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ANNEX 3. Results of Induced Fit docking studies

Induced Fit results

Mean DS Pose mark Mean DS DS Pose mark Interactions
-5,934 r Asp80 x2, Thr156
-5,572 r Asp80 x2, Thr156
-6,013 b Asp80 x2, Thr156
-6,064 b Asp80 x2, Thr156, Met69
-5,867 r Asp80 x2, Thr156, Thr156 amide
-5,553 b Asp80 x2, Thr156, Met69
-7,705 b Asp80 x2, Thr156, Asp29:cra
-7,497 b Asp80 x2, Thr156, Asp29+cg,
7,461 b Asp80 x2, Thr156, Asp29rcra
-7,499 r Asp80 x2, Thr156, Asp153,
-7,482 r Asp80 x2, Thr156, Asp153,
-7,498 b Asp80 x2, Thr156, Asp29+cg,
-7,073 r Asp80 x2, Thr156, Asp153,

-6,56 b Asp80 x2, Thr156, Thr156 NH2 sulfonamide, Thr159 NH2 sulfonamide
-5,836 Asp80 x2, Thr156, Asp153
-6,254 r Asp80 x2, Thr156, Asp153
-5,683 g Asp80 x2, Thr156, Asp153

-5,58 g Asp80 x2, Thr156, Asp153

-5,98 g Asp80 x2, Thr156, Asp153, Gly96 TCRa, Arg95 TCRa
-5,764 g Asp80 x2, Thr156, Asp153 x2
-5,407 r Asp80 x2, Thr156, Asp94 TCRa
-5,392 r Asp80 x2, Thr156
-5,403 Asp80 x2, Thr156, Asp153
-5,166 Asp80 x2, Thr156, Asp153
-4,851 r Asp80 x2, Thr156, Asp153

-5,31 g Asp80 x2, Thr156, Asp153
-5,325 g Asp80 x2, Thr156, Asp153
-4,817 g Asp80 x2, Thr156, Asp154




Dockings

Induced Fit results

Mean DS Pose mark Mean DS DS Pose mark Interactions

-5,245 g Asp80 x2, Thr156, Asp155
-5,192 g Asp80 x2, Thr156, Asp156
-5,049 g Asp80 x2, Thr156, Asp157
-4,848 b Asp80 x2, Thrl156, Asp94 TCRa
-7,523 b Asp80 x2, Thr156, Asp29TCRa

Ds-21 5,752 r Asp80x2, Thr156, Lys68 (pi-cat) TCRa

6,023 =97 g0 g Asp80 x2, Thr156

DS-21 ! !
-4,923 g Asp80 x2, Thr156

DS-28 -8,327 No Results
-9,254 b Asp80 x2, Thr156, Asp29 TCRa, Thr27 TCRa, Lys71 TCRa, Lys71 TCRa sb
-8,905 r Asp80 x2, Thr156, Thr27 TCRa, Lys71 TCRa, Lys71 TCRa sb
-8,763 g Asp80 x2, Thr156, Asp153, Asn30 TCRa, Lys68 TCRa, GIn52 TCRa
-7,833 r Asp80 x2, Thr156, Asn30 TCRa, GIn52 TCRa, Lys71 TCRa, Lys71 TCRa sb
-8,395 g Asp80 x2, Thr156, Glu96 TCRa, Asn30 TCRa, Lys68 sb, GIn52 TCRa
-8,524 g Asp80 x2, Thr156, Asp153, Gly96 TCRa, Lys68 TCRa, Lys68 TCRa sb, GIn52 TCRa
-8,423 r Asp80 x2, Thr156, Asp29 TCRa, Thr27 TCRa, Lys71 TCRa, Lys71 TCRa sb
-7,917 g Asp80 x2, Thr156, Lys65 pi-cat, Asn30 TCRa, GIn52 TCRa, Lys71 TCRa, Lys71 TCRa sb,

DS-29 -8,331 -6,812 -7,874 g Asp80 x2, Thr156, Lys65 pi-cat, Asp153, Asn30 TCRa, GIn52 TCRa, Lys71 TCRa sb,
-8,109 r Asp80 x2, Thr156, Glu96 TCRa, Lys68 TCRa sb, GIn52 TCRa
-7,623 r Asp80 x2, Thr156, Lys65 sb, Asn30 TCRa
-7,552 b Asp80 x2, Thr156, Met69, Lys65 TCRa sb
-6,938 g Asp80 x2, Thr156, Lys65 TCRa pi-cat, GIn52 TCRa, Asp29 TCRa
-7,349 r Asp80 x2, Thr156, Asn30 TCRa, GIn52 TCRa, Lys71 TCRa, Lys68 TCRa sb
-7,047 r Asp80 x2, Thr156, Asn30 TCRa, Lys68 TCRa, Lys68 TCRa sb
-5,664 b Asp80 x2, Thr156, Asp94 TCRa
-4,672 b Asp80 x2, Thr156, Lys71 TCRa, Lys71 TCRa sb
-6,84 b Asp80 x2, Thr156, Met69

DS-32 -7,312 -6,812 .
-6,783 r Asp80 x2, Thr156, Asp153, Asp29 TCRa, Lys71 TCRa pi-cat,GIn52 TCRa

DS-39 -7,587 -8,528  -8,528 b Asp80 x2, Thr156, Thr159, Lys65




Dockings Induced Fit results
Mean DS Pose mark Mean DS DS Pose mark Interactions

DS-46 -7,841 g -7,512  -7,512 Asp80 x2, Thr156, Asp29TCRa x2, Asp29TCRa sb, Lys71TCRa sb
-8,238 g Asp80 x2, Thr156, Asp153 x2, Gly96 TCRa
-7,508 r Asp80 x2, Thr156, Asp153 x2, Gly96 TCRa

HS44 -8,045 g -7,298
-6,932 g Asp80 x2, Thr156, Asp153, Asn30 TCRa
-6,513 g Asp80 x2, Thr156, Asp153, Asn30 TCRa
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