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S1. Isomers ratio in mixture of 5a is 34% to 66% of 10-butyl,3-ethynylperylene to 9-
butyl,3-ethynylperylene.
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Figure S1. Mixture of isomers in compound 5 contains 34% of 3,10-alkylethynylperylene and 66% of
3,9-alkylethynylperylene based on '"H NMR data. Terminal ethynyl proton of compound 3,9-
alkylethynylperylene has slightly more electronic density on it than corresponding proton of 3,10-
alkylethynylperylene. Therefore, signal in 'H NMR spectra of 3,9-alkylethynylperylene has a slightly
lower chemical shift than corresponding proton of 3,10-alkylethynylperylene.

S2. Molecular dynamics simulations
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Figure S2-1. Dynamics of the tilt angle for the set of compounds 12 (Co-C12) in the course of MD
simulations. The tilt angle values as a function of MD time (left) illustrate the lifetime of the major

states. Probability density functions for the tilt angle distributions are shown on the right. One



representative MD trajectory for each alkyl-derivative is shown starting from 100-ns simulation

time, when all compounds are embedded into bilayer.
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Figure S2-2. Dissimilar positioning of two major states of perylene derivatives in bilayer found
in MD simulations. COM density profiles of the membrane-embedded perylene group (right
axis) and lipids” double bond (DB; grey dotted line; right axis) of compounds in state 1 (A) and state
2 (B) relative to the bilayer center (Z = 0). The solid lines represent derivatives of compound 12,
and the dashed lines represent derivatives of compound 14. In state 1, all molecules are located at
a similar depth in the bilayer, whereas in state 2, the molecules without an alkyl group “float”

closer to the surface.
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Figure S2-3. Water accessibility of the perylene group in lipid bilayer in the course of MD. The
drastic difference between the number of frames with solvent-accessible perylene group in state

1 and state 2 common to all compounds.

S3. Antiviral activity towards VSV
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Figure S3-1. Cytotoxicity of the tested compounds towards HEK-293T cells at concentrations of 10 uM.
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Figure S3-2. Titer reduction of VSV for compounds 10a, 11a and 15a assesed in HEK-293T cells. Initial
concentrations were set at 50uM for compounds 10a and 11a, compound 15a started at 10 uM. For ECso
computationsinvolving compounds 10a and 15a, the top and bottom values were 1.45 x 10° and 1.8 x 108,
respectively.



S4. NMR spectra of compounds 9-15a-c.

H NMR spectrum of 9a
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13C NMR spectrum of 9a
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H NMR spectrum of 10a
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13C NMR spectrum of 10a
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H NMR spectrum of 11a
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13C NMR spectrum of 11a
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'H NMR spectrum of 12a
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13C NMR spectrum of 12a
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H NMR spectrum of 13a
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13C NMR spectrum of 13a
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'H NMR spectrum of 14a
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H NMR spectrum of 15a
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H NMR spectrum of 9b
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H NMR spectrum of 10b
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H NMR spectrum of 11b
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13C NMR spectrum of 11b
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H NMR spectrum of 12b
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H NMR spectrum of 14b
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H NMR spectrum of 15b
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13C NMR spectrum of 15b
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H NMR spectrum of 9¢
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13C NMR spectrum of 9¢
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H NMR spectrum of 10c
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13C NMR spectrum of 10c
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H NMR spectrum of 11c
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13C NMR spectrum of 11c¢

30000
28000

26000

- 24000

22000

20000

18000

16000

14000

12000

10000

8000

6000

4000
2000

43
OSWA TZ'6€
OSWa TE'6€
OSWA Z¥'6€
QSld 25°'6E

OSWa 29'6€
OSWa ££'6€
OSIWa €8'6€
8209
08°09
99°69

T T T T T T T T T T T T T T
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
f1 (ma)

T
220




17

H NMR spectrum of 12¢
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13C NMR spectrum of 12¢
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H NMR spectrum of 13¢
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13C NMR spectrum of 13¢
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'H NMR spectrum of 14¢
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13C NMR spectrum of 14¢
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HMBC and HSQC NMR spectra of 15¢
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