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N° Sequence® Mol. formula  Purity Calculated m/2z m/3z or m/,
% mass measured measured
Ap391 Pyr-R-P-R-L-S-H-K-G-P-M-P-F CGQH108N220168 100 1532.8035 767.6 512.0
1 R-P-R-L-S-AllylGly-K-G-P-AllylGly-F CssHgoN18013 100 1223.4490 613.2 409.5
2 R-P-R-L-S-AllylGly-K-G-P-AllylGly-Tyr(OBn) CesHosN1gO14  95.0  1329.5730 666.4 4449
3 R-P-R-L-S-AllylGly-K-G-P-AllylGly-A CsoHgsN15013 100 1147.3510 575.2 384.0
4 R-P-R-L-S-AllylGly-K-G-P-AllylGly C47Hg1N17042 100 1076.2720 539.7 360.3
5 R-P-R-L-S-AllylGly-K-G-Tyr(OBn)-P-AllylGly CosHoeN1gO14  99.6  1329.5730 665.8 4442
6 R-P-R-L-S-AllylGly-K-Tyr(OBn)-G-P-AllylGly Cs3HgsN1g014 100 1329.5730 665.7 4442
7 R-P-R-L-S-AllylGly-K-G-P-AllylGly-P-Tyr(OBn) CsgH103N19015 100 1426.6900 7141 476.5
8 R-P-R-L-S-AllylGly-K-G-P-AllylGly-BAla-Tyr(OBn) Cs6H101N19015 100 1400.6520 7011 467.8
9 R-P-R-L-S-AllylGly-K-G-P-AllylGly-yAbu-Tyr(OBn) Cs7H103N19015 100 1414.6790 708.8 4731
10  R-P-R-L-S-AllylGly-K-G-P-AllylGly-A-Tyr(OBn) Cs6H101N19015 100 1400.6520 701.2 467.8
11 _IF_%-P-(I):%éL-S-AIIyIGIy-[8-aminocaprylic]-AIIyIGIy-P- Ce3HosN16013 99.3 1285.5600 643.8 459.6
12 R)-/Ig-R-Ir_1-)S-AIIyIGIy-BAIa-BAIa-AIIyIGIy-Tyr(OBn) CsHgaN16013 97.5 1189.3870 596.2 460.0
13 R-P-R-L-S-AllylGly-BAla-BAla-AllylGly-P-Tyr(OBn) Cs1Hg1N17014 100 1286.5040 644.7 430.3
14 R-P-R-L-S-AllylGly-Nle-G-P-AllylGly-Tyr(OBn) CgsHgsN17O044  99.5  1314.5580 658.7 439.7
15  K-P-K-L-S-AllylGly-K-G-P-AllylGly-Tyr(OBn) Cs3HgsN14014 100 1273.5450 638.1 4259
16  Orn-P-Orn-L-S-AllylGly-K-G-P-AllylGly-Tyr(OBn) Ce1Ho2N14014 99.5 1245.4910 623.7 1245.7 (m/z)
17  R-L-S-AllylGly-K-G-P-AllylGly-Tyr(OBn) Cs2H77N 13012 100 1076.2670 539.2 1076.8 (m/z)
18  AllylGly-K-G-P-AllylGly-Tyr(OBn) Cs7H49N,Og 100 719.8400 361.0 720.6 (m/z)
19  Pyr-R-P-R-L-S-AllylGly-K-G-P-AllylGly-Tyr(OBn) CsgH101N19016 100 1440.6730 721.8 481.8
20  Ac-R-P-R-L-S-AllylGly-K-G-P-AllylGly-Tyr(OBn) CosHogN1g015 98.3 1371.6100 687.2 458.7
21 Des-amino-R-P-R-L-S-AllylGly-K-G-P-AllylGly-Tyr(OBn) CezHosN17014 95.7 1314.5580 658.6 439.8

@ AllylGly residues in bold are cyclized via the olefin metathesis reaction, also called Ring Closing Metathesis (RCM) reaction.

b Sometimes, the m/z signal of the macrocyclic analogues was not observed, consistently with the presence of several positively
charged residues.
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1: R-P-R-L-S-AllylGly-K-G-P-AllylGly-F
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2: R-P-R-L-S-AllylGly-K-G-P-AllylGly-Tyr(OBn)
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3: R-P-R-L-S-AllylGly-K-G-P-AllylGly-A
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4: R-P-R-L-S-AllylGly-K-G-P-AllylGly
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5: R-P-R-L-S-AllylGly-K-G-Tyr(OBn)-P-AllylGly
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6: R-P-R-L-S-AllylGly-K-Tyr(OBn)-G-P-AllylGly
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7: R-P-R-L-S-AllylGly-K-G-P-AllylGly-P-Tyr(OBn)



DADT A, Sig-223,16 Ref-260,100 (ALEX.25012013000004.0)
maU ] 2 &
] &
300+ o
] W
250 ]
200
150
100 ‘
50 |
: i T
4 b T
04 M | I\'_ I \_/‘/
] — I . S —
50
L e e e e e e L e e B e e N . B s B s By B s s s By B
1] 25 5 75 10 125 15 175 20 205 mi
Sorted By
Multiplier
Dilution : 1.0000
Use Multiplier & Dilution Factor with ISTDs
S5ignal 1: DAD1 A, Sig-223,16 Ref-360,100
Peak FetTime Type Width Ares Height Ares
[mim] [mAU*s]
ANMO2-36-49 580 (5.848) 1: Scan ES+
100~ 7141 3.51a7
| 4765
5000 TOT.0
471.8
e 369.1
1426.8
7403 1426
1428 4
727 9269953.3 5311101 12535 13901 18449 1943 4
I ol | o 288 g0z 17izs | Sismas MRS
T 1 T T T U T T T 1 U T T T 1 T 1 T T T 1 T 1 T
200 300 400 500 600 700 300 S00 1000 1100 1200 1300 1400 1500 1800 1700 1800 1500

8: R-P-R-L-S-AllylGly-K-G-P-AllylGly-BAla-Tyr(OBn)
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9: R-P-R-L-S-AllylGly-K-G-P-AllylGly-yAbu-Tyr(OBn)
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10: R-P-R-L-S-AllylGly-K-G-P-AllylGly-A-Tyr(OBn)
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11: R-P-R-L-S-AllylGly-[8-aminocaprylic]-AllylGly-P-Tyr(OBn)
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12: R-P-R-L-S-AllylGly-BAla-BAla-AllylGly-Tyr(OBn)



DAD1 A, S1g=-223,16 Ael=350,100 (ALEXT5042013000003.0)
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13: R-P-R-L-S-AllylGly-BAla-BAla-AllylGly-P-Tyr(OBn)
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14: R-P-R-L-S-AllylGly-Nle-G-P-AllylGly-Tyr(OBn)
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15: K-P-K-L-S-AllylGly-K-G-P-AllylGly-Tyr(OBn)



AMO2-145-28 2: Diode Array
0.86 Range: 4721e+1
4.08+1 aac«zgrga} ~ . Heioht]
ime Height Area  Aroal%t
35641 | 0.86 38320705 §309201.00 100.00
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AM02-145-28 1: Scan ES+
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AM02-145-28 189 (0.850) 1: Scan ES+
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16: Orn-P-Orn-L-S-AllylGly-K-G-P-AllylGly-Tyr(OBn)



DADT A, Sig=223,16 Ref=360,100 -',RLE."C-.ISU-tEC-ISOOéIm 1.0)
F :
] F &
350 oF
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1] 25 5 ri- 10 125 15 17.5 20 225  min
Sorted By
Multiplier
Dilution
Use Multiplier & Dilution Factor with ISTDs
Signal 1: DAD1 A, S5ig-223,1& Ref-3&0,100
Peak FetTime Type Width Area Height Area
# [min] [min] [mAU*=] [mAU] %
| | ——= ] |- | —————— | === |
1 11.104 MM 0.1044 41.9235%9 6.6%458 1.4411
2 11.364 MM 0.1208 2867.28271 395.73755 98.5589
AMO2-49-52 260 (2.622) 1: Scan ES+
100 6237 05e8
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8604 go2ps 1010.3 1208.7
7 - y £1259.4 1448.2 1100 8D 1869-0}9”'21%34
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17: R-L-S-AllylGly-K-G-P-AllylGly-Tyr(OBn)



DADT A, Sig-223,16 Ref-360,100 TALEX 15062013000002.0)

mAL | $ e
: ‘-‘,@B'
200
150
1004 ‘
50 |
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] | R
i | I| ‘\‘\-\_
U——1'_,—_.____ I. \ -
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T T T T T 7T T T T T T T T T T [ T T T T T T T T T T T T T T T T T T T
0 25 5 75 10 125 15 175 20 225 min

Sorted By : Signal
Multiplier : 1.0000
Dilution : 1.0000

Use Multiplier & Dilution Factor with ISTDs

Signal 1: DAD1 A, S5ig=223,16 Fef=-360,100

Peak RetTime Type Width Area Height Area
£ [min] [min]  [mAU+*=] [mATT] 1
S P R P — P [E— P [
1 T.943 MM 0.2547 37%5.40942 248.3%7¢0 100.0000
AMO2-60-85 273 (2.753) 1: Scan ES+
100 539.2 16968
'}_‘L
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i 4035
il 381.0 5037 1076.8
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3574 431.0 Lo7.0
.1.f11 12006 13622139631 16151 1720.8 1906, 1935.?‘97;;

200 300 400 I 500 600 700 800 900 1000 1100 1200 1300 1400 1500 1600 1700 1800 1300

18: AllylGly-K-G-P-AllylGly-Tyr(OBn)



DAD1 A, Sig=223,16 Ref=360,100 (ALEX\18052013000002.D)
- @
mAU ] . .—bbf-b
oF
J Fé&
800 ‘|
600 | |
400 |
200 |
] |
] |
4 | —
o+ ] _I&_ — \,f‘7 T ——
——— 7T T T —T 7T
1] 25 5 7.5 10 125 15 17.5 20 22.5  mir
Area Percent Report
Sorted By Signal
Multiplier 1.0000
Dilution : 1.0000
Use Multiplier & Dilution Factor with ISTDs
Signal 1: DAD1 A, Sig=223,16 Ref=360, 100
Peak RetTime Type Width Erea Height Area
# [min] [min] [mAU*s] [mAU] %
el B |==——=1-- | | -———=1- |
1 6.639 MM 0.3276 1.92263e4 977.99957 100.0000
AMOZ-61-18 266 (2.682) 1: Scan ES+
100+ 720.6 8.11a7
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228.2 g7oz
}\_IL
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200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500 1600 1700 1800 1500

19: Pyr-R-P-R-L-S-AllylGly-K-G-P-AllylGly-Tyr(OBn)




DAD1 A, Sig=223,16 Ref=360,100 (ALEX\20042013000003.0)
mAU S ’ﬁfb
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1200 4 Ys'b
1000 H H
800 H
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400 ‘
200-| I
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T T T T T T T T N
0 25 7.5 10 125 15 17.5 20 225  mir
Area Percent Report
Sorted By S
1.
Dilution : 1.
Use Multiplier & Dilution Factor with ISTDs
Signal 1: DAD1 A, Sig=223,16 Ref=360,100
Peak RetTime T Rrea Height
# min] [mRU*s] [mAU]
| —1 |
1 1342.45593 100.0000
AMDZ2-05-36 346 (1.038)
100, 431.8
T21.8
a01.8 4T84
14418
14280 | 14542
T f T T
1400 s00 uLh]

20: Ac-R-P-R-L-S-AllylGly-K-G-P-AllylGly-Tyr(OBn)



AMO2-104a 2: Diode Array
1.00 Range: 3.75%+1
E WSSDQIEﬂl Areal
25e+13 | Time Height Area Aread:
E I l\ 106 1669571 19411 66 1.16
I \ 108 230917914 165091813 9835
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AMO2-104a 1: Scan ES+
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AMO02-104a 366 (1.098) Cm (357:417) 1: Scan ES+
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21: Des-amino-R-P-R-L-S-AllylGly-K-G-P-AllylGly-Tyr(OBn)
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2: Diode Array
Range: 2.45Te+1
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