Supplementary figure 1

EL1 TM2 IH1
1 PFMDR1 100.0% EK1S] [<NMNL QD) DNNP
2 3b5w 21.9% MHNDKDLS FGKTD| C (GMP] DKQS
3 3B60 22.0% MHNDKDLS] FCKTD| C (CMP) DKQS
4 3B5x 20.3% MSLHSDES] FCNAE] Cl |HMP) DQES
*86
1H2

1 PFMDR1 100.0% N MG [CGE]
2 3b5w 21.9% E KGH| GGQ]
3 3B60 22.0% E KGH| GGQ]
4 3B5x 20.3% g KGH| GGQl

*184
1 PFMDR1 100.0% NSATNQYPNNDFN INRKPLVENNDDGETLPNIK-K I EFKNVRFH
2 3b5w 21.9% DSEQ--EKDEGKRVIERATGDVEFRNVTFT
3 3B60 22.0% DSEQ--EKDEGKRVIDRATGDLEFRNVTFT
4 3B5x 20.3% DLET--ERDNGKYEAERVNGEVDVKDVTFT

A-loop P-loop Q-loop
1 PFMDR1 100.0% YDTRKDVEIYKDLSFTLKEGKTYAFVGESGCE LYDPTEGD I 1 VNDSHN| IN IG\/\/SQDPLLFSN YSLYSL ITNDTYENKNFS
2 3b5w 21.9% YPGR-DVPALRNINLKIPAGKTVALVGRSGSG FYDIDEGE I LM-DGHD Y VAL VSQNVHLFND!
3 3B60 22.0% YPGR-EVPALRNINLKIPAGKTVALVGRSGSG] FYDIDEGH I LM-DGHD) \ VAL VSQNVHL FND!
4 3B5x 20.3% YQGK-EKPALSHVSFSIPQGKTVALVGRSGSC] FYDVDSGS I CL-DGHD) Y [FALVSQNVHLFND
”LSGGQ™” motif H-loop
1 PFMDR1 100.0% LISNSMTSNELLEMKKEYQT IKDSD)] L1 LPDKYDTLVGSNASKLS] NPK 1L ILDEATSSLI INENRITI I TAH
2 3b5w 21.9% [YA MDNGLDTV IGENGVLLS] DSP I L I LDEATSALI --KNRTSLVIAHR]
3 3B60 22.0% YA MDNGLDT I IGENGVLLS] DSP I L ILDEATSALI --KNRTSLVIAHR]
4 3B5x 20.3% HA| MPQGLDTV IGENGTSLS] [DAPVL I LDEATSALI --KNKTVLVIAHR]
1 PFMDR1 100.0% [VANT I FVLSNRERSE - - - —————— === == ——————————
2 3b5w 21.9% KADE 1 VVVEDGV I VERG HRG [elo]
3 3B60 22.0% [QADE 1 VVVEDGI I VERG OHC GQ
4 3B5x 20.3% JQADE I LVVDEGE I 1ERGR] 0DG IGE
EL4
1 PFMDR1 100.0% RMFRRKKKAPNA| YQE!\ SFFDQD
2 3b5w 21.9% MHNDKDLS] FGKTD GMPVSFFD--
3 3B60 21.4% MHNDKDLS] FGKTD) GMPVAFFD--
4 3B5x 22.5% MSLHSDES] [FGNAE] HMPVRFFD--
1 PFMDR1 100.0%
2 3b5w 21.9%
3 3B60 21.4%
4 3B5x 22.5%
EL6
1 PFMDR1 100.0% RGTIL IRKSNIDVRDDGG IRINKNL I
2 3b5w 21.9% MDSLT]| [DSEQE - --KDEGKRVIER--A
3 3B60 21.4% MDSLT]| KDEGKRVIDR--A
4 3B5x 22.5% RAELT] [DLETE---RDNGKYEAER--V
*1034 *1042
A-loop P-loop

1 PFMDR1 100.0% KEGKVDIKDVNFRYNISRPNVP I YKN] DSKKTTA I VGETGSC| FYDLEKNDH I | LKNDMTNFQDYQNNNNNSLVLKNVNEFSNQSGSAEDYTVFNNNGEILLDDIN] Y
2 3b5w 21.9% [TGDVEFRNVTFTYPGR-DVPALRM PAGKTVALVGRSGSG| FYDI DEGE I LMDGHD) Y
3 3B60 21.4% TGDLEFRNVTFTYPGR-EVPALRNM PAGKTVALVGRSGSG FYDI DEGH I LMDGHD) Y
4 3B5x 22.5% NGEVDVKDVTFTYQGK-EKPALSH| PQGKTVALVGRSGSG FYDV- DSGS1CLDGHD] Y

”LSGGQ™” motif

PFMDR1 100.0% M| = SQEPL LFNMS FGR-EDA AT LPNKYDTNVGPYGKSLS] EPK I LLLDEATSSLI

3b5w 21.9% |VAIRMSQNVHLFNDT] ‘ARTEQYS] Y) MDNGLDTV 1GENGVLLS] [DSP 1L 1LDEATSAL K
3B60 21.4% |VAIRMSQNVHLFNDT] ARTEEYS] Y. INGLDT I 1 GENGVLLS] [DSP 1L 1LDEATSALI K——
3B5x 22.5% ~AIMYSQNVHLFND [YAAEGEY H MPQGLDTV IGENGTSLS] [DARVL I LDEATSALI K-

*1246
H-loop

ENFARNE

1 PFMDR1 100.0% DKTHITIAH RSDK 1 VVFNNP ----—| DRNGTFVQSHGTH-- —
2 3b5w 21.9% NRTSLVIAH KADE 1 VVVEDGV I VERG HRC]
3 3B60 21.4% NRTSLVIAH [QADE 1 VVVEDGI I VERG OHC
4 3B5x 22.5% NKTVLVIAH JQADE I LVVDEGE I 1 ERGR] ODC}

Protein sequences alignment of PFIMDR1 and different MsbA structures.

The alignment describes the primary percentage of overall matching between PFMDR1
protein as well as secondary and tertiary structures features. Aminoacids letters are coloured
by group identity default palette defined by Mview software. Background colour shows
secondary structure, grey - coiled; brown- helix and yellow- beta-sheet.

On top of the alignment is annotated the ABC conserved motifs as well as main structural
characteristics: TM-transmembranes; EL- external loop; IH- internal helix. Stars identify

functional residues in PFIMDR1 transport: N86Y, Y184F, S1034C, N1042D and D1246Y.



