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Table S1. Antimicrobial and antiproliferative activities (MIC™ and I1Cso™" correspondingly) of fascaplysin (1) and its
derivatives in vitro.

MIC, pg/mL 1Cs0, uM
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n oM Ll L w =
Van 0.5 1.0 2.0 05 >32 320 05 1.0 1.0 2.0 - - - - -
Rif 0.018 0.25 - - - - - - - - 0.03 8.0 - - -
DOX - - - - - - - - - - - - 0.40+0.05 6.4+0.8 0.40+0.06
1 1.0 0.125 8.0 1.0 10 >8.0 1.0 0.5 0.0075 0.03 0.03 8.0 0.19+0.03 0.30+0.05 0.20+0.03
7 0.03 0.03 025 4.0 20 025 0.015 0.03 0.00375 0.03 025 8.0 0.10+£0.02 0.22+0.03 0.20+0.02
15 0125 20 160 8.0 80 160 05 05 0.0075 025 2.0 >16.0 1.2+0.2 4.0+0.5 0.60+0.08
16 0.125 0.125 0.25 8.0 16.0 0.13 0.125 0.06 0.03 0.03 1.0 >16.0 0.60+0.08 3.2+0.4 2.1+0.3
25a 0.06 0.03 025 8.0 8.0 0.125 0.03 0.03 0.03 0.03 05 >16.0 1.6+0.2 1.3+0.2 0.50+0.06
25b 0.06 0.06 0.125 0.5 05 0125 0.03 006 0,015 003 05 >16.0 1.1+0.2 1.5+0.2 0.60+0.07




25¢ 025 025 20 16 16 20 025 025 025 025 40 >16.0 0.60+0.06 0.8+0.1 0.30+0.04
25d 0.06 05 05 16 80 10 0125 006 0.015 006 8.0 =>16.0 2.2+03 2.3+03 1.4+0.2
25¢ 006 025 0125 05 05 025 006 0.06 0015 0.06 05 8.0 0.50+0.07 0.8+0.1 0.30+0.04
25f 025 10 025 025 025 025 05 025 003 006 160 >16.0 4.5+0.6 3.9+0.5  0.25+0.03
25¢ 05 0.125 >16.0 160 160 >16.0 10 05 006 025 80 >16.0 1.2+0.2 1.3+0.2 3.8+0.5
25h 40 025 >16.0 >16.0 >16.0 >16.0 80 2.0 0.25 05 40 >16.0 4.5+0.6 54+0.7 9.0+1.3

* Modal values of minimum inhibitory concentration (MIC).

** Mean 50% growth inhibitory concentration (ICso+ S.D.) of 3 independent experiments, MTT-test.



Table S2. Efficacy (EDso value, mg/kg) of 9-phenylfascaplysin (7), fascaplysin
(1) and vancomycin (Van) on a mouse model of staphylococcal sepsis.

Compound Dose, mg/kg Survival®, % EDso, mg/kg
0.10 20
0.25 40
0.50 50
Fascaplysin (1) 0.55
1.0 70
2.0 70
4.0 80
0.10 30
0.25 40
9-Phenylfascaplysin 0.50 50
7 0.48
(7) 1.0 70
2.0 80
4.0 90
2.5 30
35 40
4.5 50
Van 4.2
55 70
6.5 90
7.5 100

Control dose S.
aureus

“n=10 for each group.



Spectra Data
'H NMR spectra of 1-(2'-bromobenzoyl)-6-iodo-g-carboline (9)
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13C NMR spectra of 1-(2'-bromobenzoyl)-6-iodo-B-carboline (9)
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H NMR spectra of 1-(2°-chlorobenzoyl)-6-iodo-B-carboline (13)
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13C NMR spectra of 1-(2’-chlorobenzoyl)-6-iodo-g-carboline (13)
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'H NMR spectra of 1-(2'-bromobenzoyl)-6-phenyl-g-carboline (10)
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13C NMR spectra of 1-(2'-bromobenzoyl)-6-phenyl-p-carboline (10)
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1H NMR SDECtra Of g_phenylfascaplySIn (7) 16026(3646).001.001.1r.esp
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13C NMR spectra of 9-phenylfascaplysin (7)
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H NMR spectra of 5-bromo-1-(2-chlorobenzoyl)-B-carboline (20)
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13C NMR spectra of 5-bromo-1-(2-chlorobenzoyl)-g-carboline (20)
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H NMR spectra of c7-bromo-1-(2-chlorobenzoyl)-g-carboline (21)
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13C NMR spectra of 7-bromo-1-(2-chlorobenzoyl)-g-carboline (21)
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H NMR spectra of compound 14
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13 f d o 8
C NMR spectra of compound 14
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'H NMR spectra of compound 22
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13C NMR spectra of compound 23
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'H NMR spectra of compound 24a
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H NMR spectra of compound 24b
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13C NMR spectra of compound 24b
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!H NMR spectra of compound 24c

N
H
-
o
N TMS|
|
MOA(d) Hots) Mod4(m)
e w2, i s
37 e i
i] |f°i"- m\‘l
| vl @ |
.l' .‘"'l : |
il i |
o woor - 7 1.00 0.9 - 106 2.03 311 3.94 B
I_‘ II_||‘||"‘ TTTT TTTTT TTprrTT "|‘|||||||'||:|"‘ TTTT T TToT T T “‘I\“‘
e e e g3 g2 a4 8.0 78 77 76 75 74 73
oo P~ @ [5
MO8(br. s.) Lo~ « 25
; ©® T o T~
2 e Tgn e
= I~ ~
T H‘wP,
f 1
M 7__J] - Jﬂ ...... LU:L_{LLF__,_ - — M N _J‘ S —_—
0.85 1.001.000.951.062.033.113.94 2.95
I I l [ I (1 | [
‘\||||||\\|\|\||\\\Il\l||‘\||\|III\|II\I|II\I|\\\I‘\\I\‘I\\\‘II\I‘II\Il|\\||I\II‘|||I‘II\I‘II\I‘||\|||||||\|II‘IIII‘II\\‘II\\|
12 11 10 9 8 7 6 5 4 3 2 1 0



13C NMR spectra of compound 24c
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'H NMR spectra of compound 24d
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13C NMR spectra of compound 24e
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'H NMR spectra of compound 24f
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'H NMR spectra of compound 24h
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13C NMR spectra of compound 24h
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H NMR spectra of compound 15
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H NMR spectra of compound 16
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13C NMR spectra of compound 16
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'H NMR spectra of compound 25a
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H NMR spectra of compound 25b
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13C NMR spectra of compound 25b
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H NMR spectra of compound 25c
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13C NMR spectra of compound 25¢
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'H NMR spectra of compound 25d
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13C NMR spectra of compound 25d
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'H NMR spectra of compound 25e
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13C NMR spectra of compound 25e
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'H NMR spectra of compound 25f
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13C NMR spectra of compound 25f
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'H NMR spectra of compound 25g
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'H NMR spectra of compound 25h
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13C NMR spectra of compound 25h
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