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'H NMR and *C NMR spectra of synthesised compounds

Acquisition parameters for 'H NMR and *C NMR spectra

"H NMR:

Standard Bruker pulse program “zg” was used and the delay (D1) was set to 5 s.

) Experiment

PULPROG pis) E | Current pulse program
AQ_mod Dab Acquisition mode

TD 32768 Size of fid

DS 0 Number of dummy scans

NS 8 Number of scans

TDO 1 Loop count for 'td0"

) Width

SW [ppm] 15.9778 Spectral width

SWH [Hz] 6393.862 Spectral width

AQ [sec] 25624576 Acquisition time

FIDRES [Hz] 0390250 Fid resolution

FW [Hz] 4032000.000 Filter width

(A) Mucleus 1

NUCH 1H Edit... Observe nucleus

01 [Hz] 2601.10 Transmitter frequency offset
O1P [ppm] 6.500 Transmitter frequency offset
SFO1 [MHz] 4001726011 Transmitter frequency

BF1 [MHz] 400.1700000 Basic transmitter frequency

BC{'H} NMR:
Standard Bruker pulse program “zgpg30” was used and the delay (D1) was set to 1 s.

) Experiment

PULPROG
AQ_mod
TD

Ds

NS

TDO

) Width

SW [ppm]
SWH [Hz]
AQ [sec]
FIDRES [Hz]
FW [Hz]

() Nucleus 1

NUCH
01 [Ha]
O1F [ppm]
SFO1 [MHzZ]
BF1 [MHz]

() Nucleus 2

NUC2
02 [Ha)
O2F [ppm]
SFO2 [MHz]
BF2 [MHz]

2gpg30
DaD
65536

256

238.8728
24038 461
1.3631488
0.733596
4032000.000

13C Edit._.

10061.66
99.994
100.6328882
100.6228265

1H Edit._.

1600.68
4.000
4001716007
4001700000

E | Current pulse program

Acquisition mode
Size of fid
Number of dummy scans
Number of scans
Loop count for 'td0"

Spectral width
Spectral width
Acquisition time
Fid resolution
Filter width

Observe nucleus

Transmitter frequency offset
Transmitter frequency offset

Transmitter frequency

Basic transmitter frequency

2nd nucleus

Freguency offset of 2nd nucleus
Frequency offset of 2nd nucleus
Frequency of 2nd nucleus

Basic frequency of 2nd nucleus



2-(((3R,5R,8R,95,108,13R,14S5,17R)-17-((R)-5-(((S)-3-(1 H-Indol-3-yl)-1-methoxy- 1 -oxopropan-2-
yl)amino)-5-oxopentan-2-yl)-10,13-dimethylhexadecahydro-1H-cyclopenta[a]phenanthren-3-yl)oxy)-
2-oxoethan-1-aminium (16a)

"H NMR (400 MHz, DMSO-db):
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4-(((3R,5R,8R,95,108,13R,14S5,17R)-17-((R)-5-(((S)-3-(1 H-Indol-3-yl)-1-methoxy- 1 -oxopropan-2-
yl)amino)-5-oxopentan-2-yl)-10,13-dimethylhexadecahydro-1H-cyclopenta[a]phenanthren-3-yl)oxy)-

4-oxobutan-1-aminium (16b)
'H NMR (400 MHz, DMSO-de):
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(8)-5-(((3R,5R,8R,95,108,13R,14S,17R)-17-((R)-5-(((S)-3-(1 H-Indol-3-yl)-1-methoxy-1-oxopropan-2-
yl)amino)-5-oxopentan-2-yl)-10,13-dimethylhexadecahydro-1H-cyclopenta[a]phenanthren-3-yl)oxy)-

5-oxopentane-1,4-diaminium (16¢)

'H NMR (400 MHz, DMSO-ds):
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(8)-6-(((3R,5R,8R,95,108,13R,14S,17R)-17-((R)-5-(((S)-3-(1 H-Indol-3-yl)-1-methoxy-1-oxopropan-2-
yl)amino)-5-oxopentan-2-yl)-10,13-dimethylhexadecahydro-1H-cyclopenta[a]phenanthren-3-yl)oxy)-
6-oxohexane-1,5-diaminium (16d)

'H NMR (400 MHz, DMSO-de):
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2,2'-(((3R,58,7R,8R,95,108,13R,14S,17R)-17-((R)-5-(((S)-3-(1H-Indol-3-yl)-1-methoxy-1-oxopropan-
2-yl)amino)-5-oxopentan-2-yl)-10,13-dimethylhexadecahydro-1H-cyclopenta[a]phenanthrene-3,7-
diyl)bis(oxy))bis(2-oxoethan-1-aminium) (17a)
"H NMR (400 MHz, DMSO-db):
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4,4-(((3R,5S,7R,8R,95,108,13R,14S,17R)-17-((R)-5-(((S)-3-(1H-Indol-3-yl)-1-methoxy-1-oxopropan-
2-yl)amino)-5-oxopentan-2-yl)-10,13-dimethylhexadecahydro-1H-cyclopenta[a]phenanthrene-3,7-
diyl)bis(oxy))bis(4-oxobutan-1-aminium) (17b)

'H NMR (400 MHz, DMSO-de):
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13C NMR (100 MHz, DMSO-ds):
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(4S5,4'S)-5,5'-(((3R,5S,7R,8R,9S5,10S5,13R,14S,17R)-17-((R)-5-(((S)-3-(1 H-Indol-3-yl)-1-methoxy-1-

oxopropan-2-yl)amino)-5-oxopentan-2-yl)-10,13-dimethylhexadecahydro-1H-
cyclopenta[a]phenanthrene-3,7-diyl)bis(oxy))bis(5-oxopentane-1,4-diaminium) (17¢)

'H NMR (400 MHz, DMSO-ds):
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13C NMR (100 MHz, DMSO-ds):
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(58,5'S)-6,6'-(((3R,5S,7R,8R,95,108,13R,14S,17R)-17-((R)-5-(((S)-3-(1 H-Indol-3-y1)-1-methoxy-1-
oxopropan-2-yl)amino)-5-oxopentan-2-yl)-10,13-dimethylhexadecahydro-1H-
cyclopenta[a]phenanthrene-3,7-diyl)bis(oxy))bis(6-oxohexane-1,5-diaminium) (17d)

"H NMR (600 MHz, DMSO-db):
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3C NMR (150 MHz, DMSO-db):
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2,2'-(((3R,5R,8R,95,108,128,13R,14S,17R)-17-((R)-5-(((S)-3-(1 H-Indol-3-yl)-1-methoxy-1-oxopropan-
2-yl)amino)-5-oxopentan-2-yl)-10,13-dimethylhexadecahydro-1H-cyclopentala]phenanthrene-3,12-
diyl)bis(oxy))bis(2-oxoethan-1-aminium) (18a)

"H NMR (300 MHz, DMSO-db):
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13C NMR (75 MHz, DMSO-de):
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2,2'-(((3R,5S,7R,8R,9S5,108,128,13R,14S,17R)-17-((R)-5-(((S)-3-(1 H-Indol-3-yl)-1-methoxy-1-
oxopropan-2-yl)amino)-5-oxopentan-2-yl)-3-(2-aminoacetoxy)-10,13-dimethylhexadecahydro-1H-
cyclopenta[a]phenanthrene-7,12-diyl)bis(oxy))bis(2-oxoethan-1-aminium) (19a)

'H NMR (400 MHz, DMSO-de):
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4,4'4"-(((3R,5S,7R,8R,9S,108,125,13R,14S,17R)-17-((R)-5-(((S)-3-(1 H-Indol-3-yl)-1-methoxy-1-
oxopropan-2-yl)amino)-5-oxopentan-2-yl)-10,13-dimethylhexadecahydro-1H-
cyclopenta[a]phenanthrene-3,7,12-triyl)tris(oxy))tris(4-oxobutan-1-aminium) (19b)

'H NMR (400 MHz, DMSO-ds):
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13C NMR (100 MHz, DMSO-ds):
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(45,4'S,4"S)-5,5",5"-(((3R,5S,7R,8R,98,108,125,13R,14S,17R)-17-((R)-5-(((S)-3-(1 H-Indol-3-yl)-1-
methoxy-1-oxopropan-2-yl)amino)-5-oxopentan-2-yl)-10,13-dimethylhexadecahydro-1H-
cyclopentaa]phenanthrene-3,7,12-triyl)tris(oxy))tris(5-oxopentane-1,4-diaminium) (19¢)

"H NMR (600 MHz, DMSO-db):

CA-08K1fid
Ci-Trohe=COrn

cos
e
2222ECE3EET

HeEeorprEEvIcEEc s R I3BREENCRR
_____________________ Scmascoas

EFABEEAE
SR
Pl iy 1 )

s w

[ oy
[ 1ol [

|
|
I'l——ﬂ-—__
ft T s ALY [ I A
§ % EEd 2% gesf @ =3 HE
ll-l 1|3 1|2 1|1 1I0 é !I?. I:' é g -II 3I i 1 tll _Il
3C NMR (150 MHz, DMSO-dp):
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(58,5'S,5"S)-6,6',6"-(((3R,5S,7R,8R,95,108,125,13R,14S,17R)-17-((R)-5-(((S)-3-(1 H-Indol-3-yl)-1-
methoxy-1-oxopropan-2-yl)amino)-5-oxopentan-2-yl)-10,13-dimethylhexadecahydro-1H-
cyclopentaa]phenanthrene-3,7,12-triyl)tris(oxy))tris(6-oxohexane-1,5-diaminium) (19d)

'H NMR (600 MHz, DMSO-ds):
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13C NMR (150 MHz, DMSO-ds):
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(45,4'S)-5,5'-(((3R,5S,7R,8R,95,108,13R,14S5,17R)-17-((R)-5-(((S)-1-Methoxy-1-ox0-3-phenylpropan-
2-yl)amino)-5-oxopentan-2-yl)-10,13-dimethylhexadecahydro-1H-cyclopenta[a]phenanthrene-3,7-
diyl)bis(oxy))bis(5-oxopentane-1,4-diaminium) (20)

'H NMR (400 MHz, DMSO-de):
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(45,4'S)-5,5'-(((3R,5S,7R,8R,95,10S5,13R,14S,17R)-17-((R)-5-(Benzylamino)-5-oxopentan-2-y1)-10,13-
dimethylhexadecahydro-1H-cyclopenta[a]phenanthrene-3,7-diyl)bis(oxy))bis(5-oxopentane-1,4-

diaminium) (21)
"H NMR (400 MHz, DMSO-db):
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((4-(((3R,5R,8R.95,108,13R,14S,17R)-17-((R)-5-(((S)-3-(1 H-Indol-3-yl)-1-methoxy-1-oxopropan-2-
yl)amino)-5-oxopentan-2-yl)-10,13-dimethylhexadecahydro-1H-cyclopenta[a]phenanthren-3-yl)oxy)-
4-oxobutyl)amino)(amino)methaniminium (23)

'H NMR (400 MHz, DMSO-ds):
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13C NMR (75 MHz, DMSO-de):
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Methyl ((R)-4-((3R,5R,8R,9S,10S,13R,14S,17R)-3-((L-lysylglycyl)oxy)-10,13-

dimethylhexadecahydro-1H-cyclopenta[a]phenanthren-17-yl)pentanoyl)-L-tryptophanate (25)
'H NMR (400 MHz, DMSO-de):
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13C NMR (75 MHz, DMSO-de):
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L1 1"-(((((3R,5S,7R,8R,9S,108,125,13R,14S,17R)-17-((R)-5-(((S)-3-(1 H-Indol-3-yl)-1-methoxy-1 -
oxopropan-2-yl)amino)-5-oxopentan-2-yl)-10,13-dimethylhexadecahydro-1H-
cyclopenta[a]|phenanthrene-3,7,12-triyl)tris(oxy))tris(2-oxoethane-2,1-diyl))tris(azanediyl))tris(3-
methyl-1-oxobutan-2-aminium) (27)
"H NMR (600 MHz, DMSO-db):
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High resolution mass spectra (HRMS) of synthesised

compounds

2-(((3R,5R,8R,98,108,13R,14S,17R)-17-((R)-5-(((S)-3-(1 H-Indol-3-yl)-1-methoxy-1-oxopropan-2-
yl)amino)-5-oxopentan-2-yl)-10,13-dimethylhexadecahydro-1H-cyclopenta[a]phenanthren-3-yl)oxy)-

2-oxoethan-1-aminium (16a)

Full spectrum

jwu-LICA-Gly_Pos_Full_b #2-34 RT: 0.04-0.98 AV: 33 NL: 4.92E7
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)
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4-(((3R,5R,8R,95,108,13R,14S5,17R)-17-((R)-5-(((S)-3-(1 H-Indol-3-yl)-1-methoxy- 1 -oxopropan-2-

yl)amino)-5-oxopentan-2-yl)-10,13-dimethylhexadecahydro-1H-cyclopenta[a]phenanthren-3-yl)oxy)-

4-oxobutan-1-aminium (16b)

Full spectrum

jwu-LICA-Gaba_Pos_Full #2-22 RT: 0.03-0.59 AV: 21 NL: 1.04E8
T: FTMS + p NSI sid=55.00 Full ms [100.00-2000.00]
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)
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(8)-5-(((3R,5R,8R,95,108,13R,14S,17R)-17-((R)-5-(((S)-3-(1 H-Indol-3-yl)-1-methoxy-1-oxopropan-2-
yl)amino)-5-oxopentan-2-yl)-10,13-dimethylhexadecahydro-1H-cyclopenta[a]phenanthren-3-yl)oxy)-

5-oxopentane-1,4-diaminium (16¢)

Full spectrum
jwu-LICA-Orn_Pos_Full #5-56 RT: 0.12-1.57 AV: 52 NL: 6.35E7

T: FTMS + p NSI Full ms [100.00-2000.00]
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)
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(8)-6-(((3R,5R,8R,95,108,13R,14S,17R)-17-((R)-5-(((S)-3-(1 H-Indol-3-yl)-1-methoxy-1-oxopropan-2-
yl)amino)-5-oxopentan-2-yl)-10,13-dimethylhexadecahydro-1H-cyclopenta[a]phenanthren-3-yl)oxy)-

6-oxohexane-1,5-diaminium (16d)

Full spectrum

jwu-LICA-Lys_Pos_Full #1-21 RT: 0.01-0.59 AV: 21 NL: 2.08E8
T: FTMS + p NSI Full ms [100.00-2000.00]
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)
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2,2'-(((3R,5S,7R,8R,95,108,13R,14S,17R)-17-((R)-5-(((S)-3-(1 H-Indol-3-yl)-1-methoxy- 1 -oxopropan-
2-yl)amino)-5-oxopentan-2-yl)-10,13-dimethylhexadecahydro-1H-cyclopenta[a]phenanthrene-3,7-
diyl)bis(oxy))bis(2-oxoethan-1-aminium) (17a)

Full spectrum

jwu-CHCA-Gly_Pos_Full #2-18 RT: 0.03-0.50 AV: 17 NL: 4.65E8
T: FTMS + p NSI Full ms [100.00-2000.00]
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)
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4,4-(((3R,5S,7R,8R,95,108,13R,14S,17R)-17-((R)-5-(((S)-3-(1H-Indol-3-yl)-1-methoxy-1-oxopropan-
2-yl)amino)-5-oxopentan-2-yl)-10,13-dimethylhexadecahydro-1H-cyclopenta[a]phenanthrene-3,7-
diyl)bis(oxy))bis(4-oxobutan-1-aminium) (17b)

Full spectrum

jwu-CHCA-Gaba_Pos_Full_a #1-17 RT:0.02-0.49 AV: 17 NL: 4.46E8
T: FTMS + p NSI Full ms [100.00-2000.00]
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)
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(4S5,4'S)-5,5'-(((3R,5S,7R,8R,9S5,10S5,13R,14S,17R)-17-((R)-5-(((S)-3-(1 H-Indol-3-yl)-1-methoxy-1-
oxopropan-2-yl)amino)-5-oxopentan-2-yl)-10,13-dimethylhexadecahydro-1H-
cyclopenta[a]phenanthrene-3,7-diyl)bis(oxy))bis(5-oxopentane-1,4-diaminium) (17¢)

Full spectrum

jwu-CHCA-Orn_Pos_Full #5-44 RT: 0.14-1.28 AV: 40 NL: 3.97E8
T: FTMS + p NSI Full ms [100.00-2000.00]
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)
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(58,5'S)-6,6'-(((3R,5S,7R,8R,9S5,105,13R,14S,17R)-17-((R)-5-(((S)-3-(1 H-Indol-3-yl)-1-methoxy-1-
oxopropan-2-yl)amino)-5-oxopentan-2-yl)-10,13-dimethylhexadecahydro-1H-
cyclopenta[a]phenanthrene-3,7-diyl)bis(oxy))bis(6-oxohexane-1,5-diaminium) (17d)

Full spectrum
jwu-CHCA-Lys_Pos_Full #1-21 RT: 0.02-0.60 AV: 21 NL: 5.68E8

T: FTMS + p NSI Full ms [100.00-2000.00]
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)
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2,2'-(((3R,5R,8R,95,105,125,13R,14S,17R)-17-((R)-5-(((S)-3-(1 H-Indol-3-yl)-1-methoxy-1-oxopropan-
2-yl)amino)-5-oxopentan-2-yl)-10,13-dimethylhexadecahydro-1H-cyclopentala]phenanthrene-3,12-
diyl)bis(oxy))bis(2-oxoethan-1-aminium) (18a)

Full spectrum
jwu-DCA-Gly_Pos_Full #1-23 RT: 0.02-0.66 AV: 23 NL: 9.66E7

T: FTMS + p NSI Full ms [100.00-2000.00]
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)
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2,2'-(((3R,5S,7R,8R,98,108,12S5,13R,14S5,17R)-17-((R)-5-(((S)-3-(1 H-Indol-3-yl)-1-methoxy-1-
oxopropan-2-yl)amino)-5-oxopentan-2-yl)-3-(2-aminoacetoxy)-10,13-dimethylhexadecahydro-1H-
cyclopenta[a]phenanthrene-7,12-diyl)bis(oxy))bis(2-oxoethan-1-aminium) (19a)

Full spectrum
jwu-CA-Gly_Pos_Full #29-48 RT: 0.84-1.39 AV: 20 NL: 2.34E8

T: FTMS + p NSI Full ms [100.00-2000.00]
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)
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4,4'.4"-(((3R,5S,7R,8R,9S,108,125,13R,14S,17R)-17-((R)-5-(((S)-3-(1 H-Indol-3-yl)-1-methoxy-1-
oxopropan-2-yl)amino)-5-oxopentan-2-yl)-10,13-dimethylhexadecahydro-1H-
cyclopenta[a]phenanthrene-3,7,12-triyl)tris(oxy))tris(4-oxobutan-1-aminium) (19b)

Full spectrum

jwu-CA-Gaba_Pos_Full #2-40 RT: 0.04-1.15 AV: 39 NL: 3.45E6
T: FTMS + p NSI Full ms [100.00-2000.00]
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=

=}

=}
|

©
o

©
o

©
o

@
o

~
ol

390.25139

70 432.77767

(=2}
(&

(=2}
o

(42
(&2

a1
o

245.13592

I
[

IN
o

w
o

w
o

N
ol

20

[
ol

479.26163

[y
o

(&2

779.49455
86454742
1875.82654
1 105515615 120920128 1443.95980 1605.04962 LBreB2654
T T T T T T T T T T T T T T T T T T
200 400 600 800 1000 1200 1400 1600 1800
m/z

569.22959

o

T
2000

43



Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)
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(45,4'S,4"S)-5,5",5"-(((3R,5S,7R,8R,95,108,128,13R,14S5,17R)-17-((R)-5-(((S)-3-(1 H-Indol-3-yl)-1-
methoxy-1-oxopropan-2-yl)amino)-5-oxopentan-2-yl)-10,13-dimethylhexadecahydro-1H-
cyclopenta[a]phenanthrene-3,7,12-triyl)tris(oxy))tris(5-oxopentane- 1,4-diaminium) (19¢)

Full spectrum

jwu-CA-Orn_Pos_Full_a #11-19 RT: 0.32-0.55 AV:9 NL: 1.59E8
T: FTMS + p NSI Full ms [100.00-2000.00]
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)
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(58.5'S,5"S)-6,6',6"-(((3R,5S,7R,8R,95,108,125,13R,14S,17R)-17-((R)-5-(((S)-3-(1 H-Indol-3-yl)-1-
methoxy-1-oxopropan-2-yl)amino)-5-oxopentan-2-yl)-10,13-dimethylhexadecahydro-1H-

cyclopenta[a]phenanthrene-3,7,12-triyl)tris(oxy))tris(6-oxohexane-1,5-diaminium) (19d)

Full spectrum

jwu-CA-Lys_Pos_Full #1-24 RT: 0.02-0.70 AV: 24 NL: 8.74E7
T: FTMS + p NSI Full ms [100.00-2000.00]
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)
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(45,4'S)-5,5'-(((3R,5S,7R,8R,95,108,13R,14S5,17R)-17-((R)-5-(((S)-1-Methoxy-1-ox0-3-phenylpropan-
2-yl)amino)-5-oxopentan-2-yl)-10,13-dimethylhexadecahydro-1H-cyclopenta[a]phenanthrene-3,7-
diyl)bis(oxy))bis(5-oxopentane-1,4-diaminium) (20)

Full spectrum

jwu-Phe-Orn_Pos_Full #27-40 RT: 0.77-1.15 AV: 14 NL: 2.09E8
T: FTMS + p NSI Full ms [100.00-2000.00]
391.77549
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)
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(45,4'S)-5,5'-(((3R,5S,7R,8R,95,108,13R,14S5,17R)-17-((R)-5-(Benzylamino)-5-oxopentan-2-y1)-10,13-
dimethylhexadecahydro-1H-cyclopenta[a]phenanthrene-3,7-diyl)bis(oxy))bis(5-oxopentane-1,4-

diaminium) (21)

Full spectrum

jwu-BA-Orn_Pos_Full #1-19 RT: 0.02-0.54 AV: 19 NL: 2.16E8
T: FTMS + p NSI Full ms [100.00-2000.00]
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)

_ 355.76462 NL:
1007 2.16E8
h jwu-BA-Orn_Pos_Full#1-19
90 RT:0.02-0.54 AV:19 T: FTMS
7 +p NSIFull ms
] [100.00-2000.00]
80—_
70
60
%07 356.26597
40
30
20
] 356.76750
10
] 356.16922 356.67033
0 ] 35525947 35566829 | 355.86114 356.36269 \ 356.89857  357-26920 357.77094 358.25858
100~ 355.76439 NL:
00— 1.45E4
] Ca1Heo N5 Os:
90 C41Heg N5 Os
- p (gss, s /p:40) Chrg 2
] R: 114349 Res .Pwr . @FWHM
80—_
70
60
50
] 356.26597
404
304
20
: 356.76746
104
] 357.26888 357.77028
0=y LAAARS MM RAAR] AR LR MM RARA LRARAN RAARY RARA RARAN AR AR | T T T T
3555 356.0 356.5 357.0 358.0
m/z

52



((4-(((3R,5R,8R.95,108,13R,14S,17R)-17-((R)-5-(((S)-3-(1 H-Indol-3-yl)-1-methoxy-1-oxopropan-2-
yl)amino)-5-oxopentan-2-yl)-10,13-dimethylhexadecahydro-1H-cyclopenta[a]phenanthren-3-yl)oxy)-

4-oxobutyl)amino)(amino)methaniminium (23)

Full spectrum

jwu-LICA-Gdn_Pos_Full #1-22 RT: 0.02-0.62 AV: 22 NL: 3.12E7
T: FTMS + p NSI Full ms [100.00-2000.00]
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)
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Methyl ((R)-4-((3R,5R,8R,95,108,13R,14S,17R)-3-((L-lysylglycyl)oxy)-10,13-
dimethylhexadecahydro-1H-cyclopenta[a]phenanthren-17-yl)pentanoyl)-L-tryptophanate (25)

Full spectrum
jwu-Gly-Lys_Pos_Full #1-21 RT: 0.02-0.61 AV: 21 NL: 2.54E8

T: FTMS + p NSI Full ms [100.00-2000.00]

381.76194
100

762.51600

154

[y
o

(&2

279.15927 419.31548

544.41046
202'0F8623‘ l‘,/ | 713.48564 | 318 57673 105514018  1273.20841 1416.13718 1687.65272 1959.30301
| 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 T I
200 400 600 800 1000 1200 1400 1600 1800 2000
m/z

o

55



Zoomed spectrum
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1,1 1"(((((3R,5S,7R,8R,9S,10S,125,13R,14S,17R)-17-((R)-5-(((S)-3-(1 H-Indol-3-y1)-1-methoxy-1-

oxopropan-2-yl)amino)-5-oxopentan-2-yl)-10,13-dimethylhexadecahydro-1H-

cyclopenta[a]phenanthrene-3,7,12-triyl)tris(oxy))tris(2-oxoethane-2, 1 -diyl))tris(azanediyl))tris(3-

methyl-1-oxobutan-2-aminium) (27)

Full spectrum

jwu-CA-Gly-Val_Pos_Full #2-25 RT: 0.05-0.70 AV: 24 NL: 1.72E7
T: FTMS + p NSI Full ms [100.00-2000.00]
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)
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