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1H NMR and 13C NMR spectra of synthesised compounds 

Acquisition parameters for 1H NMR and 13C NMR spectra 

1H NMR: 

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

 

 
13C{1H} NMR: 

Standard Bruker pulse program “zgpg30” was used and the delay (D1) was set to 1 s.  
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2-(((3R,5R,8R,9S,10S,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]phenanthren-3-yl)oxy)-

2-oxoethan-1-aminium (16a) 

1H NMR (400 MHz, DMSO-d6):  

 

13C NMR (100 MHz, DMSO-d6): 
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4-(((3R,5R,8R,9S,10S,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]phenanthren-3-yl)oxy)-

4-oxobutan-1-aminium (16b) 

1H NMR (400 MHz, DMSO-d6): 

 
13C NMR (100 MHz, DMSO-d6):  
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(S)-5-(((3R,5R,8R,9S,10S,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]phenanthren-3-yl)oxy)-

5-oxopentane-1,4-diaminium (16c) 

1H NMR (400 MHz, DMSO-d6): 

 
13C NMR (100 MHz, DMSO-d6): 
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(S)-6-(((3R,5R,8R,9S,10S,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]phenanthren-3-yl)oxy)-

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

1H NMR (400 MHz, DMSO-d6): 

 
13C NMR (75 MHz, DMSO-d6): 
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2,2'-(((3R,5S,7R,8R,9S,10S,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) 

1H NMR (400 MHz, DMSO-d6): 

 
13C NMR (100 MHz, DMSO-d6): 
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4,4'-(((3R,5S,7R,8R,9S,10S,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) 
1H NMR (400 MHz, DMSO-d6): 

 

13C NMR (100 MHz, DMSO-d6): 
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(4S,4'S)-5,5'-(((3R,5S,7R,8R,9S,10S,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(5-oxopentane-1,4-diaminium) (17c) 
1H NMR (400 MHz, DMSO-d6): 

 
13C NMR (100 MHz, DMSO-d6): 
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(5S,5'S)-6,6'-(((3R,5S,7R,8R,9S,10S,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(6-oxohexane-1,5-diaminium) (17d)  
1H NMR (600 MHz, DMSO-d6): 

 

13C NMR (150 MHz, DMSO-d6): 
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2,2'-(((3R,5R,8R,9S,10S,12S,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-3,12-

diyl)bis(oxy))bis(2-oxoethan-1-aminium) (18a)  
1H NMR (300 MHz, DMSO-d6): 

 
13C NMR (75 MHz, DMSO-d6): 
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2,2'-(((3R,5S,7R,8R,9S,10S,12S,13R,14S,17R)-17-((R)-5-(((S)-3-(1H-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) 

1H NMR (400 MHz, DMSO-d6): 

 
13C NMR (100 MHz, DMSO-d6): 
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4,4',4''-(((3R,5S,7R,8R,9S,10S,12S,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-3,7,12-triyl)tris(oxy))tris(4-oxobutan-1-aminium) (19b) 

1H NMR (400 MHz, DMSO-d6): 

 

13C NMR (100 MHz, DMSO-d6): 
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(4S,4'S,4''S)-5,5',5''-(((3R,5S,7R,8R,9S,10S,12S,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-3,7,12-triyl)tris(oxy))tris(5-oxopentane-1,4-diaminium) (19c) 

1H NMR (600 MHz, DMSO-d6): 

 
13C NMR (150 MHz, DMSO-d6): 
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(5S,5'S,5''S)-6,6',6''-(((3R,5S,7R,8R,9S,10S,12S,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-3,7,12-triyl)tris(oxy))tris(6-oxohexane-1,5-diaminium) (19d) 

1H NMR (600 MHz, DMSO-d6): 

 
13C NMR (150 MHz, DMSO-d6): 
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(4S,4'S)-5,5'-(((3R,5S,7R,8R,9S,10S,13R,14S,17R)-17-((R)-5-(((S)-1-Methoxy-1-oxo-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) 

1H NMR (400 MHz, DMSO-d6): 

 

(4S,4'S)-5,5'-(((3R,5S,7R,8R,9S,10S,13R,14S,17R)-17-((R)-5-(Benzylamino)-5-oxopentan-2-yl)-10,13-

dimethylhexadecahydro-1H-cyclopenta[a]phenanthrene-3,7-diyl)bis(oxy))bis(5-oxopentane-1,4-

diaminium) (21) 

1H NMR (400 MHz, DMSO-d6): 
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((4-(((3R,5R,8R,9S,10S,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]phenanthren-3-yl)oxy)-

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

1H NMR (400 MHz, DMSO-d6): 

 
13C NMR (75 MHz, DMSO-d6): 
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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) 

1H NMR (400 MHz, DMSO-d6): 

 
13C NMR (75 MHz, DMSO-d6): 
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1,1',1''-(((((3R,5S,7R,8R,9S,10S,12S,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-3,7,12-triyl)tris(oxy))tris(2-oxoethane-2,1-diyl))tris(azanediyl))tris(3-

methyl-1-oxobutan-2-aminium) (27) 
1H NMR (600 MHz, DMSO-d6): 
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High resolution mass spectra (HRMS) of synthesised 

compounds 

2-(((3R,5R,8R,9S,10S,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]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

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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4-(((3R,5R,8R,9S,10S,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]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) 

 

 

 

 

 

  

662 663 664 665 666 667 668

m/z

0

10

20

30

40

50

60

70

80

90

100

0

10

20

30

40

50

60

70

80

90

100

R
e

la
ti
v
e

 A
b

u
n

d
a

n
c
e

662.45268

663.45567

664.45882

665.46204662.95446661.53802

662.20781

666.46469663.70176 667.45024

664.93432

668.52187

662.45275

663.45600

664.45903

665.46194
666.46476 667.46754 668.47028

NL:

1.04E8

jwu-LICA-Gaba_Pos_Full#2-

22  RT: 0.03-0.59  AV: 21 T: 

FTMS + p NSI sid=55.00  Full 

ms [100.00-2000.00] 

NL:

1.48E4

C40 H60 N3 O5: 

C40 H60 N3 O5

p (gss, s /p:40) Chrg 1

R: 114349 Res .Pwr . @FWHM
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(S)-5-(((3R,5R,8R,9S,10S,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]phenanthren-3-yl)oxy)-

5-oxopentane-1,4-diaminium (16c) 

 

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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(S)-6-(((3R,5R,8R,9S,10S,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]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,9S,10S,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) 

 

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

200 400 600 800 1000 1200 1400 1600 1800 2000

m/z

0

5

10

15

20

25

30

35

40

45

50

55

60

65

70

75

80

85

90

95

100

R
e

la
ti
v
e

 A
b

u
n

d
a

n
c
e

354.22299

707.43826

557.37397

465.29620

650.41638316.70691
763.49968 1959.551961055.26712 1604.994461421.97636 1789.286861221.98715



32 
 

Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass) 
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 RT: 0.03-0.50  AV: 17 T: FTMS 
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[100.00-2000.00] 

NL:
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C40 H60 N4 O7: 

C40 H60 N4 O7

p (gss, s /p:40) Chrg 2

R: 114349 Res .Pwr . @FWHM
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4,4'-(((3R,5S,7R,8R,9S,10S,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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(4S,4'S)-5,5'-(((3R,5S,7R,8R,9S,10S,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(5-oxopentane-1,4-diaminium) (17c) 

 

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]

200 400 600 800 1000 1200 1400 1600 1800 2000

m/z

0

5

10

15

20

25

30

35

40

45

50

55

60

65

70

75

80

85

90

95

100

R
e

la
ti
v
e

 A
b

u
n

d
a

n
c
e

411.28088

293.21060

467.34309

202.08642 689.46301 821.55273557.37338 1875.998181055.25134 1605.102211256.23249 1440.34283



36 
 

Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass) 
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(5S,5'S)-6,6'-(((3R,5S,7R,8R,9S,10S,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(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,9S,10S,12S,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-3,12-

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,9S,10S,12S,13R,14S,17R)-17-((R)-5-(((S)-3-(1H-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 
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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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RT: 0.84-1.39  AV: 20 T: FTMS 

+ p NSI Full ms 

[100.00-2000.00] 

NL:

1.42E4

C42 H63 N5 O9: 

C42 H63 N5 O9

p (gss, s /p:40) Chrg 2

R: 114349 Res .Pwr . @FWHM
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4,4',4''-(((3R,5S,7R,8R,9S,10S,12S,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-3,7,12-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]

200 400 600 800 1000 1200 1400 1600 1800 2000

m/z

0

5

10

15

20

25

30

35

40

45

50

55

60

65

70

75

80

85

90

95

100

R
e

la
ti
v
e

 A
b

u
n

d
a

n
c
e

288.85431

390.25139

432.77767

245.13592

779.49455
569.22959

864.54742

479.26163

1875.826541055.15615 1605.049621443.959801209.29128



44 
 

Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass) 
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(4S,4'S,4''S)-5,5',5''-(((3R,5S,7R,8R,9S,10S,12S,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-3,7,12-triyl)tris(oxy))tris(5-oxopentane-1,4-diaminium) (19c) 

 

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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p (gss, s /p:40) Chrg 3

R: 114349 Res .Pwr . @FWHM



47 
 

(5S,5'S,5''S)-6,6',6''-(((3R,5S,7R,8R,9S,10S,12S,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-3,7,12-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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p (gss, s /p:40) Chrg 3

R: 114349 Res .Pwr . @FWHM
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(4S,4'S)-5,5'-(((3R,5S,7R,8R,9S,10S,13R,14S,17R)-17-((R)-5-(((S)-1-Methoxy-1-oxo-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]
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass) 
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+ p NSI Full ms 

[100.00-2000.00] 

NL:
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C44 H73 N5 O7: 

C44 H73 N5 O7

p (gss, s /p:40) Chrg 2

R: 114349 Res .Pwr . @FWHM
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(4S,4'S)-5,5'-(((3R,5S,7R,8R,9S,10S,13R,14S,17R)-17-((R)-5-(Benzylamino)-5-oxopentan-2-yl)-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) 
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RT: 0.02-0.54  AV: 19 T: FTMS 

+ p NSI Full ms 

[100.00-2000.00] 

NL:

1.45E4

C41H69 N5 O5: 

C41H69 N5 O5

p (gss, s /p:40) Chrg 2

R: 114349 Res .Pwr . @FWHM
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((4-(((3R,5R,8R,9S,10S,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]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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+ p NSI Full ms 

[100.00-2000.00] 

NL:
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C41H62 N5 O5

p (gss, s /p:40) Chrg 1

R: 114349 Res .Pwr . @FWHM
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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) 

 

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]
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Zoomed spectrum 
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+ p NSI Full ms 
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C44 H69 N5 O6

p (gss, s /p:40) Chrg 2

R: 114349 Res .Pwr . @FWHM
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1,1',1''-(((((3R,5S,7R,8R,9S,10S,12S,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-3,7,12-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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R: 114349 Res .Pwr . @FWHM


