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Mass spectrum for selected peptoids

The mass spectrum of ten randomly selected peptoids (Test 1 to Test 10) from the OBOC
library, four hit peptoids and two negative control peptoids from microarray screening are shown
below.

The structure of each peptoid was decoded using the 3200 QTRAP® System (AB Sciex,
Redwood City, CA, USA). The parent peak was identified using Q1 mode, and the sequence of
each peptoid was elucidated using Enhanced Product Ion (MS/MS) mode by comparing the
molecular weights of the amine building blocks and the differences between fragmental signals

shown in MS/MS.
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Nmea-Nmea-Nthf-Nall-Nbna-Ncpe

Exact Mass: 1186.6

~ @ +Q1:0.000 to 1.068 min from Sample 1 (A1-3) of A1-3.wiff (Turbo Spray)

153.1
3.8e6

3.6e6
3.4e6
3.2¢6
3.0e6
2.8e6
2.6e6
2.4e6
2.2e6+
2.0e64

397.3
1.86

Intensity, cps

1.6e6

1.4e6

1.2e6

1.0e6 4

539.4

[(M +2H)/2]* —— 5946

1077.7
845.5

o 7484 7939

Ji715 2

15 9

9.8
9315
ST

92.6
b A

R e o
\o/\/N\)LN/WN

[M +HJ*

1187.7

09.7

I,

Max. 3.9e6 cps.|

300

500

600

700 800 300

miz, Da

1000 1100

1200 1300

1400

1500

1600 1700

"W 4EPI (1187.70) CE (48): 51.000 to 64.000 Volts from Sample 2 (A1-3) of A1-3.wiff (Turbo Spray)

7.0e6

6.5e6

6.0e6

5.5e6

' 5.0e6

4.5e6

4.0e6

3.5e6

Intensity, cps

3.0e6

2.5e6

2.0e6

1.5e6

1.0e6

5.0e5
354.2.

377.3

l‘[; il

Nmpea
Zhaly

Nthf

8455

581.3

4922 Nmea 696.4
1

.2 664.3

565.2
(el 1 n W

8114

Nbna
9395
Ly

9925

Ncpe

Max. 7.2e6 cps.|

1187.2

00"
100

150 200 250 300

350 400

450

800

550 600 650 700 750
m/z, Da

500

850 600 950

1000 1050 1100 1150 1200

S4



Supporting Information

NH,

H (o] % o % o (o] (0]
N

\)LN/HJN\AN/}JN\ANWNQLNWH%NHZ

(o] o (o]

P Yl

(o] o

Test 3 NH,
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Test 4 NH,
Ntmb-Nffa-Nmea-Nffa-Nmea-Ncpa

Exact Mass: 1220.6
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Test 6 NH,

Nbna-Nmea-Nmba-Nffa-Nmba-Nthf

Exact Mass: 1238.7
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Test7 NH,

Nall-Nffa-Nall-Nmba-Nbna-Nffa
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Exact Mass: 1178.7
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Supporting Information

Peptoid control 1
Ncpe-Nmba-Nall-Ntmb-Nffa-Ncpa
Exact Mass: 1306.6

“E+Q1: 0.000 to 0.320 min from Sample 1 (A1-13) of A1-13.wiff (Turbo Spray)
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Supporting Information

Peptoid control 2 F F
Nmba-Ncpa-Nbna-Nthf-Ntmb-Ntmb
Exact Mass: 1380.7

B +Q1: 0,320 to 0.641 min from Sample 1 (A1-14) of A1-14.wiff (Turbo Spray)
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