HARBOR BRANCH

FLORIDA ATLANTIC UNIVERSITY

HBOI-224
(o]
DISCORHABDIN P
C19H15BraN30; 477.149

Batzella sp.

Gunasekera, McCarthy, Longley, Pomponi, Wright, Lobkovsky , and Clardy, 1999,

J. Nat. Prod., 62(1):173-175

I'_‘(hplc (trace attached)

Method: Vydac C18 Protein and Peptide, 4.6 x 250mm), 10p

flow 1 ml/min, detection: PDA: UV (extracted at 220 nm, black), ELSD (green dotted)
A: H,0O:CH;CN (95:5, v/v, 0.1% TFA), B: CH;CN (0.1% TFA)

t=0 min A:B (90:10, v/v), t=20 min (100%B) , t=28 min {100%B)

['LC-MS (spectrum attached)

Method: Vydac C18 Protein and Peptide, 2.1x150 mm, flow 0.2 ml/min

A: H,0 {0.1% formic acid), B: CH5CN (0.1% formic acid)

t= 0 min A:B (90:10, v/v), t=15 min (100%B), t=21 min (100%B), t=22 min A:B(90:10, v/v)
using a linear gradient

[*H (600 MHz) O cDCL, ¥CD,0D (Methanol-d,) O CDCl,/CD,0D
Eﬁ/C (150 MHz) O cDCL, D/CD;;OD (Methanol-d,) O CDCl3/CD;0D
Esolubility 0 CHCl,/MeOH (9:1)  [¥'MeOH O DMSO

Eéstimated purity _>90 %

Eéample weight 1471 mg

For further information contact: Date: ] , 1S W

Amy E. Wright, PhD, HBOI@FAU, 5600 US 1, North, Fort Pierce, FL 34946
awrigh33@hboi.fau.edu, 772-242-2459




D-2000: NIH 040186

Series: 0293 Report: original System: Sys 1

D-2000 Elite HPLC System Manager Report

Analyzed: 07/05/2013 12:27 PM Reported: 07/05/2013 01:38 PM
Sample Name: Discorhabdin P
Sample Description: Discorhabdin P HB 224
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Acquisition Method: autosampler 30min wELSD TFA
Column Type: Vydac C18

Pump A Solvent A:
Method Description:

H20/5% ACN TFA 0.1% Pump A Solvent B: ACN TFA 0.1%
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Background subtracted file

RT: 0.00 - 21.00
o 478.14 NL: 5.02E7
] 478.14 TIC F: ITMS + ¢ ESI Full
80 8 |- ms [ 200.00-2000.00)
- 478.12 MS BG_Sam32-79-01
60 478,08 | | 478.08
50 5 e 478.15
E 477.99
o . 23@84,,,212.05 a78.45 47811 __ _478.18 47817  478.20 478.15
100 27558 NL: 1.61E5
7 Base Peak m/z=
80~ 200.00-400.00 F: ITMS
7 + ¢ ESI Full ms [
60 200.00-2000.00] MS
7] BG_Sam32-79-01
40 275.45 sici 4556-32
-} 275.41 .40
20 217.06 212.90 21243 217.04 27546 A 5 4;79 19
o bl AL ) \ bt s
-l 477.98 NL: 1.89E7
G m [ Base Peak m/z=
S g0 478.08 ) 478.10 400.00-600.00 F: ITMS
z ] 478.14 || + ¢ ESI Full ms [
E 60-] ;177 9811 176 12 200.00-2000.00] MS
2 3 78.08 ! 1 BG_Sam32-79-01
o 40 478.18 |
£ 1 478,06 g (47811
o 20° 47813 V7808 47819
o1 42475 47g.10 47813 \A78.07 478.06 477.98 478.02 478.03
100, 62875 NL: 1.49E4
. Base Peak m/z=
80 600.00-800.00 F: ITMS
= 629.91 +CESI Fullms [
. ‘l 635.32 695.39 BG_ 'Sam32-79-01
40 — :
1 | 623.30 62920 poost
] 785.50 =
205 }‘h,ﬁ_zz.so 627,90 609.95 *@:f =
10& 830.57 NL: 1.66E4
] 830.25 Base Peak m/z=
80 830.29 | §800 00-900.00 F: ITMS
= 830.15
R 1 " 874.52 830.18 |
20 j: 869 7329 55‘ ,;( 842:56 g9 1 820,52 830.31 ol
= ' Gk
i 953.09 NL: 2.84E4
] ‘ Base Peak m/z=
80 900.00-2000.00 F: ITMS
] + ¢ ESI Full ms [
= 2 200.00-2000.00] MS
60
s _1016.67 BG_Sam32-79-01
40 11.1016.78
1 968.40 101680
20— | 1014 74 167613 9p1.96
1 leese st
0 g E U F L0
0 2 4

Time (min)




Page 1 of 1

#9512 AV: 10 IT: 0.513 ST:. 0.17 uS: 1 NL: 1.10E7
F: ITMS + ¢ ESI Full ms [ 150.00-2000.00]
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#9702 AV: 10 IT: 0.970 ST: 0.25 uS: 1 '‘NL: 4.44E6
F: ITMS + ¢ ESI Full ms2 478.00@30.00 [ 130.00-2000.00]
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