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Figure S1. Contact maps comparing CX] conformation with POPC and bacterial mimic membranes (POPE, POPG,
POPE/POPG, CL and POPE/POPG/CL).
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Figure S2. Contact maps comparing CX] conformation with POPC/CHO, POPI, POPE/ERGO and POPS-containing
membranes.



07 N
POPC-013 %
032 POPC-O14
os Pore fo51 o3 0128 s %
= 5 o~ A3 e 0118 012 p N POPC.021 —B—
o o osh NN N0 g( oy \/l\ ) POPC-022 —8—
e ~ < OH N< POPC-031 —g—
a. s NN NN PV \“ 021 014 « | POPC-032 ——
{4 Y
o S oat 0 )
o 8 022
(4
o 03
§
2
I o2
o1f
7
)
&
<
0.18 T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T o —
0.16 POPC-N —6—+
.16 F POPC-013
CHO POPC-014 —@—
o 014 4 porc-012 —0—
T ot POPC-O11 —4—
POPC-021 —B—
() $ on2f 1 rorco22 —a—
~~ E POPC-031 ——
O 3z ot 03 { Porcor —w—
a @° HO"4
0.08 | 1
O =
c
Q. S 006f E
a
T o0af ]
0.02 1
T O OZNOZOZOZNOTNOZOZ O TNOZ COZOZLN0ZN0Z0 ozozozruozozozozozw—«q:zqzozozoozqauozozo
EEE AN E AT f";,u:v; 5ZS _‘?Z:Z'NQ' 5 owgﬁﬂo&#m@_wmmmw e ey mv_:gg
OO KA DA (AT A 3 3 et I T RGOy DT S A ARG
E N e e ‘AW‘W‘ e PO S 2T #kgs:»oosw ) _,>a= S A o U
<§§§ g ey ‘3:’:"’4» u.vzuu5066<<25< <gsgb<<¢,°,¢uc——>>—:>_a<mm<< 65:‘{5>>_n_:mm<<—'>_a<r—m_'5@
e -=
o 400 013AI DAL -
POPS-N
T 350 POPS o 013 4 ropso13a
1 031 0119 POPS-0138
| NN N0 @ ~ “OH 0138 POPS-013
~ 9 300 { H, 1 rors-o14
A\ g e 2. H 014 o12 POPS.012
o 250} Jo21 N | roesonn
Q. E 0 POPS-021
3 022 POPS-022
S 200 PoPS 091
& 4 POPS-032
o POPC-N —H—
(@) < 150 POPC-013 —O—
a 3 rorcots 8-
0 POPC-012 —O—
o T 100 POPC-011 —4—
POPC-021 —8—
a 50 POPC-022 —8—
POPC-031 —g—
POPC-032 —p—
DZQZWHNOZANOZOZWHNOZHNOZ QZ0ZOZNOZOZ0Z0Z0Z0Z N0 ZOZOZOZ! er~oz°zoz ﬂ‘—‘
A EE L 00, L L i OO B IO o et Suor ALY é,. 3
°"f-—;_-«"—~fm=—r0 SOz =£§oz._..o‘ > ”Mwﬁwwmw °. R 00
e B P i e - LA L = b o B B i O L P
gs\xnﬁu:;wgzq <§gm'u:0 ">>-'>- <0L‘)q.g,<<_o?‘30>>_uuumum<-'>_,< —uo-r»
oo
T T T T T T T T T T T T T T T T T T T T T e E REEE T OPEN
POPS-O13A
»0 1 Torsons
POPS-0O14
) @ 300 1 rops012
Q. g POPS-011
] POPS-021
8 £ 250 1 roeso22
3 POPS-031
® 4 ropso32
° POPC-013 —O—
o < POPC-014 —@—
o '8 POPC-012 ——
(7 POPC-011 —@—
Q. T POPC-021 —8—
POPC-022 —@—
POPC-031 —9—
POPC-032 —9—
P02 HOZNOZ0 ZOZN O ZNOZOZ N0 ZNOZ 00 Z0 T NOZ NG Z0 PO Z N Z 0Z0Z QZNOZOZ0Z0Z0Z0Z OO Z0Z0Z0ZY0ZOZNOZ
;g‘“i‘;m wwﬁb\zhw‘!'“.qéozo-wmmnzw f—".,-nn —\bzz@sn m?,...z s QZVM\QQ,\ o cmnzmggzm@?
e N PN E ¥ C i Pt G s KA PRAIRGORED ,,"' B
£255 e R oS B B ﬁ%ﬁg %mﬁ“;‘:_tpjés x‘,ﬁs%kﬁ ___.:&’;
<< o6 o oF < e
< << Eo)
2 POPS-N
POPS-O13A
POPS-0138
POPS-013
POPS-014
200 POPS-012
POPS-O11
3 POPS-021
c POPS-022
o POPS-031
17,) g Bor POPS.032
o 8
o =
£ 100
a 2
I
50
0

Figure S3. Occurence of polar atom contacts (H-bonds and salt bridges) between CX] peptide and various

membrane bilayers calculated along MD simulation trajectories.
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Figure S4. Occurence of polar atom contacts (H-bonds and salt bridges) between CX] peptide and various
membrane bilayers calculated along MD simulation trajectories. TOCL2 refers to CL.
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Figure S5. Occurence of van der Waals contacts between CX] peptide and various membrane bilayers calculated
along MD simulation trajectories.
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Figure S6. Occurence of van der Waals contacts between CX] peptide and various membrane bilayers calculated

along MD simulation trajectories. TOCL2 refers to CL.
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Figure S7. Occurrence of polar and apolar contacts with fungal-like membranes containing POPI and POPE/ERGO.
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Figure S8. Area per lipid (nm?) in bilayers containing various phospholipids compositions as calculated from MD
simulations in the presence of eight CX] peptides. The average value is shown in blue while the upper and lower
leaflet are shown in yellow and red respectively. TOCL2 refers to CL.
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Figure S9. Contact maps comparing CXJN conformation with POPC/CHO, POPI, POPE/ERGO and POPS-
containing membranes. TOCL2 refers to CL.
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Figure S10. Contact maps comparing CXJN conformation with POPC/CHO, POPI, POPE/ERGO and POPS-
containing membranes. TOCL2 refers to CL.
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Figure S11. Occurence of polar atom contacts (H-bonds and salt bridges) between CXJN peptide and various

membrane bilayers calculated along MD simulation trajectories.
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Figure S12. Occurence of polar atom contacts (H-bonds and salt bridges) between CXJN peptide and various

membrane bilayers calculated along MD simulation trajectories. TOCL2 refers to CL.
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Figure S13. Occurrence of polar and apolar contacts between CXJN peptide and fungal-like membranes cont

POPI and POPE/ERGO.
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Figure S14. Occurence of van der Waals contacts between CXJN peptide and various membrane bilayers calculated

along MD simulation trajectories.
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Figure S15. Occurence of van der Waals contacts between CXJN peptide and various membrane bilayers calculated

along MD simulation trajectories. TOCL2 refers to CL.
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Figure S16. Order parameter of C-H moieties of palmitoyl side chains in membranes containing various
phospholipids compositions as calculated from multiple repetitions of MD simulations in the absence (2 repetitions
in black labeled as 1 and 2) and in the presence (3 repetitions in red labeled from 1 to 3) of eight CXJN peptides.
The panel in the top left corner is an example of MD snapshot with POPS bilayer (color code in the caption of
Figure 3). TOCL2 refers to CL.



