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ANNEX 2: Docking results summary

Summary of docking results of a selection of 20 ligands.

Superposition of 10 best scored docking poses on the left and best pose on the right,
according to score ranking and presence of H-Bonding interactions considered important for
activity. Tables indicate interactions of polar head and its substituents only; results of selected
best pose are in bold.
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Scores Interactions

'8,460 A5p153c|31d X2, ASp153c[)1d Salt, G|y960(TCR
-8,318  Asp153c¢p1g X2, Asp153cp1q salt, Gly96.rcr
-8,558 Asp153¢piq X2, Aspl53¢p1q salt, Gly96,rcr
-8,523  Asp153c¢p1g X2, Aspl53cpiq salt, Gly96rcr
-8,442  Aspl53¢pig X2, Aspl53cpiq salt, Gly96yrcr
-8,598 Asp153¢p1g X2, Asp153cpiq salt, Gly96.rcr
-8,518  Asp153¢pig X2, Aspl53cpiq salt, Gly96yrcr
-9,085 Asp153¢p1g X2, Aspl53cpiq salt, Gly96.rcr
-8,517 Asp153¢pig X2, Aspl53cpiq salt, Gly96yrcr
-8,998 Asp153¢p1g X2, Asp153cpiq salt, Gly96.rcr

HS44




 J

C o '

NA CiaHag

[ s
KOHO;;EZ\EL
CasHs1
I-1a or DS-1
#‘A 4 {
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-5,976 Gly96rcr
-6,811 Thrl59¢p14
-6,599 Thr159¢p14
-5,754 Asp153cp1qg
DS-1 '6,556 A5p153c|)1d, G|y96uTCR

-6,624 Thr159¢p1g
-6,810 Thr159¢p1g
-6,202 Asp153cp1g, Gly964rcr
-6,797 Asp153cpiqg
-6,783 Thr159¢p1g
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-6,874 Thrl59¢p1q
-6,776 Thrl59¢p14
-6,800 Thrl59c¢p1q
-7,045 Thrl59¢p14
-6,504 Thrl59¢pq

DS-2 | 6,465 Thr159puq
-6,888 Thr159¢pq
-6,530 -
-6,919  Asp153cpiq, Gly96,1cr
-6,605  Asp153¢pig, Gly964rcr
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-6,357
-5,719
-5,961
-5,631
-6,740
-6,773
-6,218
-6,085
-6,666
-6,440

Asp94yrer
Gly964rcr
Asp153cp14, Gly964rcr
Asp153cp14, Gly96arcr
Th r159c[)1d
Thr159¢p1g
Th r159c[)1d
Thr159¢pg
Th r159c[)1d
Thr159¢pg
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Scores
-5,494 Asp94 e, Gly96yrcr
-6,381 Thr159¢p1g
-6,328 Thrl59c¢p1q
-5,667 Asp94rcr, GlY964rer
DS-4 -5,798 Asp94yrcr, Gly96,7cr
-5,491 Asp94rcr, GlY964rer
-6,580 Thr159¢p14
6,395  Asp94,rcr, Gly96arcr
-5,578  Asp94qrcr, GlY96urck
-6,333 Thr159¢p1g
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-6,165
-6,306
-6,163
-6,359
-6,165
-6,186
-5,930
-6,291
-6,179
-6,333

Asp94rcr, Gly96qrcr
Asp94:cr, Gly964rcr
Thrl59¢p1q
Asp94 ek
Asp94rcr, Gly96arcr
Asp94rcr, Gly96arcr
Asp94,rcr
Asp94 ek
Asp94rcr, Gly96arcr
Asp94 ek
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Asp153cpi4, Gly964rcr
Thrl56¢pg
Asp153cp14
Asp153¢pyq

Asp153¢p14, Gly96arcr
Thrl56¢p:q
Th r159c.31d
Asp153¢paq
Asp153¢p1g
Asp153cpaq
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'6,762 A5p153c[)1d
-6,732 ASp153CD1d, G|y96uTCR
'6,888 A5p153c[)1d, G|y96aTCR
-6,393 Thrl159¢p1q
-6,723 Asp153cpiq
DS-12
S '6,955 Asp153cmd, GIVQGQTCR
'6,952 A5p153c[)1d, G|y96aTCR
-6,886 ASp153CD1d, G|y96uTCR
'6,841 Thr159c01d
-6,907  Asp153cp1q, Gly96arcn
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-8,674  Aspl53cpig, Gly9641cr, ASN304rcr
-8,557  Asp153¢pig, Gly96,7cr, ASN30qrcr
-8,834  Asp153¢pig, Gly9641cr, ASN304rcr
-8,706  Asp153¢pig, Gly96,7cr, ASN30q4rcr
-7,788  Asp153cpig, Gly9641cr, ASN304rcr
-8,406  Asp153cpig, Gly9647cr, AsN30q4rcr
-8,844  Asp153(p14, Gly96,1cr, ASN3041cr
-8,627  Asp153¢pig, Gly9647cr, AsN30q4rcr
-8,570  Asp153cpig, Gly9641cr, ASN304rcr
-8,657  Asp153¢pig, Gly96,7cr, AsN30qrcr
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Scores Interactions
-5,731  Close to “Asp153cp14, Gly964rcr”
-6,082 Gly964rcr
-5,617  Close to “Asp153¢p1g, Gly964rcr”
-5,337 Asp153¢p1g, Gly9647cr
DS-15 '5,313 Asp153c|31d, G|y96aTCR
-5,492 Asp153cp14, Gly96rcr
-5,940 Close to “Asp153¢p1g, Gly9641cr”
-5,976  Close to “Asp153cp1g, Gly9647cRr”
'5,995 A5p153c[)1d
-5,276 Asp153cpiq
e DS-21:
YT o
N _CigHao

A
o NHZOQT/,NH OH

CasHs1
DS-21
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-5,538 Met69cp1q
-5,832 Asp29qrcr, GIY96urcr
-5,933 Met69cp1q
-5,430 Asp153cp1g
-7,470 Asp29,rcr
bs-21 -5,799 Met69¢piq
-6,248  Asp94,icr, GlY964rcr, LyS68qrcr T-Cat.
-5,565 Asp153cp1g
-6,336 Met69cp1g
'6,080 Asp94uTCR
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Scores Interactions
-7,675 Asp29,1cr, Gly964rcr, Lys71arcr Salt
-8,007 Lys68qrcr, LYS71qrer
-8,808 Asp153cpig, GlY964tcr, LYS68arcr, LYS71atcr
-7,191 Asp153cp14, Gly9647cr, Lys71qrcr Salt

DS-28 -8,681 Asp153cpig, Gly96q4tcr, LYS68atcr, Lys71q1cr Salt
-8,633 Asp153¢p1g, Gly9641cr, LYS68qtcr, LyS71q4rcr Salt
-8,784 Met69cp1q, LYS68qrcr, LYS71qrcr Salt
-8,887 Asp153cp14, Gly96,1cr, LYyS68arcr, LYS71q1cr Salt
-8,410  Asp153c¢pig, Gly964rcr, LYS68arcr, LYS71arcr, Lys71arcr Salt
-8,519 Asn30qrcr, Lys68qrcr, Lys71qrcr salt

Scores Interactions

-7,232 Asp153¢pid, ASP294tcr, Lys68,1cr Salt

-7,500 -

-8,568 Met69cp1g, ASP29qrcr X2, Lys68,7cr T-cat., Lys71 ¢k salt

-8,145 Asp153¢p1g, ASP294rcr, LYS68arcr salt, Lys68qrcr
DS-29 -9,742  Asp94,icr, Gly9641cr, LyS68arcr salt, Lys68,rcr, GIN52 7k

-7,984 Asp94 rcr, GlY96rcr, Lys68rcr Salt,

-8,963 Asp153p14, AsN30qrcr, LYS68,1cr X2, GIN52 1k

-7,879 Lys71,7cr Salt

-8,706 Gly96yrcr, Lys68qrcr salt, Lys68qrcr, GIN52 47k

-8,595 Asp153cp14, Asn30g47cr, LyS68arcr X2, GIN5241cr
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-6,676  Asp153(p14, Gly9647cr, ASP29rcr

-6,331 Asp94 1R, Lys68,rcr TT-Cat.

-6,887 Met69cp1q

-6,640 Asp29.7cr, Gly964rcr
DS-31 -7,206 Met69¢p1q

-5,997  Close to “Asp153¢p14, Gly964rcr”

-6,615 -

-6,818 Met69¢p1q

-6,503 Gly964rcr, Asn30,rcr

-6,853 Asp94 1R, Lys68qrcr
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ASp153c01d, AsnguTCRl GlnsquCR, LyS71uTCR Tt-cat.

Asp29,rcr, GIN5241cr

Asp153cpig, ASP29arcr, GIN5241cr
Asp153cp1q, Asp29arcr, GIN5241cr
Asp153¢pag, Gly96arcr
Asp153cp1q, Asp29arcr, GIN5241cr
Met69CD1d
Met69cp1g
Gly967cr, Asn30qrcr
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A5p153c01d; ASp29aTCR, LyS7laTCR salt
Met69cp1q, Lys71arcr salt, Lys71qrcr
Gly964rcr, GIN5241cr
Asp153cp1g, Gly964rcr, Lys71qrer Salt
Gly964rcr, Asn30qrcr
Met69cp1q, Lys71qrcr salt, Lys71qrcr
Gly96q7cr, GIN5247cr
Gly96,1cr, AsN30q1cr, GIN524rcr, Lys7141cer Salt
Met69c[)1d, LyS71aTCR Salt, Lys71aTcR
Asp153cp14, Gly96arcr, ASP29arcr

DS-37

Gly96qrcr, Asp94arcr, LYs7 Larcr, Lys71q1cr Salt
Met69cp1g, LYS71qrcr Salt, GIN524rcr
GIYQGQTCR, Asn30aTCR, Lys71chR' Lys71aTCR salt
Gly964rcr, Lys71qrcr salt
Asp153cp1g, Gly964rcr, LYS71grer, LYyS71qrer salt
Gly9641cr, ASP94arcr, GIN524rcr, LYS7141cr Salt
Met69cp1g, LYS7141cr Salt, GIN52rcr
Met69¢p1g, LYs71yrcr Salt, GIN52 yrcr
Gly96,1cr, ASN3041cr, GIN52,1cr, LYS71,1cr Salt
Gly9641cr, ASP94arcr, GIN524rcr, LYS7141cr Salt
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-7,639 Met69CD1d, Ly568uTCR
-8,001 Met69cp1g, GIN5241cr
-7,730 Gly96arcr, Lys68arcr, GINS2q1cr
-6,986 Asn3047cr, Gly96,1cr
DS-39 -8,134 Met69cp1q, Lys68q1cr, GIN5241cr
-7,111 Lys68,1cr, GIN5241cr
'7,068 Met69c[)1d, Ly568qTCR
-7,724 Asn3047cr, LyS68uTCR, G|n52aTCR
'8,230 Asp153c[)1d, AsnguTCR, GInSZuTCR, Lys71a-|-CR Tt-cat.
-7,243 Asp153c01d, Asn3047cr, LySGSuTCR, VaISOQTCR
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-6,451 Gly96yrcr, LyS68qrcr, Val504tcr
-8,277 Met69cp1q, Lys68arcr, GIN524rcr
-8,162 Met69cp1q, LYS68arcr, GIN524rcr
-5,809 Gly964rcr, ASP94yrcr, LYS68qrcr, Val50q4rer
DS-40 -6,118 Asp94 rcr, Lys68,rcr, Val504rcr
-6,199  Asp153c¢p1g, Asn30g4rcr, LyS68arcr, Val50q1cr
-8,067 Met69cp1g, Ly568aTCR; GInSZuTCR
-7,235 Asn3047cr, Ly568uTCR; GInSZaTCR
-6,681 ASp94aTCR, Ly568aTCR; GInSZuTCR
-7,122 Met69cp1g, Asngu‘rCR, Ly568aTCR
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-6,787 Lys65¢p1q4 Salt
-8,173 GIn154cp14, Gly964rcr, ASPI4arcr, LYS68arcr
-7,887 GIn154cp14, Gly96arcr, ASP94arcr, LYS68arcr
-7,118 -
-7,627 Lys65¢p1q Salt
DS-42
S -7,469 LySGSCDld salt
-9,294  GIn154cp1q, Gly96arcr, ASP94arcr, LYyS68arcr
-9,045 GIn154cp14, Gly964rcr, ASPI4arcr, LYS68arcr
-6,955 Lys65¢p1q Salt
-9,060 GIn154cp14, Gly96arcr, ASP94arcr, LYs68arcr
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Scores Interactions
-7,410 Asp29,1cr, Lys68qrcr X2, Lys71 4rcr Salt
-7,629 Asp153cp1g, ASP29grcr X2, AsP294rcr Salt, Lys71 41k salt
-7,522 Asp29.7cr, ASP29qrcr Salt, Asn30qrcr, LyS68rcr, LYs71qrcr Salt
-7,469 Gly96,1cr, ASP29arcr X2, Asp29,rcr Salt, Lys7141cr Salt

DS-44 -7,498  Gly9647cr, Asp94qrcr, ASP29qtcr X2, ASP29,rcr Salt, Lys71.cr Salt

-7,029 Asp294rcr, AsP29qrcr Salt, Lys68qrcr, Lys71yrcr Salt
-7,265 Asp153¢p1d, ASP29atcr, ASP29qrcr Salt, Lys68qrcr, LYS71qrcr Salt
-8,122 Asp153cp14, ASP29yrcr, ASP29,1cr Salt
-7,193 Asp29,1cr, ASP294rcr Salt, Lys71rcr salt
-7,204 Asn3047cr,ASP2941cr, ASP294rcr Salt, Lys68urcr, Lys7 1yrcr salt
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-7,482
-7,417
-7,552
-7,469
-7,905
-7,676
-8,003
-8,430
-7,895
-8,024

G|y96aTCR: Asp29aTCR: AsnguTCR Salt, A5n30aTCR, LyS68aTCR, Ly571aTCR salt
Asp29.7cr X2, Asp29,1cr Salt, Lys71,7cr salt
Asp29.7cr, ASP29qrcr Salt, Asn30qrcr, LyS68rcr, LYs71orcr Salt
Gly96,rcr, ASP2941cr X2, ASP29,rcr salt, Lys714rcr salt
Gly964rcr, ASP29qrcr, ASP294rcr Salt, Lys71qcr salt
Gly964rcr, ASP29qrcr, ASP294rcr Salt, Lys71qmcr salt
G|y96aTCRI Asp94aTcR, AsngaTCR X3, AsngaTCR Salt, I-y571aTCR salt
Met69cp1g, ASP29qrcr X2, AsP29q4tcr Salt, Lys71yrcr
Asp153¢p14, Gly9641cr, ASP2941cr, ASP29atcr Salt, Lys68qrcr, LYS71qrcr Salt
Met69cp1g, ASP29qrcr, ASP29qtcr Salt, Lys68qrcr, LYS71qrcr
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