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Fig. S1. 'H NMR spectrum of compound 2.
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Fig. S2. 3C NMR and spectrum of compound 2.
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Fig. S3. 'H NMR spectrum of compound 3.
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Fig. S4. 3C NMR and spectrum of compound 3.



s
€5
feisn
95”
8g"
S9°
19
69°
69
0L
(A
18
68
16
€6
6

Ly
1
L
[
[
[

e

Lze
ev'e
Sv'e
ev'e
144
ov'e
gs'e
L5°€
85'€
65°€
09'¢
lo'e

81°¢
08°¢ 4
os'e 4
18]
z8¢ 1
vee |
o6 |
86'¢
6L
0z
zTy
€z
ze Y
e
eey
cey
6c
vy
0z's
\z's
169
9z'L N
ev'L
mv.L
PR
Sv'L
Sv'2
1v°1
v
621
6v'L
1572
152
25,
€572
86°L
00'8
6v'8
2181
6.8

S e

0——(CH3)s—Br

0,

Rz
Bez
oL

MVNO.N

Fove
Leo

Fo
Fooz

OH

Feov
Foz

HO

Foo'L

Fooz

ppm

Fig. S5. 'H NMR spectrum of compound 4.
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Fig. S6. 3C NMR and spectrum of compound 4.
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Fig. S7. 'H NMR spectrum of compound 5.

6Y'SZy
PE'8T
26'62~
_.h.ow\

7019~
9L°29

1069y
669~

J

Y= {CHyjSe—=Se=(CHy)s-0,
1

b1

)

LI

00°86—

19zl
0L 221
18'821—
Nm.cmr\\
ot LEL

hm,vm—k

|

135 130 125 120 115 110 105 100 85 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 10 5 O

T

f1 (ppm)

Fig. S8. 13C NMR spectrum of compound 5.
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Fig. S9. 77Se NMR spectrum of compound 5.
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Fig. S10. MALDI-TOF-MS mass spectrum of compound 5 + peptide (CAWSNAG).
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Fig. S11. LC-MS analysis of the probe-peptide derivative in the presence of varying concentrations

of GSH.
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Fig. S12. LC-MS analysis of the probe-peptide conjugate in the presence of reduced glutathione

(1.0 mM) after different times.
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Fig. S13. (A) Schematic diagram of the reaction routine for labelling E. coli with the probe 5. (B)
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Fluorescence confocal images of E. coli labelled with probe 5. Scale bar, 5 um.
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Fig. S14. Effects of varying concentrations of compound 5 on the growth of E. coli.
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Fig. S15. The effect of reducing sulfhydryl-containing compounds, GSH and DTT, on the

conjugation of probe-peptide via Se—S covalent chemistry.



