Table S1. Interacting chains used as prediction targets.

1a2xAB*
la9nAB
lacbEI
lagrAE
laisBA
laroPL
lavaAC
lavgHI
lavwAB
laxiBA
lay7AB
1b0nAB
1b34AB
1b6cAB
1bh9SBA
1b1xAB
lbmlCA
1lbndAB
lbrsAD
1buhAB
1buiAC
1lbvnPT
lbzgAL
lclyAB
1c4zAD
1c9pAB
1cd9BA
1cf7BA
1ci6AB
lclvAI
lcseEI
lcxzAB
1d2zBA
1d3bAB
1d4xAG
1d6rAT
ldevAB
1df9BC
1df9AC
1dfjET
1dhkAB
1dkfBA
1dkgDA
1dmlAB
1dnlAB
1dowAB
1dp5AB

1ds6AB
1dtdAB
1dx5MI
1e0fDI
led4BA
1e96AB
leaiBD
lebdBC
leerBA
leerCA
lefnAB
lefuCD
lewyAC
1f021IT
1£f34AB
1f3vBA
1£59AB
1f60AB
1f6fBA
1fe6fCA
1f6mAC
1f93BE
1fbvAC
1fccBD
1ffgAB
1fleEI
1fm9AD
1foeAB
1fgjAB
1fgJdCca
1fr2BA
1fs1BA
1fyhAB
1g3nAC
1g3nAB
1g4uSR
1g6vAK
1g73AC
lgclGC
lgcgAC
lgcgBC
1gh6BA
lghgAB
1gl0ET
1gllAT
1gl4AB
1glbFG

1go4BF
lgpgAD
1gpwAB
lgvnBA
1gxdAC
lgzsAB
1h2sAB
1h41AD
1h59AB
lhekAX
1h9dAB
1hO9hET
lhelAC
1he8AB
1hl6BA
1hx1AB
1ilrAB
1i2mBA
1i7wCD
1i81AC
liarBA
1iblAE
librBA
1iilEA
1im3AD
lira¥X
1itbBA
lixsBA
1iyjBA
1j2jAB
1jatAB
1jchAB
17dhAB
1jiwPI
17k9BA
1imaAB
1jowBA
1jtdAB
15tgAB
1jtpAL
1jw9BD
1k5dAB
1k8rAB
1k90AD
1k93AD
lkacAB
1kgOBC

1kgyAE
1kilBA
1k1fBA
lkpsAB
1kshAB
1ktkEA
lktzBA
1ku6AB
1kxgAH
1kz7AB
lkzyCA
114dAB
116xAB
117vAC
11djAB
11fdBA
11pbBA
11txAR
ImleAB
1m27AC
1m2vBA
1m9fAD
1ma9AB
ImbxAC
ImoxAC
1mg8AB
Imr1AD
ImvfAE
ImzwAB
1nOwAB
1InbfAD
lnexBA
Inf3AC
1nkpAB
InmuAB
lnpeAB
1lnglAB
1Int2BA
1nu9AC
lnunBA
1lnvuSR
InvuSQ
1nw9BA
lo6sAB
1094AC
locOAB
loeyJdA

lofhAG
lofuAX
lohzAB
loiuAB
1o0l15AB
loo0AB
lophAB
logdAK
logeAK
lor7AC
loryAB
lotsAC
loxbAB
loyvBI
loyvAI
1p5vAB
1p8vAC
1p9mCB
1p9MAB
1pkl1AB
lppfEI
1pglAB
lpgzAB
1pufAB
lpvhAB
1pxvAC
1ga9AB
lgavBA
1gbkBC
1go3AC
1rOrETI
1r1kAD
lrd4aAE
1r8sAE
1rp3AB
lrzrCT
1s1gAB
1s3sFG
1s4yBA
1s6vAB
1sbbAD
1sgfGB
1sgpEI
1shwAB
1shyBA
1shzAC
1sppAB

1sgqOAB
1sg2LN
1stfETI
1sv0AC
1svxBA
1syxAB
1t0fAC
1tebXY
1t6gAC
1t9gDSs
1ta3BA
ltafAB
1tbrKs
1tdgAB
ltelAB
1thlAC
1th8AB
1tk5AB
1tmgAB
ltnrAR
ltocBR
1tt5AB
ltueAB
1tx4AB
1tx6ATI
1txgAB
1tygAB
lu0sYA
1u7fAB
luadAC
lueaAB
lughET
lujwAB
lukvGY
lullXA
lus7AB
lusuAB
luuzAD
luw4BA
luzxAB
1v5iAB
1v74AB
lvetAB
1vgOAB
1lwliAF
1wlwCG
1w98AB

1lwmhAB
1lwmiCD
1lwpxAB
1wglRG
lwr6AE
lwrdAB
lwywAB
1x3wAB
1x86AB
1xb2AB
1xd3AB
1xdkBA
1xdtTR
1xg2AB
1xk4BD
1x13AC
1xouBA
1xgsAC
1xtgAB
1xulAR
1y4hAC
1y64AB
1y8xAB
lycsAB
1lyvbATI
1z0jAB
1z2cBA
1z3eAB
1z3gHA
1z5yED
1z92AB
1zbdAB
1zbxAB
1zc3AD
1z1hAB
1zm2AB
2a01AD
2al9BA
2a41AC
2a42AB
2a5dBA
2a5tAB
2abyBA
2a78BA
2ajfAE
2apoAB
2assBA

2assBC
2atgAB
2auhAB
2aw2AB
2ayoAB
2b3tBA
2b4sAB
2b59AB
2b5iBA
2b5iCA
2bcjAQ
2bfxAD
2bh1AX
2bkhAB
2bkkAB
2bkrAB
2bo9AB
2bseFC
2btfAP
2clmAB
2C2VvHT
2c5dAC
2c5dAD
2ckhAB
2ey4AE
2ey4AC
2f9dAP
2fi4ET
2g45AB
2gooAC
2gy7AB
2hppHP
2mtaCA
2sniEI
2trcBP
3fapAB
3hhrCA
3proAC
3sicEI
3ygsCP
4cpaAl
4dhtcHI
4sgbETI

! First four symbols are the PDB code, followed by the chain IDs of receptor and ligand.



Figure S1. Structural similarity in hetero-complexes with domain structure. (A) Alignments of the
receptors (chains B of the target 1kil and template 2nz8) by FSA and (B) PSA. (C) Alignments of the
ligands (chains A) by FSA and (D) PSA.



Figure S2. Structural similarity of biological and crystal packing interfaces. (A) PSA model and (B) X-
ray structure of the biologically functional complex (1e44, chains A and B). (C) X-ray structure of the
crystal-packing complex (3eip, chains A and B).



Figure S3. Dissimilar interface loops. (A) X-ray structures of the template (chains A and C from lcvs)
and (B) the target (chains A and B from litb). (C) PSA and (D) FSA alignments of the target and the
template ligands. The receptors are in cyan, target ligands are in gray and template ligands in yellow.
Parts of ligand B-strands essential for the model building are in magenta for the target and white for the
template, and marked by arrows in C and D.



Figure S4. Local structural similarity away from the interface. (A) X-ray structures of the target (chains
A and B of 1v74) and (D) template 2thz (chains A and B of 2thz). (B) FSA alignments of the ligands and
(C) receptors.
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