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1. General information. 

The crude reaction mixture of each peptoid was analyzed by LC-ESI-MS, 

carried on an Agilent 1100 series binary pump together with a reversed-phase 

HPLC column (Macherey-Nagel) and a Finnigan Thermoquest LCQ. Peptoids 

were subsequently purified by reverse-phase HPLC on a Nucleodur C4 Gravity 

column (125 x 21 mm, Macherey-Nagel) with a linear gradient of A (0.1% 

HCOOH in H2O) and B (0.1% HCOOH in MeCN) from 20% of A to 40% of B 

and a flow rate of 25 mL min−1 and were detected at 210 nm using a diode array 

UV/VIS detector. The identities and purities of the purified peptoids were 

assessed by LC-ESI-MS. In order to assess the purity of purified peptoids, 

either UV detector at 210 nm or Corona® Charged Aerosol Detector coupled to 

the LC-ESI-MS were employed. Following purification, all peptoids were 

lyophilized and kept at −20 °C. 
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2. LC-MS characterization. 
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Calculated mass 
[M + H]+ 

Observed mass
[M + H+]+ 

1003.6 1003.5  
 

RT: 0,76 - 11,23
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Channel B   
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NL:
3,95E9
TIC  M S 
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BV_lk2r1 #265-276 RT: 6,75-7,00 AV: 12 NL: 1,08E9
T: + c ESI Full ms [150,00-2000,00]
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Calculated mass 

[M + H]+ 
Observed mass

[M + H+]+ 
1031.6 1031.6  

RT: 1,09 - 11,11
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NL:
4,18E5
Channel B   
UV BV_lk3r1

NL:
5,70E9
TIC  M S 
BV_lk3r1

BV_lk3r1 #267-279 RT: 6,77-7,04 AV: 13 NL: 1,66E9
T: + c ESI Full ms [150,00-2000,00]
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Calculated mass 
[M + H]+ 

Observed mass
[M + H+]+ 

957.5 957.3  

RT: 0,81 - 11,26
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NL:
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T: + c ESI Full ms [150,00-2000,00]
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Calculated mass 
[M + H]+ 

Observed mass
[M + H+]+ 

985.6 985.3  

RT: 0,87 - 11,20
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T: + c ESI Full ms [150,00-2000,00]
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Calculated mass 
[M + H]+ 

Observed mass
[M + H+]+ 

1013.6 1013.3  

RT: 0,78 - 11,20
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NL:
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T: + c ESI Full ms [150,00-2000,00]
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Calculated mass 
[M + H]+ 

Observed mass
[M + H+]+ 

975.5 975.4  

RT: 0,71 - 11,20
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T: + c ESI Full ms [150,00-2000,00]
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Calculated mass 
[M + H]+ 

Observed mass
[M + H+]+ 

1003.6 1003.4  

RT: 0,67 - 11,20
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T: + c ESI Full ms [150,00-2000,00]
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Calculated mass 
[M + H]+ 

Observed mass
[M + H+]+ 

1031.6 1031.5  

RT: 0,89 - 11,16
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5,66E9
TIC  M S 
BV_lk6pure

BV_lk6pure #264-273 RT: 6,62-6,82 AV: 10 NL: 1,86E9
T: + c ESI Full ms [150,00-2000,00]
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Calculated mass 
[M + H]+ 

Observed mass
[M + H+]+ 

957.5 957.1  

RT: 0,91 - 11,20
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T: + c ESI Full ms [150,00-2000,00]
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Calculated mass 
[M + H]+ 

Observed mass
[M + H+]+ 

985.6 985.1  

RT: 0,83 - 11,11
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T: + c ESI Full ms [150,00-2000,00]
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Calculated mass 
[M + H]+ 

Observed mass
[M + H+]+ 
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RT: 0,83 - 11,16
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8,48E8
TIC  M S 
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T: + c ESI Full ms [150,00-2000,00]
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Calculated mass 
[M + H]+ 

Observed mass
[M + H+]+ 

957.5 957.5  

RT: 0,84 - 11,14
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T: + p ESI Full ms [50,00-2000,00]
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Calculated mass 
[M + H]+ 

Observed mass
[M + H+]+ 

957.5 957.5  

RT: 0,77 - 11,23

1 2 3 4 5 6 7 8 9 10 11
Time (min)

0

20

40

60

80

100

R
el

at
iv

e 
A

bu
nd

an
ce

0

2000000

4000000

uA
U

6,56

1,76
4,31

1,41 2,15 3,230,82 2,80 10,28 11,04

6,54

8,438,26 8,637,026,28 9,057,555,795,575,191,29 4,88 9,334,431,91 4,163,802,44 2,97 9,76 10,05 10,50

NL:
5,61E6
Channel A   
UV 
bv_pepto id3p
ure

NL:
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T: + p ESI Full ms [50,00-2000,00]
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Calculated mass 
[M + H]+ 

Observed mass
[M + H+]+ 

957.5 957.4  

RT: 0,75 - 11,30
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NL:
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T: + p ESI Full ms [50,00-2000,00]
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Calculated mass 
[M + H]+ 

Observed mass
[M + H+]+ 

957.5 957.4  

RT: 0,78 - 11,16
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6,845,91 6,95 7,535,420,87 8,125,24 9,86 10,164,83 8,35 8,89 9,551,07 10,902,16 4,601,68 4,102,44 2,92 3,57

NL:
6,91
A/D Card 
Ch. 1  A/D 
card 
bv_ncac4pur

NL:
1,00E8
TIC  M S 
bv_ncac4pur

bv_ncac4pur #254-262 RT: 6,42-6,61 AV: 9 NL: 2,50E7
T: + c ESI Full ms [150,00-2000,00]
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979,43853,36280,13 800,38391,02 639,36 1641,90172,09 479,19 1508,781159,94 1747,26 1958,301323,63 1385,04 1836,09
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Calculated mass 
[M + H]+ 

Observed mass
[M + H+]+ 

911.4 911.4  

RT: 0,57 - 11,16
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9,79 10,069,62 10,39

5,79

6,04 6,85 7,21 9,589,225,42 9,995,24 7,57 8,18 8,38 10,170,86 10,604,884,381,12 2,552,37 3,33 4,053,021,59

NL:
1,50E1
A/D Card 
Ch. 1  A/D 
card 
bv_ncac52

NL:
2,23E8
TIC  M S 
bv_ncac52

bv_ncac52 #229-235 RT: 5,75-5,89 AV: 7 NL: 7,31E7
T: + c ESI Full ms [150,00-2000,00]
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933,36807,36
754,36593,28377,87 456,29157,94 279,20 1821,891022,43 1889,291450,831123,32 1542,621338,861214,19 1684,02
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Calculated mass 
[M + H]+ 

Observed mass
[M + H+]+ 

939.5 939.3  

RT: 0,92 - 11,30
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4,33 6,04 6,30 6,68 7,74 8,36 10,279,55 11,032,121,45 3,342,68

7,53

7,72
7,126,575,985,675,451,29 4,734,511,96 2,35 3,15 8,083,642,80 8,44 8,88 10,2710,069,19 10,48

NL:
2,88E6
Channel A   
UV 
BV_pepto idC
yinj1_peakB

NL:
4,49E8
TIC  M S 
BV_pepto idC
yinj1_peakB

BV_peptoidCyinj1_peakB #235-243 RT: 7,42-7,63 AV: 9 NL: 4,63E6
T: + p ESI Full ms [50,00-2000,00]
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736,47 961,60

575,40 835,27 983,53632,33471,47 1880,471676,931372,331069,20 1449,071254,93 1944,671746,87768,33258,73 390,93149,13 1583,80
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Calculated mass 
[M + H]+ 

Observed mass
[M + H+]+ 

939.5 939.1  

RT: 0,89 - 11,29
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11,12

7,887,83

8,07 8,207,136,826,415,955,625,340,92 5,06 9,958,83 9,789,144,63 10,314,271,60 10,943,541,98 2,36 2,86 3,14 3,97

NL:
8,18E1
A/D Card 
Ch. 1  A/D 
card 
bv_cyac2pur

NL:
5,60E8
TIC  M S 
bv_cyac2pur

bv_cyac2pur #305-316 RT: 7,72-7,97 AV: 12 NL: 6,99E7
T: + c ESI Full ms [150,00-2000,00]
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575,31 984,38835,24632,30 1877,051674,211119,19365,00279,22 471,24 1436,74203,91 1932,911241,84 1527,941367,27 1736,41
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Calculated mass 
[M + H]+ 

Observed mass
[M + H+]+ 

939.5 939.2  

 

RT: 0,62 - 11,35
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7,84

8,04 8,225,05 5,51 6,69 7,436,51 8,525,740,86 4,84 9,77 10,919,26 10,104,341,751,12 4,162,17 3,082,35 3,28

NL:
1,76E2
A/D Card 
Ch. 1  A/D 
card 
bv_cyac3pur

NL:
9,20E8
TIC  M S 
bv_cyac3pur

bv_cyac3pur #303-316 RT: 7,66-7,95 AV: 14 NL: 2,19E8
T: + c ESI Full ms [150,00-2000,00]
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621,35 984,20835,33 1877,961674,35470,36203,95 391,12 1427,91 1944,76280,07 1119,12 1326,91 1550,85 1728,641261,99
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N N N N

NH

OOOO
Ph Ph
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Ph

N
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HOOC

NH2

O

O

(21)  

Calculated mass 
[M + H]+ 

Observed mass
[M + H+]+ 

939.5 939.2  

RT: 0,66 - 11,31
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7,99

8,18 8,387,596,825,98 6,495,520,86 5,32 8,96 9,22 9,78 10,034,811,65 1,85 4,63 10,661,19 2,58 2,85 3,813,40 10,99

NL:
1,39E2
A/D Card 
Ch. 1  A/D 
card 
bv_cyac4pur

NL:
9,15E8
TIC  M S 
bv_cyac4pur

bv_cyac4pur #308-316 RT: 7,76-7,94 AV: 9 NL: 2,45E8
T: + c ESI Full ms [150,00-2000,00]
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621,34 961,44782,39

835,25
731,28517,32 1877,01470,31 983,77280,13215,00 1566,68 1789,181719,951066,63 1436,56 1975,511163,30 1284,14

 

 



 S24

 

Calculated mass 
[M + H]+ 

Observed mass
[M + H+]+ 

893.4 893.1  

RT: 0,73 - 11,27
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7,15 7,207,10

7,06

7,636,865,94 6,455,610,87 5,45 8,15 8,705,00 8,93 9,72 10,234,721,63 1,95 2,281,37 4,393,192,78 10,833,56 3,81

NL:
1,22E2
A/D Card 
Ch. 1  A/D 
card 
bv_cyac5pur

NL:
5,69E8
TIC  M S 
bv_cyac5pur

bv_cyac5pur #279-289 RT: 7,04-7,26 AV: 11 NL: 1,39E8
T: + c ESI Full ms [150,00-2000,00]
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915,40575,31 736,36

789,24
1785,82946,18685,22460,32 1259,45 1628,94356,22280,22 1143,38 1840,681467,581358,95172,85 1951,18

 


