Table S1. Cross-check validation report of homology models

Ramachandran plot statistics by PROCHECK

2781 1077 2725V

Cross-check X-ray HM? X-ray HM X-ray HM
Mo_st favored 829 86.4 81.4 88.5 75.4 86.6
regions
Addltlonall)_/ 16.7 10.2 17.1 9.2 23.8 11.8
allowed regions
Generously_ 0.4 26 1.6 0.8 0.8 0.8
allowed regions
Disallowed regions 0.0 0.8 0 15 0 0.8

& HM- homology models



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

Binding sites Amino acids

Bl Thr273, Leu276, Val278, Ser304, Leu311

B2 Lys236, Arg241, Glu247, Phe275, Val278,

B3 Lys168, Leul77, Phel82, Leul87, Ser194, Leu206, Leu223

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

B5 Asn392, Leu396, Ser399, Tyrd21, Asp423, Phed44, Serd48, Serd69
B6 Ser245, Thr248, Lys258, Leu272, Val278, Asp280

B7 11e487, Thr495, Leud96, Met517, Asn519, Asp522

Brmouse Asn318, Asp320, Gly323, GIn332, His341, Gly348, Val350




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

TLR2-TIR MyD88-TIR
H672, A676, C678, D683, F684, P686, G687,  C44, V45, A49, S50, E51, L52, E54, K55, R56,
cons-PPISP R688, W689, V691, D692, 1694, D696, 1698,  R59, K79, F80, L82, S83, L84, C85, P86,
S701, R719, L722, S725, H726, R728, H733,  W127, R129, L130, K133, S136, L137
S736

R645, Y646, V650, S651,Q685, 1698, E699, A81, L82, S83, L84, P86, G87, T88, H89, S90,

PatchDock K700, S701, H702, T704, L722, H726, F727, K91, R92, L109, R110, F111, C115, D116
R728, 1729, D731, H733, N734, D735 T118, R119, Q123, S121, F126
D646, D647, 1663, /665, P666, F675, A676,  C9, S11, H17, E18, K21, C33, F35, V39, W46
InterProSurf L677, 1690, V691, D692, 1694, S701, H702, T47, F76, Q77, F80, L82, S83, H89, P104,
R703, S725, H726, F727, R728, 1729, V738,  F105, L109, R110, F111, 1114, C115, D116,
P751, L767, E768 W125, F126, W127, 1128, R129, A131, L135

5136




JLodl b LR HL L L L -

CLSCDASYFCNCSSNGLISVE-G  Majority TLRFLNLSSTKIRKLTPCLPSSLEVLDLSNNDLTVFSLRLPQLTELI LTGNKLMTLEDG  Majority
[ 50 LRRNT 60 460 ] 470 LRRI8 480 | 490 LRR19 500 | 510 LRR20 520
: fonE FCNCSS Hior Rohu 435 SWPATLMFLNLSS KIRKLTPCLPSSITVLDLSENDLIVEN qPQLMILTF RLurLpHg Rohu
: Common carp 431 NCSWPATLRFLNLSSTHLE 1 PSSLTVLDLSENDIMy rwugplg%;ﬁhn.re. RFIKLBOG Common carp
1 Catfish 433 {SLREMNLSAT! ww}wcms LDLSONYLTE] 1sLpEg Catfish
1 S| Zebrafish 431 éhswrvELerLssT, LSTLTPCLPSSLTVLDLSEN ?}rn IGNRIHKLEDG
: TL:‘ELS lccags| o0 flounder 436 BCSWESILRYLN LTIl PCLEK TILEVLDLSNNDLOGYT {LrLEpg Japanese flounder
N FTLLFT FCEG@G TVES OrSrECNCSFALICVE-v Pufferfish 431 SILEVLNS 1SPCLEAALEVLDLSNNDLKDEVIIVLET \HH NKILRLEP
1 cLscDSlTQs NCSFMGLDFIERH Chicken 220 ﬁqgh EN@LNL 1 4‘5‘ T PSTILEVL OV ANNI O DFGIIOL PRIKE L YL kN1 KT L.ess Chicken
1 LSCDJG DGR #RSﬂZﬁIFS Mouse 43150 LNLSSHGTRVVKTAT HOTBVLE i M{N‘ru SESHFLERIOETY TS KiKrLpia Mouse
1 CORN Human 431 THOWHEKMKYLNL Hod rExTLE L LESINLPOIKELY I SRNKLMTLPHA Human
H.I.LJ.l.LuJ.lJ LA, - sl .. .u*MW"V
. ]
FNOITS ITMSDLSAYVELRTLNLHSNRLATIHEDAFKSQGKLEVLDLSLNNLSN  Majority o L Ll ORNA L MENK DL RS Lot CSCEFVSTRESDVBIA-TTLRDS Majority
j70 80 LRRI 90 | 100 LRR2 110 120 LRR3130 530 540 LRR21 50 ce0 570 LRRCTSBG
52 NPANATGLOLSFNOIAS TGHNDIT PSR T INCHRN TR TV EAFRSQHRLEVED { Rohu e — Rohu
HIEYSELE ! 2 500 FLFBRLOTLLIQRNAIRME
48 MpANATGL DLSFNOTE j,v_v‘i 15e: A BTHKDAFKSQHKLEVLDLSLNNLKN g";{"‘hm‘ carp 296 BLPERLOTLLY A e \EN yLEA(%u}JNFvcsCKFVSFE s Common carp
48 MPASVLSLDVSFNETESVIIKKPLIA TQ\'KHK\L’» ElS AT HKDAFH, LHHLOLSHNKIEN Catfis! 108 o ] nddm‘mw thanklo g—,\, e Catfish
49 MesouiGroLsToe INMTDLESYNELT 1LNLHKNKLRHTHRDAFKSQHNLEVLDLSLNNINN 256 KEFHSINTTLIORNATFMENE
53 LDLSENNITTMVT) HERLRT! RV LWSLEELDL 1/rs Japanese flounder 15} z found
MvIDVPLT = 501 SepNzoriiTashiiae mzsp Al apanese flounder
48 L VI EDLR DHRRLAALNIICONRLA A HE PLWNLEDLN ira Pufferfish i
v e o Puter 496 wrEPNINTLTE corves oo kR Puririe
61 THox Tl LIrRTHPLOOA: mwﬂr Not 5QGKLELLDL 1an Chicken (=} \‘—ﬁ ,“_ 54 o Chicken
e (KL 0: SNQISS) 1SOGK] ?i Mouse 505 TD: 51 ‘ LFE ME L DASANNET Q
50 LTAAMKSIDLSENKITVIGHGDIRE JT LDLDHL e Bl S oKD oo Re T EAGENHEVC AR z ouse
GO Mo R Nt e e 156 BEERvivmtieckavongoqodopiondler seadoiinycs s e ool Nowse
IJ.|.||.I ". Ll]l]. ”‘ l””a"’”‘y
[l faun I N + Majority
LSSSWEGEL 1O TNITWNPYSTLGPAFLFQoLLN**LRTLRFGNPS ”"FT Majority L ‘
RDSYVCDSPETLRGAAVDES vmvm HMILAVSVLCSATL vm-xm-nku MriA Majorit
jio 15 LRR4 150 | 170 LRRS 150 L = z L = ortty
117 LGOIV ENBY L CERE F QELIN - (LATLREGSP Rohu 590 500 s10 | Je20 tm e30 | 60 620
113 L o GPABTFQSLLN--LEMLRFGSPS Common carp 563 HGNYVCHTPFTLRADA TPSVRLSVFECYMIPAVSVLCS T TVLGH TV TCHKLHY YLOMTKA Rohu
113 ISSLWES—’[ NN %x’g'r_‘rrw_‘r‘ ! 1 Catfish 559 [BRNYVCHTPFTLRADSIDSVRLSVFEGYMIPAVSVLCSVIIT IALGITVMTCHKLEVIWYLQMTKA Common carp
113 [LSH 51 NIViENeYSTV ‘A Rr1lH1ds Zebrafish 561 H VONARLSVFECHMIIISVSVLCSAV: CyKLHVLWYLOMTLA Catfish
118 NP E1icAl] dqug B L] J; flounder 559 i FdmT HKLHVIYLOMT i
113 A 1HNpY i L Pufferfish 566 cvaE]v_;/ il El TRMMTA J flounder
126 L j rgufr IoloN: sl NPQ an QGNFEIV Chicken 560 VVALLATAALETLLWEVHAEW YL R
115 1k mw&-nvﬁmvrsﬁ o 1 NvETES o Mouse 568 TLVELFILIL K Chicken
115 [LssswikpLSSIT SI |z Human 559 rwn”TYF /GALCHHEHGLS Jiwﬂn! Mouse
e = e e s Human
+ Majority
I " L ‘ [l malm J
P1GHVSI

ELTFVCSNLSS B LOGLFQ- DPI\LVSKVLQDVSHP . n RDVNLDTN  Majority

l l I ooy
—

200 LRR6 210 }20 LRR7 230 2fio LRRS 250 260 WLOAKRK ~LGEELCYDAFVSYSEHDAEWVEEILVPELESAH Majority
179 EVEEIGSNLSVINGSLKARRPIGL] e NLFQ@EF‘VSWLQWSHPETL Ry Rohu 660 670 | 680 690 700
175 TFVGSNLRS' IGL uQDVSHPETLL \/1 RIT] Common carp T TREeT,
T E‘fm Lo =] & uﬁmws Catfish 628 NIDAKRK i) TAEEIRYDAR DAEWVEEILVPEL j E Rohu
175 LKA §;r 3’ ;‘J,fn;VSHPETLL augm Zebrafish 624 WIQAKRKFAVGE DAF DAEWVEEILVEE: il Common carp
-0l j ) flounder 626 KPAV] GADLCYDAF OHDAEWVEETLVEKLES! Catfish
180 TL HANNL RAES syv . PT Pattortion e rb‘m 1 [ T B ,J
N ufferfi DAF HDAEWVEET}
175 ELavia RRYES MI S W Chicken 631 {155RRTH - LRNRLE SEALLS YDAV S YSHKDHCHVE T LVEELHE PRETDEDS VNHTDPR. Japanese flounder
188 TIRIDGDNLSOYHPGSL! sI SAT ETKLOTE eo5 hlkAR iy B i
178 EilEraLsilruodosL 51 ILSSVR louse > e N REACHVENEFLVPELHOPRADD)
175 s 1oAgloEYEPRETHS 1 Nv Eiroove: R LD F Human 633 WLOAKRKHKRA] TKDI YDAF B JodLEOR LJ Chicken
o 524 [EQAKRKGKxa feoasvsysaors EINLMYOOLENSD f Mouse
624 WVENLMYOELENF Human
" II - I | ..Ill. -
] 270 LRR9 280 290 LRR10300 | 310 LRRI1320 | PETLCLHKRDEFLPGRWIVDNI IDSTEKSHRTLEVLSENEV! RYELDFSHFRLFD--EHNDS  Majority
244 [TSTEP) {7 Ly SYIGLERL H|rEuioK Td 20'“‘ 730 740 750 TIR 760 770 780
. 1k K ommon carp _
2 Eiff?i“ﬁ@:is"if_@" rm;&ﬂmvmc Rt S Catfish 674 RWIVDNIIDSIEKSHRTLEVL RYELDFSHEHT Rohu
Sa0 2 GGTKSLTFQNSSTT ALTSrLErMpGe| Lﬁ} { | 670 cmmnr@mxwxvmlIDsIEKSHRTLFVLs VTSEWCR‘IELuk HER T Common carp
240 b8 IKSLTFONSSTTDOALT S s Niiery Japancse flounder 672 EYILCLAKRDELEGRIEVDNI K5 LSS SHRTLEVLSENEVISECRYSL DESHEA X Catfish
B e AN s M B P"“m“““ﬂ TR SMED bufferfish 670 SRWIVDNI IDSIEKSYRTLEVLSEHFVSSEWCRYELDFSHERIM Zebrafish
248 NEKIVQMATLPLTIQKEEHTG ¥ 1SOTAVLIKE I RSIRELEAT] dnbiomreaan  Chicken 695 HLILCLHKRDFLPGH] IMDNI[ASA»@R TVEVLSON cs‘ WCRYELDFSH wu‘:cnwspp Japanese flounder
338 OrsprovaEveSEvrIERcEY Nf.K e * ) Mouse 687 EMILCLHKRDELPGHWILDN TEVLSENHIRSDWCRYELDFSHFRLEDG-vaGED Pufferfish
238 arspLevoEvs et ol umpR oL L L;L“% ENGLEDRESESDY Y men &2 oo ke N DS TERSHITLFVE SEAFQS Ry BT DFSHERL Chicken
© o EE R 669 [PEKILCL TIPNIIDSIEKSHHIIVEVLSENFVRSER Sl A Mouse
669 PHKLCLKRDHTPGKWITDNIIDST SEWCKYELDFSHFRLEE- Human
+ Majority
- L- L‘Jhll" HJ-H‘ + Majority
VE: ETAFIRNLEILGFFLFSSLIQLGFLLVHLKRVSVINSTVEVIPCSTTFLLKSLEYLDL  Majority l n
L1l RKETIPRRE, kTPKTMN TTYL ——  Majorit
330 LRRI2 340 | 350 LRR13 360 | 570 LRRI4 380 | 390 oty
308 {YIENIIQCFHEFSgMDLGETEVHIHRVSVINGTVEVIEP TITELLAKEEYLDY  Rohu 790 800 810 820 830 l 840
304 sl el S L GELLVE Y SV INGIVEVI BRET T LNLEYLDI  Common carp 757 B e PRk R e e e e C-Terminal Rohu
306 HURNVETOGFERESS) ‘m@ruqﬂ TKISVVA VIECST! F oxvevipy - Catfish 733 JLLEPTKKETTPKRFCKLRKIMN: DE Common carp
304 vz} uw‘m s GFLIKHFHNVSVINATVEVT KbJJbLL Evipr,  Zebrafish 735 BVLIL rwDIEKET1pxapcxmxmns-rTyLEw@EEEKREQFWQNLRAALKREx-m Catfish
304 vEDvE FABLISCEFLIOY PRIVE TINAK] ﬂw i i 760 wiosk vﬁA RGEGEEDE Japanese flounder
313 ch SSIE LS TNMTT D y FFDIUEGIETOVGH 1) IAPD\ EM Chicken 751 "
303 smsx\m xﬁﬂn PORYLEY DS TV YSLUEKVKR T T)/ENSKVELVEC Mouse 741 ’P[Sr:’daczoq VENLKAALHS Chicken
303 mmm Rt e KA1 TMENSVALVEOLLSOHLKSIEYLD  Human 75 W o ke
732 i) MjAd&E FVVMIQS Human

Lo Alld —

il
SONLLVDLTLEETLCTG-GAYQSLOTLNVSONVLKSLGLTSRLVTNLKKLTYLDISHNSFVSMPE  Majority

400 LRRIS 410 420 LRR16430 | 440 LRRI74s0
370 EONLISPLIIEHTISHs ] TLNVSONVLKSLGI =er vﬂ Pr L MPE  Rohu
366 d TLNVSQNVT] YL MPE  Common carp
368 —}C‘ NVSH TQIVSRLY: L RiASLOVSHENDHLKMPE  Catfish
366 ANLNMLNVSONVI TNLRRIKELOL MPE i
371 L kDLRVENTSE 1]s TUSRLVERIHKLTHLDT Ssm ) flounder
366 g DS PLKDLRVLN 1SN 1fs 1 SRLVGKI L RLTHL O
377 u ED--HWPSL wv&r KNS K TNLHKI TNLDTSENNFGETHD  Chicken
368 8 G- -aweszoTiv Tcb10oE 1 1. TLRNEASEDT bl prch D Mouse
368 lg RSy M o R 1 HH1 Human

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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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
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Supplementary Figure 3.

DIMPLOT analysis of interaction between TLR2-TIR and
MyD88-TIR domains (a) HADDOCK analysis and

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