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Supplementary Tables

Table S1 Mass spectrometric data of different variants of tridecaptin M

Peptide Molecular Observed Calculated Error (ppm)
variant formula [M+H]" | molecular weight monoisotopic
[M+H]" mass [M+H]"

M; (or M) CesH114N17020 1488.8246 1488.8426 18.0
M, CesH110N17020 1460.8090 1460.8113 2.0
M3 ND 1482.6736 ND ND
M, ND 1460.6866 ND ND
Ms Co5H111N16020 1435.8076 1435.8160 8.0
Me Cs7H112N17020 1474.7987 1474.8269 28.0
My Cs7H112N17020 1474.8167 1474.8269 10.0
Mg CesH113N16020 1449.7800 1449.8317 51.0
Mg ND 1607.7673 ND ND
Mjg ND 1563.8605 ND ND
M1 ND 1569.8368 ND ND

Table S2 Synergistic activity of My; with efflux pump inhibitor, CCCP

Strains Intrinsic Activity;  MIC (ug/ml) of Tri-My; FICI
MIC (ug/ml) in the presence of CCCP
Tri-My;  CCCP 1/4"MIC  1/8"MIC  1/4"MIC  1/8™ MIC
Acinetobacter baumannii 4 64 1 2 0.5 0.625
ATCC 19606
Klebsiella pneumoniae 4 32 2 2 0.75 0.625
GMCH 13
Klebsiella pneumoniae 2 64 2 2 - -

GMCH 15
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Figure S1 HPLC chromatogram of purified My (The originally described major product of
tridecaptin M). The peaks at 5 min in this chromatogram or other HPLC profiles belong to
solvent.
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Figure S2 HPLC chromatogram of purified M,
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Figure S3 HPLC chromatogram of purified M3
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Figure S4 HPLC chromatogram of purified My
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Figure S8 HPLC chromatogram of purified Mg
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Figure S9 HPLC chromatogram of purified Mg
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Figure S10 HPLC chromatogram of purified M;;
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Figure S11 Tandem MS spectroscopic data of tridecaptin M (or My). This data is already
published by our group in original research paper on tridecaptin M*. The MS/MS data of rest of
the variants was analyzed relative to this spectrum.
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Figure S12 Mass spectroscopic data of M,. Top, MS data; bottom, MS/MS spectrum
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Figure S13 Mass spectroscopic data of M3
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Figure S15 Mass spectroscopic data of Ms. Top, MS data; bottom, MS/MS spectrum
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Figure S16 Mass spectroscopic data of Mg. Top, MS data; bottom, MS/MS spectrum
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Figure S17 Mass spectroscopic data of M;. Top, MS data; bottom, MS/MS spectrum
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Figure S18 Mass spectroscopic data of Mg. Top, MS data; bottom, MS/MS spectrum
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Figure S19 Mass spectroscopic data of Mg
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Figure S20 Mass spectroscopic data of My
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Figure S21 Mass spectroscopic data of My;. Top, MS data; bottom, MS/MS spectrum



2000

0
c
S5
> 1500
S -~ CCCP (16 mg/L)
2 - CCCP (16 mg/L)+Glucose (50 mM)
o 10004 —A— Control
% —¥ Control+Glucose (50mM)
? 5004
o
I
O
T

0 ) ) ]

0 100 200 300

Time (s)

Figure S22 Nile red efflux inhibition assay in A. baumannii ATCC 19606 to determine the
presence of efflux pumps. A. baumannii was incubated with Nile red dye in the presence or
absence of efflux pump inhibitor, CCCP, and the fluorescence of the intracellular dye was
measured. Treated cells showed inhibition of efflux which indicates the presence of efflux
pumps in the bacteria. Glucose re-energizes the efflux pumps and thereby reducing the
activity of CCCP.
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