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Supplementary table & figure

Table S1 LpxC (UDP-3-O-acyl-N-acetylglucosamine deacetylase) coding

sequence.
Bacteria LpxC source

Escherichia coli ARTFGFMRDIEYLOSRGLCLG:SFDCAIVVDDYRVLN
E Pseudomonas aeruginosa ARTFGFMRDIEYLSQNLALGC-SVENAIVVDENRVLN
g Klebsiella pneumoniae ARTFGFMRDIEYLOSRGLCLG:SFDCAIVVDDYRVLN
]
2 Proteus vulgaris ARTFGFMRDIEYLOSKGLCLG(SFDCAIVVDDYRVLN
[
2
% Bacteroides vulgatus ARTFVFVREIEPL! GAGLIKG(.DLDNAIVIYEKEMSQ
2
[S=

LpxC from Bacteroides vulgatus has 36% amino acid sequence identity to E. coli LpxC.

The amino acids located in the inhibitor-binding site are responsible for affinity. By

aligning the sequences of four CHIR-090-sensitive and one insensitive LpxCs, we

found out one residue in Insert II hydrophobic passage is different between these two

categories. Conserved hydrophobic residues are colored in red. The amino acids of

key residues in the Insert I hydrophobic passage that would influence the affinity of

CHIR-090 to LpxC are colored in orange (cf. [12]).

Table S2 taxonomic information of 102 species of bacteria.

( see addition file “Table S2 taxonomic information of 102 species of

bacteria.xIsx”)
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Fig. S1 a Percentages of colony-forming units (CFU) of bacteria of sample F1
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cultured in with different concentrations of CHIR-090 under general condition
(including anaerobic and aerobic concondition). In the DMSO and blank bottles
(controls), E. coli and Enterococcus faecium occupied the largest percentages and
only 6 and 5 species, respectively, of 19 species were isolated. In CHIR-090 bottles, E.
coli was suppressed and the number of species increased to 12 in bottles with 80 and

400 pg/mL CHIR-090, and the species shared similar percentages. In bottles with 800



pug/mL CHIR-090, the diversity of species was reduced to 6 of 19 species and
Enterococcus faecalis prevailed, although E. coli was not found. b Percentages of
Colony-Forming Units (CFU) of bacteria after co-cultivating suspension of F1 with
different concentration of CHIR-090 in anaerobic condition. ¢ in aerobic condition.
E.coli was totally suppressed in DMSO and BLANK bottles. CHIR-090 bottles of
80ug/mL and 400pg/mL showed the largest diversity of bacteria species while the

diversity of 800pg/mL bottle are less.
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Fig. S2 a Distribution of all the anaerobic bacteria in 6 points in time. b Distribution
of all the aerobic bacteria in 6 points in time.The blue color represents Blank group,
the yellow represents CHIR-090 group, and the green represent existence in both

bottles (COMMON group).
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Fig. S3a The ditrubution of F2 bacteria at 6 points in time in the general condition. b
In anaerobic condition. ¢ In aerobic condition. d The percentage of bacteria existed
both/ respectively in BLANK, CHIR090 group in general, anaerobic and aerobic
condition. e The ditrubution of F3 bacteria at 6 points in time in the general condition.
f In anaerobic condition. g In aerobic condition. h The percentage of bacteria existed
both/ respectively in BLANK, CHIR090 group in general, anaerobic and aerobic
condition. i The ditrubution of F4 bacteria at 6 points in time in the general condition.
j In anaerobic condition. k In aerobic condition. 1 The percentage of bacteria existed
both/ respectively in BLANK, CHIR090 group in general, anaerobic and aerobic
condition. m The ditrubution of F5 bacteria at 6 points in time in the general
condition. n In anaerobic condition. o In aerobic condition. p The percentage of
bacteria existed both/ respectively in BLANK, CHIR090 group in general, anaerobic
and aerobic condition. q The ditrubution of F6 bacteria at 6 points in time in the

general condition. r In anaerobic condition. s In aerobic condition. t The percentage



of bacteria existed both/ respectively in BLANK, CHIR090 group in general,
anaerobic and aerobic condition. The blue color represents Blank group, the yellow

represents CHIR-090 group, and the green represent existence in both bottles

(COMMON group).



