Supplementary Table 3: Complete template alignments for HSABCB1 are shown in two
runs of HSABCB1 modelling based on Sav1866. For details, see Material and Methods.

First round modeling for HSABCB1 based on Sav1866 (2hyd)

>P1;HsABCBI1

sequence:HsABCBl:1:.:1280:.:.: : :
MDLEGDRNGGAKKKNFFKLNNKSEKDKKEKKPTVSVESMEFRYSNWLDKL -
YMVVGTLAAITHGAGLPLMMLVFGEMTDIFANAGNLEDLMSNITNRSDIN
DTGFFMNLEEDMTRYAYYYSGIGAGVLVAAYIQVSFWCLAAGRQIHKIRK
QFFHAIMRQEIGWEFDVHDVGELNTRLTDDVSKINEGIGDKIGMEFFQSMAT
FFTGFIVGFTRGWKLTLVILAISPVLGLSAAVWAKILSSFTDKELLAYAK
AGAVAEEVLAAIRTVIAFGGQKKELERYNKNLEEAKRIGIKKAITANIST
GAAFLLIYASYALAFWYGTTLVLSGEYSIGQVLTVFFSVLIGAFSVGQAS
PSTIEAFANARGAAYEIFKIIDNKPSIDSYSKSGHKPDNIK-GNLEFRNVH
FSYPSRKEVKILKGLNLKVQSGQTVALVGNSGCGKSTTVQLMQRLYDPTE
GMVSVDGQDIRTINVRFLREITIGVVSQEPVLFATTIAENIRYGRENVTMD
EIEKAVKEANAYDFIMKLPHKEFDTLVGERGAQLSGGQKQRIATARALVRN
PKILLLDEATSALDTESEAVVQVALDKARKGRTTIVIAHRLSTVRNADVI
AGFDDGVIVEKGNHDELMKEKGIYFKLVTMQTAGNEVELENAADESKSET
DALEMSSNDSRSSLIRKRSTRRSVRGSQAQDRKLSTKEALDESIPPVSEFW
RIMKLNLTEWPYFVVGVFCAIINGGLQPAFATIIFSKIIGVFTRIDDPETK
RONSNLEFSLLFLALGIISFITFFLOGFTFGKAGEILTKRLRYMVEFRSMLR
QDVSWEDDPKNTTGALTTRLANDAAQVKGAIGSRLAVITONIANLGTGIT
ISFIYGWQLTLLLLATIVPITATAGVVEMKMLSGQALKDKKELEGAGKIAT
EATENFRTVVSLTQEQKFEHMYAQSLQVPYRNSLRKAHIFGITEFSEFTQAM
MYFSYAGCFRFGAYLVAHKLMSFEDVLLVESAVVFGAMAVGQVSSEFAPDY
AKAKISAAHIIMITEKTPLIDSYSTEGLMPNTL-EGNVTFGEVVENYPTR
PDIPVLQGLSLEVKKGQTLALVGSSGCGKSTVVQLLERFYDPLAGKVLLD
GKEIKRLNVOWLRAHLGIVSQEPILEDCSIAENIAYGDNSRVVSQEEIVR
AAKEANTHAFIESLPNKYSTKVGDKGTQLSGGQKQRIATARALVRQPHTIL
LLDEATSALDTESEKVVQEALDKAREGRTCIVIAHRLSTIQNADLIVVEQ
NGRVKEHGTHQQLLAQKGIYFSMVSVQAGTKRQ*

>P1l;sele

structureX:sele:632:.:689:.:.:

————————————————————————————————— GNEVELENAADESKSET
DALEMSSNDSRSSLIRKRSTRRSVRGSQAQDRKLSTKEALD-—————-——



>P1;2hyd

structureX:2hyd:1:A:578:B:.: :
————————————————————————————————————— MIKRYLQFVKPYK
YRIFATIIVGIIKFGIPMLIPLL---—-—-——————— IKYAIDGVINNHALT
TDEKVHHLTIAIGIALFIFVIVRPPI---EFIRQYLAQWTSNKILYDIRK
KLYNHLQALSARFYANNQVGQVISRVINDVEQTKDFILTGLMNIWLDCIT
ITIALSIMFFLDVKLTLAALFIFPFYILTVYVFFGRLRKLTRERSQALAE
VQGFLHERVQGISVVKSFATIEDNEAKNFDKKNTNFLTRALKHTRWNAYSF
AAINTVTDIGPIIVIGVGAYLAISGSITVGTLAAFVGYLELLFGPLRRLV
ASFTTLTQSFASMDRVEFQLIDE--DYDIKNGVGAQPIEIKQGRIDIDHVS
FQY-NDNEAPILKDINLSIEKGETVAFVGMSGGGKSTLINLIPRFYDVTS
GQILIDGHNIKDFLTGSLRNQIGLVQODNILFSDTVKENILLGRPTATDE
EVVEAAKMANAHDFIMNLPQGYDTEVGERGVKLSGGQKQRLSTARIFLNN
PPILILDEATSALDLESESITQEALDVLSKDRTTLIVAHRLSTITHADKI

———————————— NL-------—-----—---—-—--—-—-—————-—-MIKRYLQFV
KPYKYRI--FATIIVGIIKFGIPMLIPLLIKYAIDGVINNHALTTDEKVH
HLTIAIGIALFIFVIVRPPIEFIRQYLAQWTSNKILYD-IRKKLYNHLQA
LSARFYAN--NQVGQVISRVINDVEQTKDFILTGLMNIWLDCITIIIALS
IMFFLDVKLTLAALFIFPEFYILTVYVEFFGRLRKLTRERSQALAEVQGFLH
ERVQOGISVVKSFAIEDNEAKNFDKKNTNFLTRALKHTRWNAYSFAAINTV
TDIGPIIVIGVGAYLAISGSITVGTLAAFVGYLELLFGPLRRLVASFEFTTL
TOSFASMDRVFQLIDED--YDIKNGVGAQPIEIKQGRIDIDHVSFQYNDN
-EAPILKDINLSIEKGETVAFVGMSGGGKSTLINLIPRFYDVTSGQILID
GHNIKDFLTGSLRNQIGLVQQODNILFSDTVKENILLGRPT--ATDEEVVE
AAKMANAHDFIMNLPQGYDTEVGERGVKLSGGOKQRLSTIARIFLNNPPIL
ILDEATSALDLESESIIQEALDVLSKDRTTLIVAHRLSTITHADKIVVIE
NGHIVETGTHRELIAKQGAYEHLYSIQNL-—-—-—*

Second round modeling for HSABCB1 based on the first round model (sele2)

>P1;HsABCB1

sequence:HsABCB1:1:.:1280:.:.: : :
MDLEGDRNGGAKKKNFEFKLNNKSEKDKKEKKPTVSVEFSMFRYSNWLDKLY
MVVGTLAAITHGAGLPLMMLVFGEMTDIFANAGNLEDLMSNITNRSDIND
TGFFMNLEEDMTRYAYYYSGIGAGVLVAAYIQVSFWCLAAGRQIHKIRKQ
FFHATMRQEIGWEDVHDVGELNTRLTDDVSKINEGIGDKIGMFFQSMATFE
FTGFIVGFTRGWKLTLVILAISPVLGLSAAVWAKILSSFTDKELLAYAKA
GAVAEEVLAAIRTVIAFGGOKKELERYNKNLEEAKRIGIKKAITANISIG
AAFLLIYASYALAFWYGTTLVLSGEYSIGQVLTVFFSVLIGAFSVGQASP
SIEAFANARGAAYETIFKIIDNKPSIDSYSKSGHKPDNIKGNLEFRNVHES
YPSRKEVKILKGLNLKVQSGQTVALVGNSGCGKSTTVQLMQORLYDPTEGM
VSVDGODIRTINVREFLREIIGVVSQEPVLFATTIAENIRYGRENVTMDE I
EKAVKEANAYDFIMKLPHKEDTLVGERGAQLSGGOKQRIATARALVRNPK
ILLLDEATSALDTESEAVVQVALDKARKGRTTIVIAHRLSTVRNADVIAG
FDDGVIVEKGNHDELMKEKGIYFKLVTMQTAGNEVELENAADESKSEIDA
LEMSSNDSRSSLIRKRSTRRSVRGSQAQDRKLSTKEALDESIPPVSFWRI
MKLNLTEWPYEVVGVEFCAIINGGLOPAFAITIFSKIIGVETRIDDPETKRQ
NSNLEFSLLFLALGIISFITFFLOGFTFGKAGEILTKRLRYMVEFRSMLRQD
VSWEDDPKNTTGALTTRLANDAAQVKGAIGSRLAVITONIANLGTGIIIS



FIYGWQLTLLLLATIVPITIATAGVVEMKMLSGQALKDKKELEGAGKIATEA
IENFRTVVSLTQEQKFEHMYAQSLOVPYRNSLRKAHIFGITEFSFTQAMMY
FSYAGCFRFGAYLVAHKLMSFEDVLLVESAVVFGAMAVGQVSSEFAPDYAK
AKISAAHIIMIIEKTPLIDSYSTEGLMPNTLEGNVTEFGEVVENYPTRPDI
PVLQGLSLEVKKGQTLALVGSSGCGKSTVVQLLERFYDPLAGKVLLDGKE
IKRLNVOWLRAHLGIVSQEPILFDCSIAENIAYGDNSRVVSQEEIVRAAK
EANTHAFIESLPNKYSTKVGDKGTQLSGGOQKQRIATARALVRQPHILLLD
EATSALDTESEKVVQEALDKAREGRTCIVIAHRLSTIQNADLIVVEQNGR
VKEHGTHQQLLAQKGIYFSMVSVQAGTKRQ™*

>P1l;sele

structureX:sele:1:.:30:.:.:
-—-—--MDNDGGAPPPPPTLV---VEEPKKAEIRGVAFK-————————————
______________________________ *

>P1l;sele?2

————————————————————————————————————— SMFRYSNWLDKLY
MVVGTLAATITHGAGLPLMMLVFGEMTDIFANAGNLEDLMSNITNRSDIND
TGEFFMNLEEDMTRYAYYYSGIGAGVLVAAYIQVSEFWCLAAGRQIHKIRKQ
FFHATIMRQEIGWFDVHDVGELNTRLTDDVSKINEGIGDKIGMEFFQSMATE
FTGFIVGFTRGWKLTLVILAISPVLGLSAAVWAKILSSEFTDKELLAYAKA
GAVAEEVLAAIRTVIAFGGOKKELERYNKNLEEAKRIGIKKAITANISIG
AAFLLIYASYALAFWYGTTLVLSGEYSIGQVLTVFESVLIGAFSVGQASP
SIEAFANARGAAYEIFKIIDNKPSIDSYSKSGHKPDNIKGNLEFRNVHES
YPSRKEVKILKGLNLKVQSGQTVALVGNSGCGKSTTVQLMORLYDPTEGM
VSVDGODIRTINVRFLREIIGVVSQEPVLEFATTIAENIRYGRENVTMDETI
EKAVKEANAYDFIMKLPHKFDTLVGERGAQLSGGOKQORIATARALVRNPK
ILLLDEATSALDTESEAVVQVALDKARKGRTTIVIAHRLSTVRNADVIAG
FDDGVIVEKGNHDELMKEKGIYFKLVTMQTAGNEVELENAADESKSEIDA
LEMSSNDSRSSLIRKRSTRRSVRGSQAQDRKLSTKEALDESTIPPVSFWRI
MKLNLTEWPYEVVGVFCAIINGGLOQPAFAITIFSKIIGVEFTRIDDPETKRQ
NSNLEFSLLFLALGIISFITFFLOGEFTFGKAGEILTKRLRYMVFRSMLRQD



VSWEDDPKNTTGALTTRLANDAAQVKGAIGSRLAVITONIANLGTGIIIS
FIYGWQLTLLLLATIVPITIATAGVVEMKMLSGQALKDKKELEGAGKIATEA
IENFRTVVSLTQEQKFEHMYAQSLOVPYRNSLRKAHIFGITESFTQAMMY
FSYAGCFRFGAYLVAHKLMSFEDVLLVESAVVFGAMAVGQVSSEFAPDYAK
AKISAAHIIMIIEKTPLIDSYSTEGLMPNTLEGNVTEFGEVVENYPTRPDI
PVLOGLSLEVKKGQTLALVGSSGCGKSTVVQLLERFYDPLAGKVLLDGKE
IKRLNVOWLRAHLGIVSQEPILFDCSIAENIAYGDNSRVVSQEEIVRAAK
EANIHAFIESLPNKYSTKVGDKGTQLSGGQKQRIATIARALVRQPHILLLD
EATSALDTESEKVVQEALDKAREGRTCIVIAHRLSTIQNADLIVVEQNGR
VKEHG



