hexokinase 2 Transferase 9.36 136.8034375|Thr?*?, Gly**3, Ser®*, Asn?*®, Glu®®, GIy**?, GIu™*, Asp**?, Gly***, Ser**®, ser*®,
G|u445 Asp447 GIV‘MS Ser449
T 201 L 207 p 208 T 210 L 211 A 277 Gl 279 Gl 291 T 292 A 294 Hi 295
4FAD PI3KA Transferase -9.35 141.261625| ° € L0 LV Lted LAre LBIU LB TR AT LIS
Lys®°, Asn“™", Asp”*®, Arg™™”, GIu™~, Glu™®, Leu™™>, Pro~"", Tyr*"’, Glu
PhES7, LVSBS, LeuXS, Arg93’ Thr“s, Gly“(’, G|y118, Ly5119, SerlZD, Leulll' Tyrlli' cy5135,
4uU7D Human RECQ-likehelicase ~ [Hydrolase 9.33 143.9087813|Leu'”, Asp™*®, GIn', val™®®, Leu™™*, Asp®*?, GIu**°, Leu?, GIy*”", 11€¥7%, Asp®”®,
Arg‘m
H f | h : A 86 88 V. IQS A 125 ” 126 Al 127 L 129 Ph 147 I 150 A 154 | 158 Ty 251
4NYo fuman focal adhesion Transferase 923 17123200198 e, Val®, Arg T le, Arg, Leu™, Phe T, GInT Aspr, Glu, Ty
kinase Arg”%, Phe™?, Lys", GIu®>®, Cys™’, Asn
Hi 51‘” GZ,S 63 Gl 64‘ Hi 66 C 75‘ Gl 78’C 79 Hi 80 V. |31'A 85 T 39'” 145
4052 Aquaporin Transport protein 9.18|  186.9406719 P: e :h Mf'A’ Yy . Ilsszyslsz Tym :5 ;ZD'ST e 3 e u vone
e, Ihr =, Asp, Glu™, Arg, Tyr 7, Asn—, lyr ", Pro——, Ala
. ) ThrZIZ, ArngSl Ph9251, GInZSZ' A|a253' GluZSdl GluZSS, GInZQD‘ GlyZQl, Phe444’ G|u445l
10E9 Myosin V motor ATPASE/myosin -9.15 195.9873594 1S, Ser'®® GIu™ GIn®S!, Glu?, Glym, Lysm
Ribosomal RNA small 23 () 49 50 (171 72 73 74 96 97 98 99 116 117
Asn?, 11e*, GIY*°, 1le”?, GIu’2, Thr’?, Asp”®, GIn®®, Asp”’, Ala®®, Leu®®, Asn''S, Leu'V/,
4JXJ subunit methyltransferasea |Transferase -9 252.4524063 snn; € 1 Y .’uue ! 121“ r P n P ateu sn e
from rickettsia bellii Pro™™, Tyr'™, His™™, lle
The S156E mutant ofh Ser®, Gly®®, His®, Leu’®, Asn®, GIn®!, 11€®?, Arg®®, Tyr®°, Ile'*°, Phe'*’, Thr*°
5C5% €5195E MUTANt OTAUMAN |1 2nsport protein 8.87| 31492256257 /O /AIS iU LA, BN TE LR LV, Te L Ehe L I
aquaporin 5 Asp'”, Ser™>%, Arg ", Phe®™*, Asn**, 11e”, Tyr™™, Pro
” 32‘ L 32’ P 35, A 179,V IIBDIA 183' ” 184’ H 185’ L 186‘ L 21[!‘ A ZlZlT 517‘
5WG5 Human GRK2 Transferase -8.87 314.9225625 N 76 eu MGro Glfn 61: 5;” 6: 5;: s: 5\5 :f: "
Trp>™, Glu™™®, Arg™™’, Lys"™, GIn™"%, Cys™™", Asp”~>, Ser™>", Asp™~’, Leu
T 24 [ 26 p 27 L 54 T 55 A 56 Ti 86 Hi 117 118 M 120 L 122 As 167
3R6l AKR1C3 Oxidoreductase 8.86|  319.2036563 Tyr“’e /:° e rT° 2'2,e:h’30‘§rpr’] - : TP /HisT, Ser, Met ™ Leu™™, Asn™,
yr—,Arg, Irp~, Phe”", Phe""", Pro
; tb N d . f l SerZSGI Phe329, cy5366, Ly5359, Leu37°, A5p372, G|y373l ”9374, GII’\375, ASP37E, A5n377l
2QFz miﬁ?:;r 2c2a omain family Hydrolase activator 8.77 374.7173438 G|y3“, Met?®7, Lysau, Trp”g, Tyr“z, GIn*3, GIu™S, Pro*s, Asp“7, Gly“g, Phe*?,
Ser">°
Gl Z7’ GInSGl AS 43' H-SXBV Gl 148, VallSSl H-SISSl L SlSQl Alalﬁll Gl 166, G|n37Z' AI’ 373,
4KTV MAT enzymes: MATA2B Transferase -8.74 389.5498125 A U376 Ty GT 378 IPh 38°uGI w81 3sz ¥ Y g
a - Iyr,Gly, Phe ", Gly", Arg
H PPCA (tri | L 67 Th 68 L 74 Vi |75 Gl 76 Asi 245 T 247 A 248 Al 251 [ 252 Al 254 C 303
amMws uman PPCA trigona Hydrolase 871  a11.8625038| - /N yced L NA LB L AS L TV B L A PO AlE L By
crystal form 1) Thr™™, Asn™">, Ala>™, Met™>", Thr™**, Asp™", Lys">>, Pro™"", Leu
TheSI8Yvariant of 7 9 10 11 14 17 18 22 23 24 26 27 29
Glu’, Asn”, P ,Glu™, Asn™, L , Tyr=, val®s, Ala®, Gly™, Trp®°, Arg™’, Val*",
4JK) ubiquitin carboxy-terminal |Hydrolase 8.7 4195806563 1 v GT , PO, Glu™, Asn, Leu™, Tyr™, Val™, Ala™, Gly™, Tre™, Arg™, Val
sp>, Glu
hudralacall
A I 1 Le 260 L 261 P 262 I 310 | 313 L 314 AI 315 P 316 V. ISIE Th 517 A 520
SEN3 Gamma secretase in class Hydrolase 8.69 430.338875 eum, ysm, row,Gum,G nm, ysw, am, rosoo, am, rm, rgm,
ofthe apo- state ensemble Trp®®, Asn®”3, Leu®*, Thr”®, Gly®’®, Thr®”7, val®”®, Tyr®®°, Arg®??, Ser®??, Thr'
Human mitochondrial 99 113 116 117 120 121 124 125 131 135 136
Gly*®, Asp'®3, Gl Leu', GIn'?°, Arg'?, Leu'?*, GIu'?®, Pro*®!, Gly***, val'®,
6DK3 serine Transferase 8.66 4ag.8g575| ) (AP LB LRed LB L ATE T ReU U, Frot, Gly T, va
hudravumathyltranc b) GIn =, Tyr ™, Lys'™, Glu™", Asn
Int t 1 t .. GI 1470, L ISBBIS 1559, Gl 1590, GI 1591’ L ISBZ’V |1593’S 1596,V |1597l Th 1598'
SHZ) ntersectinl containing signaling protein 858 512.912875 %" eu er u n eu a er al r
WIldtype LOV2 domain AsnISQQI Arg1604, PhelGZB, Thrlssll ProlESZI PhelSBAI AsnIESS, G|U1667, Hi51587
ASpZZO, TI’pZZl, SEI'ZZ7, ThrZZE, T\/r430, Gln“l, Ly54321 Tyl'434, Arg435, G|n436, Met437,
1WeK Human OSC Isomerase -8.54 552.453875 A2, Met®™, Arg™™, Asn®®S, Pro™S, Thrs®, 1ys5%. Arg®?
Rhodopsin b dt Lys®, Lys™, Arg®, Thr’®, Pro”, Tyr’*, GIy*°, GIu'*, Asn™®%, His'*2, Arg®, GIn2"°,
42w} ccopsinboundto Signaling protein -8.47 614.43a5625| 0° o 1YS  ITE L INN LETO L D, B B A T AT n
arrestin Glu™"", Asp™'%, GIn""%, Asp™™7, Val=™*", Gly™™"*, Lys™ %, Arg
Arg", GIu*®, Glu", GIn'®, Thr®?, Thr**, Ser'®, Phe'®, Met'?®, Asp'??, Asn*®?, Lys"®*,
3HRZ Human factor B Immune system -8.46 624.893125 L g%e ||u4e7 P: 468 ppi®1 et P ¥
ys -, lle", Phe ™, Asp ", Me
LllG|12A14L16A17A18LIQAZUP ZZT23T24P15A26
5W45 APOBEC3H DNAbinding protein 8.42| 6753426875 LE“N’Th';l i SZZ’AVSMD’ 16 ATB L Reu, AT, FroT, YT v, Fro Arg
ys , Inr—, Irp—, Arg
TITEEXTraCeruTar qoTTarT ot
human corticotropin His™®®, Asp®*, Ala®?, Arg”", Tyr®>°, Asn®*®, GIy**®, Tyr'7®, Tyr' 7%, 11e*”?, Glu™, 11e”°,
3EHT Y X ' Pl Membrane protein -8.36 749.84375 ! 10 pm 1 16g 1! 10 v M M Y
releasing factor receptor Met'®, Pro®®, Asn'’, 11, Pro’®, GIn
4 1 lecfrl)
Thereceptor protern 400 401 402 403 404 407 430 431 432 433 434
N Cys™™, Tyr™, GIn™™%, val™, Gly™, Glu™", Ser"™", Pro™™", Tyr">*, Thr™>*, Asn"*",
2V5Y tyrosine phosphatase mu Hydrolase -8.34 775.5878125 GIu*®S, GIn®, The'®, Tyr*®°, Gly**t, Val*®?, 11e*®®
octod n ) , , , , ,
Theh | Gl 165 A 169 Gl 202 A 205 S 206 L 209 L 213 A 238 T 239 Gl 261 Th 264
3vJ9 sy:th:sn;an squalene Transferase -8.24 918.18875 A um, H?pzss,H' l;lsg IA 5272 ,P erZSA,S el;ss ,L yiss S
sn®®?, His**®, His*®, Asp®’?, Pro®*, Ser®>, Lys




PDBID Tar,
gets A
Classification (El?ﬂiy Dissoc. constant
cal/mol) Contactin, i
5T40 Human EX [nM] g receptor residues
0G (hexog) H
ydrolase 10
8.23 935 3950625 | AP Arg'”, Lys'™?, Cys'™?, Phe'™
. ’ ) , Cys*, Phe 137 138 -
5UZP Citrate synthas Phe'®, phel®®, Asn'’®, Glu'7® 18;Ser ,Arg™", H,S“O’ pr0143,AlalM, GIy“S,
€ Transferase 8.21 Met’?, Arg’? —— u'”?, Arg'®, Arg®t
-°- 952.9238125| Vcr A8 L Gly”, Met’®, Gly”7, Leu”®, His2®®, Gly?
3MWE Truncated human ATP- His™L, GIy3*, Val®*®, Arg®S® Z lnlfu .AI;IS L GIy?®®, Asn®®®, Val?’®, His”?, Leu®®
i L ’ ’ 40 ’ ’
citrate lyase Transferase 821 sor’ A = AL , Asn®®, val*®?, Asp®?, Arg"?8, Glu**”
: 062,623 |5 AsP™, GIn™, Gly A GIu?, Pro’®, Pro’®®, pro?*t
2XMS Arg?%t 245 1 246 ’ , Pro®®, Pro®*®, pro®*, Phe**?, Gly***
Human NDRG2 protein Signaling protei rg”*, GIu?**, Ala?*®, GIu®°, Ala®®", Ala™* Gy,
in T8 | 162 - . 4
- -8.18 1002.417063 | ASP " Lys' %, His'”?, Thr'™, ser'”, Glu™™, Met!
5K10 Isocitrate dehydrogenase Leu™, Trp®®®, Tyr*?, A 24 :r zzéGIu i ¥, Gly'™, His'™, Ser'™, GIn'
i , , , Asn 2 ’ ,
(IDH1) Oxidoreductase 8.11 1143 Pro?%8, Tyr2% Tyr?3! Lys?3® - rgzgs‘ Pro””, His™, Asp™®, Ala™*®
J10s oo omet 465875 GIn257l Serz“l G\:rzezl Lys o PheZ | GIU2®, Lys™®, 11e¥%, Trp™*s, GIu?", Arg?®
’ 6 ’ ’ ’
junction Hydrolase 8.09 o™ Th “5: ulls, Gly*®, Gly*®*, Phe?®®
S 1172.784875 , Thr'®®, Arg'®, GIy'*2, Thr'®? 64 6
3PUF Human RNASE H2 Thi?®, Lys?®, GIy*®, A ym, rm‘Pro , Gly'®®, Arg'*®, Phe'®”, GIn®, Asn®®®
complex |Hydrolase 8.08 Glu” ’A 186, Vm, sp”"°, Arg?™®, Thr?™?, Asp™™®, val**® '
-8 1186.72325|C1Y /A8 Asp L Val'®®, Lys'®?, Trp!®?, GIn'®
3DOF c 1% Thet orts ysL Trp'®, GIn'® Phe'®s, GIu™, Lys'®®, Leu™®
omplex of ARL2 and BART  |Signaling protein/hydrol , Thr?®, Tyr?®8, Gly2%7, Ser®®, Trp?'®, Phe?®? , )
ydrolase s 9 12 3 : ’
- e — 8.06 1233.697375 LV51'7BG'" er'u 2 Ser™ Thr®?, Asp™, Arg'™?, Leu'™, Alal®®, Gly'7, Alat%, 11e'75
| activating protein 15 Signaling protei Arg'”®, 11e!®, Thri®2, Alal®?, Glul®e, His'®? ’ ,Gly ™', Ala™, lle”™,
(arhgan15) n 8.04 11278 Arg?8° 290 796 Z
- 1278.209 L Arg?®, GIu>°, Trp?®®, Phe?”’, GIn*®, GIu®®, Ala®
1IKN IKAPPABALPHA/NF-KAPPAB LS Leu™® s, Leu®® s In*%, GIu**, Ala®™, val®, GIu®, Glu®*,
complex Transcription factor 8.04 12 Lys*®, Glu*® ,; S0 g . .SZASP
" e 89.0415 ’ , Arg™, Ser®™®, Thr*?, Glu*?? 223 | 22
3EHI Human thymidyalte . Arg?®, Gly?Y, ser?™, phe?®®, p ZISS L Asp?3 1162 GIu?®, Val?®, Glu?®*, Ala?®
synthase M190K ransferase o e . Pro ’
-8.01 1337 806| A€, Thr*", GIu™, Phe®®, Asp™®, Tyr'**, Asn’®®
6F39 C1R homodimer CUB1-EGF- 001 0?18 GIV222 phe?®S hep L Tyr'®, Asn'®, Pro*®*, His'®, GIn***, Ser’*®, Gly*
cus2 Hydrolase p*'%, GIV'™?, Phe®”, Asn™, His’™®, Tyr**® e BV
-7.98 142161325 | T7>, GIV'®, Tyr™, Arg™®, ser®?, Lys™
N N . ’ ’ ) , Lys 68 89 9
5AIU RNFleng domain, UBC13- | . ] Met®®, Asp*?®, Leu'?®, Glu™?®, T YSS , Leu®, Met™, Ser®, GIn™", GIy*?, Asn®?, Lys™,
UB (isopeptide crosslink Ligase/signaling protein K 143 \,_1147 . i
207|  1440.938875| "o Vel GIY'™®, Arg™™, Leu™™, 112, 11e™, Tyr'®?
. , f L 11e'*3 11e!2, T |e1% To5 To6
2UW9 PKB-B Ser?® cys?0l pro0? Hists ,Tyr'®, 116, Gly'*®, ser'®, val'*
eta (AKT2) Transferase 706 A|a3821 G‘Il - Pm“sl His??S, Val?2®, Thr2 A
-/ 1455.61 , GIy*®, Lys®®, Lys*®, 391 392
3GR4 Human . 05251 398 G102 g1yos Vs Ll A ,Leu™, Gly***, Gly**®, Gly***, Pro®”
pyruvate kinase M2 | Transferase ; . 255' 264, u™”, His™", Arg ,
-7.96 1460.527125 rg?>®, Asn?®?, 11e2%, Lys?®, 11e2°7 285 286
N - o Lt st Y: m: e A,Glu , Ala?®®, ser®®, Asp?®®, Gly*2Y, Lys*?2
3069 e chemokine CXCR4 — ys*?, Ser®, Arg™, His*, Arg**?, Asn*®, GIn*®?, Tyr*®, ser®* '
receptor Signaling protein, hyd Aspl®20 Glulot! Arglot? Tyrlote - d 2 €r
, hydrolase -7.91 1581.106375 | Asp*®”° Ala“‘“lvrgllua .Tvrlm, Lysi01®, Tyrl024 Thrlo2s Gly1030 piglodl | o 1032
AURW oS08 | Argms, |, Val'l%, phel™® GIn'05 Met!1%6, Gly'07, Trp!i38, GInttet Thrn;z
B complex Signalin . ’ ’ )
g protein 17 21
7.91 1594505875 | S&r €™, Tyr™?, Pro™, Thr®, 11e’
N . ’ ’ B L e 37 40 ry
5P0Q BRD1 in complex with . The®®, Ala®, GIn®! L Glu®7, Tyr*®, Arg®t, Asp™, 1le®®, Leu®®, Asp®’
N10974A eneregulation 5 - '
7.9 1610.735375|"®  Phe®, Val®?, GIu®3, Val®®, Pro®, Tyr®’, Met”®
A4ZMV :}Jman P-cadherin (SS-X- o Asn'™®, Alattt, Thr!1 Ph'ells L Pro®®, Tyr®’, Met’®, 11e1%2, Asn™®®, Cys™®®, Tyr'®®,
imer pocket 1) ell adhesion vE] . 4
7.82 1846.706575 | TV, Ser'®®, 11", His'®?, ser'™?
- - . B , , His®!, s 153 T
207K H:man myo-inositol mono- | . Phe'®?, Thr'®, 11655, Arg'®, GIn'®? e{;l 1;5'" u’nLyS °¢, Asp™?, Leu™®, Met’®?,
phosphatase 2 (impa2) ydrolase TR R . ,Gly —, Thr
o 774 211367775 (€ -GV TGV, Arg™, Leu™, Arg™®, val™, 5er'®, Gly™™L, Arg™?, Glu™!
HM Activated G alphaQ signaling protein A, GIV®3, GIy?, 11625, Ser®®S, Thr?®, Arg?®” ’ ,Gly™, Arg™, GIu™,
7.72 2197 Ser”, I1e*®, Lys*’, Arg®®, Gly®, Ser®® =
Repoman-PP1A (protein .34375 Tri® 1161 mg | Gly®*, ser®®, Tyr®’, Phe’®, Leu”, Val'®*, Pro*®, Thri®®
5I0H phosphatase 1, alpha 1187 11610, Tyr'®2, Pro®®, Phe'®*, Asp?®® p , Thr®¢,
; g Hydrol in bindi -
isoform) holoenzyme ydrolase/protein binding 7.71 2219709 Arg®, Asn'?*, His'?S, 1113, Tyr'3*, Trp?%, Asp?®, pro?®®
516D The human METTL3- Asp™*?, Arg™*?, Thr*?® 1™ vl b ;\sp ':Bm  Asp™, Lys™™, Asn™™,
METTL14 complex Transferase 3 — - , ,Val®*!, Glu®®, Phe?®®, Phe?”®
-7.69 2315 37475 |TVF " Lew™™, Asp™®, Ser’™, 11?®?, Arg®®*, GIn®®"
41A0 '(Ij'hePDESAl catalytic 11€°72, 11e°74, Ser®™®, Lys®"® ’ | Arg™®, GIn*®7, Arg®®®, Tyr*®®, Pro®”, Asp®”*
omain Hydrolase = . 2 ’
-7.67 237 Leu™, Lys*>S, Asp™®, Phe®™?, Ser*®
AGWG 6-phosphogluconate 8.7535 bro”™ Trp?" ”eF;” .P hfu ,Sel;M  Phe™t, Ser®®2, GIUS®®, Leu™®®, Thr’®®, Lys'”°
. , B 84 ’ )
dehydrogenase apo-form Oxidoreductase ) T , Pro®?, Asp®?, GIy**®, Lys™*?, Asn®*, Lys®*?
- 7.66 2443.86725 rp'’?, Arg L Ala*, Thr“e,Glysw Trp®®° Thr3s! 352 3
4IRG he ETS transcription factor Gly**®, Lys*’® 379 380 S Trp™®, Th?®, Leu™, Asn®?, Tyr®®, Gly**®
ERG DNA binding protein ,Lys”", Phe’”, Asp®®, Pro®®?, Gln®*® Y
7.65 Ja6a.57g5| GV GIN**%, GIN™, Leu®™®, Trp*™*, Lys™, Lys™*®, Met™®, Lys™*?
3R40 Heat . Al Ty Tyr®SS Lyl ’ ’ L Lys*®, Met®, Lys*, Leu®*®, Arg®>®
shock protein 90 Chaperone 7.61 o ‘G|y47 ,TYSFD , Lys )
7. 2632.2675 |8+ Glu, Ser | Asn®Y, Asp™, Ala®, Lys™®
T Human topo 1A 5 Gy, val®™® e sz L Ala®, Lys™, Asn'®, Leu'®, Lys'2, Gly*32, GIn'®3
ATPASE/AMP-PNP Isomerase AL ,Gly"’, Phe'®®, His’™®, ser’™!, GIn’™?, Phe’™?, 11e”* ' ’
758 2773.6605 | ", 6%, Met®, Trp®, Tyr'?, Arg™?, Lys™®®, Gly**” X
4B+ i Al Ser??0 |y , Arg?*, Lys®®, Gly*®7, Phe®®®, GIn®®°, GIn®'®, 11e*!
9|Carbonic anhydrase (CA) Lyase a’’, Ser’”, Lys 'G|Vm,G|y“3 Val326 ’ ,GIn*, e,
7.57 2820.87225| T Asp™, Pro®, Leu®, Lys", Pro
e . ’ ) , P 47 28
uT3 Human acidic fibroblast |, Glu™, Ser'®®, Leu’® Asple\g T Bl ,Val®®, ser’®, Lys®, Gly®, Gly*?
growth factor ormone/growth factor T - (Tyr -, Ser ’
STITETE TN TEToTITOTITATT 7:56 2888.32175 ASp“,GIy , Thr®®, Val®*, Asp®?, Asp®, Thr®, Leu’, Val”?, Tyr’®, Gly”® )
SHKJ globular head of the Cys'7, Lys'®, Arg!?® ’ ’ , Tyr’®, Gly”®, GIu®?, Ser?®,
complement system . |Signaling protein
cin protein -7.53 3048.61 Asn®®, Cys®?, Leu®, Ser®®, Arg’®, Ser’”, Leu’®, Gly’”®, Phe®, GIu®, Lys"*°
ANYH Pir1 dual specificity Pro*2, GIn'*?, GIn?*®, GIy?*7, Asp™®  Gly?, Phe’, Glu™™, Lys™™®, Asp™™,
phosphatase core Hydrolase 75 Hie® 18 Pro™ alu®
e 3158. ’ , Pro™, Glu 34 ECIVE!
3wW02 Human interleukin-18 P32y 155 prgtse  Arg?!, Trp®, Lys™, Asp”, Lys®™, Leu®, Thr, GIn®7, Tyr®
eukin- Immunes ! , ,
ystem 25
7.5 Gly™, Asn®®, Arg?’, Pro, Glu”’, Asn’®
2G6p Truncated (delta 1-89) S AT g7, Pro®, Glu™, Asn™, Lys", I1e™, lle™, Ser®, Phe®, Lys"™, Leu™
humai ioni ’ ’ ) A
amim)r\pr:ett.rgilonlne Hydrolase 7.49 GIn't3 Arg!t 115
ptidase type 1 -7. n't Arg'® p 116 o .12
88 yp 3234.128|°" 8 TTO L Asp™S, ser'?”, Glut*3, Asp™®, GIu™®, Gly'*7, Leu™®, Tyr®®?
5HOV Amutated human Asn?®, GIy?6, Ty, Lys*”, Leu®® i ,Leu™, Tyr*”,
transthyretin Transport protein T !
7.48 3289 Pro’, Glu®, Phe®?, Val®®, GIu®, Ala”’, Asn®
. Complex between the 3rd 4775 Tyri%5 Asni2s ,Val®, Glu®®, Ala”, Asn®®, Asp™, Gly'**, Pro'®?, Arg'®, Arg'®*
LIM domai . ' !
ot lﬂ of TESand the |Metal-binding 15 16
omain of MENA 7.43 3560.72775 | VA VM, Asp, Asp®, Ala™®, Val®®, Pro®, Ala’, Gly’, GIy*®
5290 BRD4 b Arg®*, GIn®®, Val®, Tyr®’ +Pro’, Ala™, GIy*, Gly**, val*®, lle®, Asn®!
rom i . ! 4 !
odomain 1 Transcription 7.43 Pro*®, Pro*®, Pro*®
/- 3560.7 , Pro®®, Pro®®, Glu®?, Asn®?, Lys>®, Tyr”
2775 | Asn®?, Lys™, Tyr®®, 11e'®?, Lys'®, Thr'®, Pro'®, Met'*®

Arg“a, T\/rlm, Aspux’ Thri3t




PDBID

Targets

Classification

Energy

Dissoc. constant

Contacting receptor residues

(kcal/mol) [nM]
Angi ietin-2 t A 328 S 332 V. |333 As| 334 Ph 335 Gl 336 Gl 352 Gl A57 M t458 Ty 459 T 460
123U nelopoletin-zreceptor o aling protein 7.4 3751.99325| '8 /€T VAU L ASET , ERETT, G, GluT, Gy, MET, v e
binding domain Pro*®?, GIn*®*, Lys"ég, Asn®7°
E t II I SRCRd . A ZQI,S ZQZ,T 294,A 314’ P 315‘ L 316‘ GI 317’5 351’ GI ZSZ‘S 353' L 354,
SA2E D’;hrj:a::[')s OMaNS | mune system 7.4 3751.99325 AISPM Ae:w TP g PO yS L BV Ser, BN Ser T ted
a,Arg
Gly”®, Pro’, Lys”, Asp”®, Gly®, Asn®®, val®’, Thr®®, Asp®®, val®, Ser®®, 1le”®, Glu'®,
4n7U Human 1113TSOD1 Oxidoreductase 7.39 3841.7065 | Y . il P !
eu'®®, Lys
A 19 Hi 20 p 21 Ph 22 Gl 23 Ph 24 V. |25 p 46 Gl 47' Al 48 Al 49 Al 54 Gl 55
SF6D UBCO (K48A/KA9A/ESAA) | Ligase 7.36 402082775 GTP“,LIS”, me; LEH’A GVI 1’17: e re Gy Al Al Al BV
y ,Leu™, Lys", Leu", GIn""", Pro
41P9 Human serum amyloid A1 |Protein binding -7.34 4172.9355[Ala", Arg™®, Met?, Trp?®, Tyr?, 11e°®, Arg®?, 11€°®, GIn®®, Phe®, Gly’®, His™*
STUCTUTE OTvEST=C
| ith d . 2 T 126 Gl 130 C 131 M tlaZ P 133 C 165 C 166 A 167 S 168 L 171 Th 207
2X1X :z;"g::\;’;gmzoin:aams Hormone/signaling protein 7.29 4571.1365 srpm,c nm’AVSm’c <. ;VI“;H’ ys L Cys L RS ser T e, T
er,Cys ", Arg ", Cys 7, et
1 +al £
A4ls42L 43L 44T4SA552A 53SG4TQGGI101H-1115148
4MXV Lymphotoxin alpha Cytokine/immune system -7.25 4849.3055 Sn”; er 120 eu 1,5]eu ’uzp ,15:1 ’1:4” P8 IV I RIS Ser
Thr™™, His™>", Thr>", Asp™°, Gly ™7, lle
H 147373 H ‘th T SQ,A SO’S 63’5 Ed'GI 55, GI 67,A 35’ AI 132’ GI 133,V |134l AI 135‘ L 140‘
SOKF uman SIBMAWI | aling protein 7.22 5075.406( P A8, €T, Ser, GIUT, GInT, Arg T, Ala uva alys
the hspb6 phosphopeptide Tyr'®, Glu®?, 11e'®3, Arg?®
BDLP». . f L 197 199 200 201 P 202 L 227 228 L 229 P 230 231 331
SGNT Mimﬁljlsl;:floldlngo Hydrolase 721 5231.9665 Leum,::asas,LAsp336 ,G\/Ialasg, he™, Leu™’, Ser"*®, Lys"~, Pro“™", Asn>", Ser™*",
ys -, Thr=, Lys™, GIn
Al 152 Gl 153 T 155 Th 156 A 163 S, 164 A 165 L 168 Al 185 P 186 Gl 137'
20x4 Quinonereductaseii Oxidoreductase -7.17 5522.3165 I am 'Phum’Myrma’ Alrzus’ Aszm’ er, Arg T, ted T, Ala, Frot, Gin
e, Phe™", Met™", Ala”™", Arg
Th 11’ Th 1Z,A5 13, A 1A,A 16’V |17,T lg,AS lQl P 47’ L 43, Gl 49' Th SD’AS SZl
207N LIF receptor (domains 1-5) | CYTOKINE receptor/CYTOKINE 7.15 5740.907| Irsz . " Gln” S, Arg T, VAl TR AP, o, Reu T, I Thr ASn
al”?, Lys*, Glu
A 31 L 108 A 109 ” 111 P 112 Ph 113 L 114 A 115 M 116 T 117 P 118
32R0 Human MTH1 Hydrolase 7.3 5917.996| 8 Lo AP lleT, Pro, Phet Lyst Asp T, Met™, Tre, Pro
Ser “*, Pro =, Leu "%, GIn"*", Asp
H .d d L 74‘\/ |77lA 7E’L 81' M tgd,G| QSlA 98' AI ]ZU' AI ]21,\/ I]ZI'A 124, II 115‘
5U7Z uman acid ceramidase Hydrolase 711 6141.874 ySlZ6 al 1275” 12!5 lzeg n Sp a a al Sp €
(ASAH1, aCDase) Pro™*®, Leu™’, Gly™ %, Glu
Human chromobox GIu®, GIn'®, val'', Phe'?, Arg?, Lys®®, Glu?®, Trp™, Ser®?, Trp*?, GIu®®, Pro**, Glu®’
3H91 T ipti -7.08 6428.241 ; ’ ! ! ! ! ’ ’ ’ ’ ! ’ !
homolog 2 (CBX2) ranscription Asn®, Leu®®
3UVU Flap endonuclease 1 (FEN1) |Protein binding/peptide -7.04 6900.4685|Val®'®, Pro®'®, Asp®®’, Leu®®®, Ser®™®, val®*’, Arg?*®, His*®', His?®?, Asn’®*, GIn*’
Ph 7,L 39'5 40‘ Th 41,G| 42’ GI 45’ Ph 46,G| 47’T 48,'_ 49,G| 50’ Ph 57‘ Th 53’
1CWF Human cyclophilin A Isomerase/immunosuppressant -7.04 6912.125 H'iu Leu” Aerlso Cr 161 él 62 yGI me Vo v, s v N r
is"", Lys”", Asp~™, Cys ", Gly ™7, GIn
250 CCM2 HHD in complex with Transferase 703 7077.3995 Leu®®, Tyr*, Leu??, Tyr®®®, Arg®®®, Gly*?, Ala®®®, Ser®®, Leu®?, Phe®*®, I1€%7,
MEKK3 NPB1 ’ ' Pro®*®, Glu*?, Lys*®°, Asp*®?
Ah YL1-H2A.Z-H2B Leu®®, Asn”™, Ala’?, Ser”®, Lys’, Asp”®, Leu’®, Lys'”, Val’®, Lys”®, Arg®®, His®, Leu®®
SFUG cor:g:: DNA binding protein -6.96 7964.9745 Aleu“,mnﬂl @, derhys L Aspr ted L ys, al L bys T, Arg L TS Red
a-,Gly
L 13’ AI 14’ P 17, GI ZG,C Zl,s ZZ’ AI 23,G| 24’ GI 34, AI 35, Th 36, M t]Slv IA9,
5D1M UBCHSB Ligase 6.91 8680.963 P:uﬂ @ Tron BN BYS Ty ser, Ala T, Y, S, Al T, Vet e
e
5vZ3 Growth factor Signaling protein 6.78 10738.092|Asp®, Arg'®, Leu'’, GIn®?, Phe®?, Arg™, Ala™*, GIn®®, Lys'"”, Asp™®®, Cys'®?, His'*°
Human PAX-6 paired
6PAX umal pal Gene regulation -6.71 12003.441|pro”®, Arg’®, val’®, Ala’®, Pro’®, val®?, ser'*®, Arg'??, val'?®, Asn'2®
domain-DNA complex
DNA-binding domain of OCT- GIu®, Asn'™?, 11e**?, val'™, Ala™®, Lys'™®, Ser'*®, GIu'*, 11e"*, GIn'¥/, Leu'*?,
1HFO L namedomal Transcription 6.6 14501.163 A”m v ! !
SN
1QE6 Interleukin-8 Immune system -6.55 15698.361|Leu®, Val?’, Glu®, Ser®®, Ala®®, Asn*®, Thr’, 11e*®, Pro®?, Lys™, GIn®°, val®
PTH tor N-t i
18L1 fragment T |Hormonereceptor 6.53 16347.319|Phe®, Leu’, GIu™®, Thr'?, Arg™, Glu™, Val™®, le??, Tyr**, Val™®, Gly?’
DBL-homology domain of . . . 20 1,37 49 50y, 151 52 55 57 A1458 59 11460 g6l 62
5N7E BCR-ABL Signaling protein -6.38 21021.562|Leu”, Tyr’’, Phe*, Glu®®, val®!, Pro”, Lys™, Thr’’, Ala>®, Thr>?, 11€®°, Ser®?, Gy
VIUTaTToTETITITTET
4X1L destabilization of profilin 1 [Protein binding -6.35 22001.7 [Arg”®, GIy®*2, GIu®3, Ser®®, Gly'??, Leu'??, Asn**, Lys'?¢, Tyr'?®, Glu**®
2J8B Human CD59 Lipid binding protein 6.26 25697.634|Asn®, Cys®, Pro’, Asn®, Pro®, Tyr®®, Asn®’, Lys®®, Cys®®, Arg™, Leu®, Arg®®
T . chSlLEL A 125, L 131' GI 132lv |13S‘V |13E‘ GI ISE’S 159’5 150’ L 162‘ Th 163’ Th 165,
5M3D g:;;’;gpgl) (space | 1| adhesion 6.26 25871.712 T;pm Le“m H.”m a,ve v, oer, ser Led r r
%7, Leu®®, His
4W90 The FK1 domain of FKBP51  |lsomerase 6.23 27123.732]11e?®, Ser’”, Thr*®, Pro®’, Met®®, I1e*°, Leu®?, Asp®?, 11”2, Ala®®, Thr®
Apo Glutathi t fi
3169 A‘l)f’l G:"M‘—‘::_h:;:';e ransierase Transferase 6.2 28774.302|Met™, Tyr®®, GIy®®, Asp™®®, Asn®®, Argt3%, Tyr32, Prot, Alal®®, Phe'®®, Lys®®®, val'®
3KLT Avimentin fragment Structural protein 5.9 47182.032|Ala%"2, Glu®*®, Ser®®®, Tyr®*?, Arg®®°, val*??, GIn®?*




