
Table S1. Cross-check validation report of homology models 

                                                                          Ramachandran plot statistics by PROCHECK 

Cross-check 

2Z81 1O77 2Z5V 

X-ray  HM
a
  X-ray HM X-ray HM 

Most favored 

regions 
82.9 86.4 81.4 88.5 75.4 86.6 

Additionally 

allowed regions 
16.7 10.2 17.1 9.2 23.8 11.8 

Generously 

allowed regions 
0.4 2.6 1.6 0.8 0.8 0.8 

Disallowed regions 0.0 0.8 0 1.5 0 0.8 

a
 HM- homology models 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



Table S2. List of predicted binding sites in rohu TLR2-ECD 

     

Binding sites Amino acids 

B1 Thr273, Leu276, Val278, Ser304, Leu311    

B2 Lys236, Arg241, Glu247, Phe275, Val278,  

B3 Lys168, Leu177, Phe182, Leu187, Ser194, Leu206, Leu223 

B4 Ala534, Gly535, Asn537, Val540, Leu555, Val567 

B5 Asn392, Leu396, Ser399, Tyr421, Asp423, Phe444, Ser448, Ser469 

B6 Ser245, Thr248, Lys258, Leu272, Val278, Asp280 

B7 Ile487, Thr495, Leu496, Met517, Asn519, Asp522                   

     Bmouse Asn318, Asp320, Gly323, Gln332, His341, Gly348, Val350  

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

Table S3. The predicted interface residues in TLR2-TIR and MyD88-TIR domains 

 

 TLR2-TIR MyD88-TIR 

 

 

cons-PPISP 

 

H672, A676, C678, D683, F684, P686, G687, 

R688, W689, V691, D692, I694, D696, I698, 

S701, R719, L722, S725, H726, R728, H733, 

S736 

 

 

C44, V45, A49, S50, E51, L52, E54, K55, R56, 

R59, K79, F80, L82, S83, L84, C85, P86, 

W127, R129, L130, K133, S136, L137 

 

PatchDock 

R645, Y646, V650, S651,Q685, I698, E699, 

K700, S701, H702, T704, L722, H726, F727, 

R728, I729, D731, H733, N734, D735 

 

A81, L82, S83, L84, P86, G87, T88, H89, S90, 

K91, R92, L109, R110, F111, C115, D116, 

T118, R119, Q123, S121, F126 

 

InterProSurf 

D646, D647, I663, V665, P666, F675, A676, 

L677, I690, V691, D692, I694, S701, H702, 

R703, S725, H726, F727, R728, I729, V738,  

P751, L767, E768 

C9, S11, H17, E18, K21, C33, F35, V39, W46, 

T47, F76, Q77, F80, L82, S83, H89, P104, 

F105, L109, R110, F111, I114, C115, D116, 

W125, F126, W127, I128, R129, A131, L135, 

S136 

 



+ Majority

-------------MWLVWFLVAIILLSLILAQGS----DRQACLSCDASYFCNCSSNGLTSVP-G  Majority

10 20 30 40 50 60

---------MPVRMRPLNAKESVILFTLILAQGF----DFCRSCNCDEQYFCNCSSNHLQHVP-K1
-------------MQFLGREASIIIFILILAQGF----HYSRTCDCDQQYFCNCSSNHLQQVP-K1
-------------MKLSLSVVICLSLAWTRAQTS----DRPNCYECDEDHFCNCSAKTLHRVP-I1
-------------MRLVGTMTAIILIMFILAQGL----ECSQTCKCDQMYFCNCSSNNLHQVP-T1
----------MGQQMIPLFTLLPLLLSLCGGQSS--NPGRPSCRSCDLHLSCDCSRGQFTHVP-I1
-----------------MFFTLLFTLSFCEGQGSIVKVDRPSCDRCDHSFFCNCSFAGLTCVP-V1
MFNQSKQKPTMKLMWQAWLIYTALAAHLPEEQAL-----RQACLSCDATQSCNCSFMGLDFIPPG1
---------MLRALWLFWILVAITV--LFSKRCS-----AQESLSCDASGVCDGRSRSFTSIPSG1
---------MPHTLWMVWVLGVIIS--LSKEESS-----NQASLSCDRNGICKGSSGSLNSIPSG1

+ Majority

VTAAALSLDLSFNQITSITMSDLSAYVELRTLNLHSNRLATIHEDAFKSQGKLEVLDLSLNNLSN  Majority

70 80 90 100 110 120 130

VPANALGLDLSFNQIASIGMNDLTPYSELKTLNLHKNTLKFIHVEAFKSQHKLEVLDLSLNNLKN52
VPANALGLDLSFNQIESIDMSDLSPYSELKTLNLHKNKLKFIHKDAFKSQHKLEVLDLSLNNLKN48
VPASVLSLDVSFNEIESVTKKDLAAYTALRTLKLQENELSAIHKDAFHSQSKLEELDLSFNKLEN48
VPSDVLGLDLSFNQIESINMTDLSSYNELIILNLHKNKLRHIHRDAFKSQHNLEVLDLSLNNLNN48
VTSRALTLDLSFNNITMVTDVDLTGHERLRTLSLHGNRVAGIHPAAFDSLWSLEELDLSHNQLTS53
VTEQALSLDLSFNNITVVTAEDLRDHRRLAALNLCCNRLAVIHQSAFEPLWNLEDLNLSNNQLTA48
LTGKIMVLNLAHNRIKLIRTHDLQQAVNLRTLLLQSNQISSIDEDSFGSQGKLELLDLSNNSLAH61
LTAAMKSLDLSFNKITYIGHGDLRACANLQVLILKSSRINTIEGDAFYSLGSLEHLDLSDNHLSS50
LTEAVKSLDLSNNRITYISNSDLQRCVNLQALVLTSNGINTIEEDSFSSLGSLEHLDLSYNYLSN50

+ Majority

LSSSWFGELSSLQQLNLLGNPYSTLGPAPLFQSLLN--LRTLRFGNPS-LEEIRRNGLAGLTHLD  Majority

140 150 160 170 180 190

LSSSWFRELKSLQQLNLVENPYTTLGPAPIFQPLLN--LRTLRFGSPS-LREIYKNGLDSLAHLD117
LSSSWFQELNSLQQLNLVGNPYTTLGPAPIFQSLLN--LRMLRFGSPS-LREVYKNGLDGLTHLD113
ISSLWFSSLRSLKHLNILGNRYTTLGAVGLFQFVEDPALRTLRFGNPS-IEDVRRNMLNKIRQLD113
LSPSWFHKLKSLQQLNLVGNPYSTVGPAPIFSSLVN--LRTLHLGSPS-LRELHKNGLDVLTHLD113
LNPDWFQELGALLRLNLLHNPYRCVGSSPVFHGLVR--LRRLAFGGPA-LEEIKMAALSGVTELE118
LNHRWFHKLEALRVLNLLHNPYSCLGSPPAFQRLLN--LRRLRFGGPA-LEELKRGDLAGITHLE113
LSPVWFGPLFSLQHLRIQGNSYSDLGESSPFSSLRN--LSSLHLGNPQ-FSIIRQGNFEGIVFLN126
LSSSWFGPLSSLKYLNLMGNPYQTLGVTSLFPNLTN--LQTLRIGNVETFSEIRRIDFAGLTSLN115
LSSSWFKPLSSLTFLNLLGNPYKTLGETSLFSHLTK--LQILRVGNMDTFTKIQRKDFAGLTFLE115

+ Majority

ELTFVGSNLSSYESGSLKAARPIGHVSLSLQGLFQ-DPALVSKVLQDVSHPETLLILRDVNLDTN  Majority

200 210 220 230 240 250 260

EVTFIGSNLSLYENGSLKAARPIGLVSLSLQNLFQNDPELVSKVLQDVSHPETLLIIKDAQLRTN179
EMTFVGSNLRSYENGSLKAARPIGLVSLSLQNLFQNNPELVSKVLQDVSHPETLLIIKDVALRTN175
ELTFVGGKLSSYESGSFKTAQPIRVVSLSLQGLFQDDPALVSKILRDVSHPETSLTVRDVSLETR177
EMTFFGSNLRSYENGSLKAARPIGSVSLSLQNLFESDPELVSKVLQDVSHPETLLIIKDVTMKTN175
TLTVHANNLSRYESGALSYVWPLGCVTLSLHGPFLTNMALASAVLRDVSYPETPIVLEDLHLIGN180
ELTVHANNLRRYESGALATIWPLGRVILSLHGPFLTNDDVASTMLGDVSYPETPMILRDLNLTWI175
TLRIDGDNLSQYEPGSLKSIRKINHMIISIR-----RIDVFSAVIRDLLHSAIWLEVREIKLDIE188
ELEIKALSLRNYQSQSLKSIRDIHHLTLHLS-----ESAFLLEIFADILSSVRYLELRDTNLARF178
ELEIDASDLQSYEPKSLKSIQNVSHLILHMK-----QHILLLEIFVDVTSSVECLELRDTDLDTF178

+ Majority

TSTEPFKSAREGGTKSLTFQNSSTTDEALTSLLEVLDGS-PLSYIGLEDVTLVGVGRWEKASYTH  Majority

270 280 290 300 310 320

TSTEPFKATREGGTKSLTFQDSCTTDEALTSFLTVMDGS-SLSYIGLEDIHLIGQGWWQKASYTH244
TSTEPFKSAREGGTKSLSFQNSTTTDEAMTSLLMVMDGS-SLSYIGLEDVHLIGQGWWQKASYTH240
EPIQSFKEVREGCTRRLTFQNASTTDEGVTHLLEVLDGS-PMSYLGLEDIHLVGTGSWEKARWTH242
TSTEPFKMVKEGGTKSLTFQNSSTTDQALTSFLEFMDGS-PLSFIGLEDIQFVGIGEWQKAKYTH240
RSTQPLRELAKRRVRNMTFRNLSVSDEATVSVIEILDGV-PLTYFSIDGVTLTGEGRWEKASWAD245
QSVHNLRVAARRRIRHLSFQNLSLSDMATVEFLVVFDGV-PLTHISVEGVTLKGVGRWEKANKTE240
NEKLVQNSTLPLTIQKLTFTGASFTDKYISQIAVLLKEIRSLRELEAIDCVLEGKGAWDMTEIAR248
QFSPLPVDEVSSPMKKLAFRGSVLTDESLNELLKLLRYILELSEVEFDDCTLNGLGDFNPSESDV238
HFSELSTGETNSLIKKFTFRNVKITDESLFQVMKLLNQISGLLELEFDDCTLNGVGNFRASDNDR238

+ Majority

VES---LETAFIRNLEILGFFLFSSLIQLGFLLVHLKRVSVINSTVFVIPCSTTFLLKSLEYLDL  Majority

330 340 350 360 370 380 390

YEN---LHTAYIRNLDIQGFFEFSSMMQLGFLPVHLHRVSVINGTVFVIPPITTFLLKKLEYLDL308
YES---LHTAYIRNLDIQGFFRFSSMMQLGFLLVHLHKVSVINGTVFVIPRETTPLLKNLEYLDL304
FEN---LHTLFLRNVEIQGFFRFSSMIQLAFLLKHLTKISVVNATVFVIPCSTTYFLQKVEYLDL306
HDS---LRTAYLRNIEIEGFFGFSSMIELGFLLKHFHNVSVINATVFVIPKETTFLLKNLEYMDL304
FHS---IDEFFIQNIVVLDVFKFVSLLRLKFLLQYPRRVSVINSRMFVIPCDTTFLMSSLQYLDL309
HKG---IDEIFVRDVEVLDIYKFASLISCGFLLQYPRKVSIINAKVFVMPCFTSHLLKNLQYLDL304
SKQ-SSIETLSITNMTILDFYLFFDLEGIETQVGKLKRLSIASSKVFMVPCRLARYFSSLLYLDF313
VSELGKVETVTIRRLHIPQFYLFYDLSTVYSLLEKVKRITVENSKVFLVPCSFSQHLKSLEFLDL303
VIDPGKVETLTIRRLHIPRFYLFYDLSTLYSLTERVKRITVENSKVFLVPCLLSQHLKSLEYLDL303

+ Majority

SQNLLVDLTLEETLCTG-GAYQSLQTLNVSQNVLKSLGLTSRLVTNLKKLTYLDISHNSFVSMPE  Majority

400 410 420 430 440 450

SQNLLSDLTIEPTLSTSFGAYQNLITLNVSQNVLKSLGLMSRLITNLKSLIYLDVSHNSFVSMPE370
SQNLLSDLTIEPTLYTGFGAYQNLNTLNVSQNVIKSLGLMSRLATKLKSLTYLDLSHNSFVSMPE366
SQNLLSDITIQESLCTVTARMRDLHTLNVSHNSLKSLQLVSRLVTRLHRLTSLDVSHNDFLKMPE368
SQNLLTDLTIQPTLYTGSGAYQNLNMLNVSQNVLKSLGLMSRLVTNLKKLKYLDLSYNSFVSMPE366
SDNLLTDMTLVETLCSKRGALKDLRVLNISGNALKSLSTLSRLVERLHKLTHLDISRNFYSSMPG371
SNNLLTDMTLAETLCDGDSPLKDLRVLNISGNALKSLSTTSRLVGKLLRLTHLDVSRNGYSSMPL366
HDNLLVNNRLGETICED--AWPSLQTLNLSKNSLKSLKQAARYISNLHKLINLDISENNFGEIPD377
SENLMVEEYLKNSACKG--AWPSLQTLVLSQNHLRSMQKTGEILLTLKNLTSLDISRNTFHPMPD368
SENLMVEEYLKNSACED--AWPSLQTLILRQNHLASLEKTGETLLTLKNLTNIDISKNSFHSMPE368

+ Majority

SCSWPATLRFLNLSSTKIRKLTPCLPSSLEVLDLSNNDLTVFSLRLPQLTELILTGNKLMTLPDG  Majority

460 470 480 490 500 510 520
+ Majority

SLFPNLQTLLIQRNALNMFNKSDLRSFKTLQYLEAGANNFVCSCEFVSFFQSDVDLA--ITLRDG Majority

530 540 550 560 570 580

ELFPRLQTLLIQRNALRMFNSSDLKRFRELQYLEAGYNNFVCSCEFVSFFRQDVDLF--ITLRDG500
ELFPRLQTLLIQRNALRMFNRNDLKRFKNLQYLEAGDNNFVCSCKFVSFFKQDVDLF--ITLRDS496
GWFPSLRTLLIQSNTLNMFNKSDLMAFQSLQVLEAGRNNFVCSCDFVEFFTGRIDHL--ITLRDG498
KLFPSLNTLLIQRNALRMFNQSSLRSFKTLLYLEAGANNFVCSCKFVSFFKKDVEDL--ITLQDG496
SWFPNLQTLTVQSNTLNMFDRSDLRSFPRLQNLQAGQNKFVCTCDFVAFLQSSIRGDEDVRLTDG501
WFFPNLNTLTIQSNSLSMFGPSELRTYSRLQSLQAGWNKFVCTCDFVGLFQSGVKVG-SVQLTDR496
TDIPNLVAMSISRNKLNSFSKEEFESFKQMELLDASANNFICSCEFLSFIHHEAEIA--QVLVGW505
SLFPVLLVMKIRENAVSTFSKDQLGSFPKLETLEAGDNHFVCSCELLSFTMETPALA--QILVDW496
SLLPMLLVLKISRNAITTFSKEQLDSFHTLKTLEAGGNNFICSCEFLSFTQEQQALA--KVLIDW496

+ Majority

RDSYVCDSPFTLRGAAVDSVRLSVFECHMILAVSVLCSAILLALGLVGVLCHKLHVLWYLQMTWA Majority

590 600 610 620 630 640 650
+ Majority

WLQAKRKPAVGR-------LGEELCYDAFVSYSEHDAEWVEEILVPELESAH------------P  Majority

660 670 680 690 700 710

WIQAKRKPAVGR-------LAEELRYDAFVSYSQHDAEWVEEILVPELESAH------------P628
WIQAKRKPAVGR-------LAEELHYDAFVSYSQHDAEWVEEILVPELESAH------------P624
WLRAKSKPAVRS-------GGADLCYDAFVSYSQHDAEWVEEILVPKLESSE------------P626
WIQAKRKPAVGR-------LPEELRYDAFVSYSQHDAEWVEEILVAELEDTQ------------P624
WLRAKHSSRRRR-LRNRLESEALLSYDAFVSYSEKDAGWVETFLVPELEEPRETDEDSVNHTDPR631
WLKAKHSSRQRRGLDQRGGAGVEDDFDAFVSYSNRDAGWVENFLVPELEQPRADDEAAVR---AR625
WLQAKRKPKRAP--------TKDICYDAFVSYSENDSNWVENIMVQQLEQAC------------P633
WLQAKRKPKKAP--------CRDVCYDAFVSYSEQDSHWVENLMVQQLENSD------------P624
WLQAKRKPRKAP--------SRNICYDAFVSYSERDAYWVENLMVQELENFN------------P624

+ Majority

PFTLCLHKRDFLPGRWIVDNIIDSIEKSHRTLFVLSENFVTSEWCRYELDFSHFRLFD--EHNDS  Majority

720 730 740 750 760 770 780

PFALCLHKRDFQPGRWIVDNIIDSIEKSHRTLFVLSEHFVTSEWCRYELDFSHFRIVD--EHNDS674
PFALCLHKRDFQPGRWIVDNIIDSIEKSHRTLFVLSEHFVTSEWCRYELDFSHFRIVD--EHNDS670
PVTLCLHKRDFLPGRWIVDNIIESIESSHRTLFVLSENFVTSEWCRYELDFSHFRIVD--EHNDS672
SFSLCLHKRDFRPGRWIVDNIIDSIEKSYRTLFVLSEHFVSSEWCRYELDFSHFRIMD--EHNDS670
PLTLCLHKRDFLPGHWIMDNIMSAMERSRRTVFVLSQNFVQSDWCRYELDFSHFWLFDGDTRGEP695
PMTLCLHKRDFLPGHWILDNIMSAMERSRRTIFVLSENFIRSDWCRYELDFSHFRLFDG-VAGEP687
PFRLCLHKRDFVPGKWIVDNIIDSIEKSHKTLFVLSEHFVQSEWCKYELDFSHFRLFD--ENNDV678
PFKLCLHKRDFVPGKWIIDNIIDSIEKSHKTVFVLSENFVRSEWCKYELDFSHFRLFD--ENNDA669
PFKLCLHKRDFIPGKWIIDNIIDSIEKSHKTVFVLSENFVKSEWCKYELDFSHFRLFE--ENNDA669

+ Majority

AILILLEPIKKETIPKRFCKLRKIMNSTTYLEWPEDEEKREEFWSNLRAALKRDECX----- Majority

790 800 810 820 830 840

AVLVLLEPIKKETIPKRFCKLRKIMNSRTYLEWPEEEEKRNEFWSNLRAVLQRDEC737
AVLVLLEPIKKETIPKRFCKLRKIMNSRTYLEWPEEEEKRSEFWSKLRAALQRDEC733
AVLILLEPIAKETIPKRFCKLRKIMNSTTYLEWPHDEEKREVFWQNLRAALKREHR735
AVLVLLEPIKKETIPKRFCKLRKIMNSRTYLEWPEDEDKRDEFWSNLRAALQRDEC733
AILILLEPLSKDDVPKRFCKLRKLMSSTTYLEWPQEEERRGEFWRSLRSALRGDGEEDE760
AILILLEPLNKDDIPRRFCKLRKLLSSTTYLEWPHGEEKVGEFWKALRTALRGEEEDGRN751
AILILLEPIQSQAIPKRFCKLRKIMNTKTYLEWPPDEEQQQMFWENLKAALKS741
AILVLLEPIERKAIPQRFCKLRKIMNTKTYLEWPLDEGRQEVFWVNPRTAIKS732
AILILLEPIEKKAIPQRFCKLRKIMNTKTYLEWPMDEAQREGFWVNLRAAIKS732
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Supplementary figure 1. Multiple sequence alignment of rohu TLR2 with other species by MegAlign 
program
N-termini, C-termini, LRR, trans-membrane (TM) and TIR domain regions are labeled. Conserved residues are 
shown inside yellow box. Majority axis represents the highest occurrence of a residue in a column. 
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(a)

(b) (c)

Supplementary Figure 2.
Ramachandran plot analysis of  (a) TLR2-ECD, (b) TLR2-TIR and (c) MyD88-TIR model. The plot was
calculated in PROCHECK program



(a)

(b)

Supplementary Figure 3. 
DIMPLOT analysis of interaction between TLR2-TIR and
 MyD88-TIR domains (a) HADDOCK analysis and 
(b) ZDOCK analysis



Supplementary Figure 4. 
The DIMPLOT analysis of TLR2-TIR and MyD88-TIR complex after 10 ns of MDS  
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