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S1: ESI-MS Spectrum of Compound 1 (phomocytochalasin)



Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name D:\Data\C3\PTE578_000006.d 1/13/2014 3:00:29 PM
Method broadband first signal
Sample Name  PTES5-7-8 Instrument: FT-MS  solariX
Comment ESI Positive
Intens, + 514.25637
x108
3.04
2.5
2.0
1.5
1.0
05
0.0 . . e + -
514.0 514.1 5142 514.4 514.5 miz
[~ PTE578_000006.d: +MS . ]
Meas.m/z # Formula Score m/z err[mDa] err[ppm] mSigma rdb e~ Conf N-Rule
51425637 1 C30H37NNaO5 10000 514.25639 0.03 0.05 66 125 even ok

S2: HRESI-MS Spectrum of Compound 1 (phomocytochalasin)



S3: *H-NMR (600 MHz,CDCls) Spectrum of Compound 1 (phomocytochalasin)

'H NMR (600 MHz, CDCl5)

6 1.04 (3H, d, J = 6.6 Hz, H-22), 1.35 (3H, s, H-23), 1.53 (3H, s, H-11), 1.55 (1H, dd, J
= 14.4, 3.6 Hz, H-17b), 1.69 (3H, s, H-12), 1.76 (1H, m, H-16), 1.86 (1H, dd, J = 14.4,
6.6 Hz, H-17a), 1.90 (1H, br dd, J = 13.2, 1.8 Hz, H-15b), 2.03 (1H, br dd, J = 13.2, 4.8
Hz, H-15a), 2.32 (3H, s, H-25), 2.81(1H, d, J = 1.5 Hz, H-4), 3.06 (1H, dd, J = 13.8, 7.8
Hz, H-10b), 3.07 (1H, dd, J = 13.8, 7.8 Hz, H-10a), 3.42 (1H, tt, J = 7.8, 1.5 Hz, H-3),
3.55 (1H, d, J = 9.6 Hz, H-8), 5.19 (1H, ddd, J = 16.2, 10.8, 4.8 Hz, H-14), 5.55 (1H, dd,
J =16.8, 2.4 Hz, H-19), 5.64 (1H, dd, J = 16.8, 2.4 Hz, H-20), 5.89 (1H, br s, NH-2,
D20 exchangable), 5.92 (1H, t, J = 2.4 Hz,H-21), 6.05 (1H, ddd, J = 16.2, 9.6, 1.2 Hz,
H-13), 7.23 (2H, d, J = 7.2, 1.2 Hz, H-27), 7.35 (2H, td, J = 7.2, 1.2 Hz, H-28), 7.27
(1H, dd, J = 7.8, 1.2 Hz, H-29), 7.35 (2H, td, J = 7.2, 1.2 Hz, H-30), 7.23 (2H, d, J = 7.2,
1.2 Hz, H-31)
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S4: C-NMR(150 MHz,CDCls) Spectrum of Compound 1 (phomocytochalasin)

3C NMR (150 MHz, CDCl5)

§12.1 (C-12), 18.5 (C-11), 21.1 (C-25), 26.4 (C-22), 28.1 (C-16), 30.5 (C-23), 43.0
(C-15), 44.7 (C-10), 50.0 (C-4), 51.2 (C-9), 51.7 (C-8), 53.8 (C-17), 59.6 (C-3), 74.4
(C-18), 74.7 (C-21), 124.4 (C-13), 124.8 (C-20), 127.2 (C-29), 129.0 (C-28, 30), 129.2
(C-27, 31), 132.4 (C-6), 137.0 (C-26), 137.1 (C-14), 138.7 (C-19), 146.3 (C-5), 170.2
(C-24), 173.6 (C-1), 198.4 (C-7)
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S5: DEPT Spectrum of Compound 1 (phomocytochalasin)
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S6: HSQC Spectrum of Compound 1 (phomocytochalasin)

expl4  gCOSY

SANPLE FLAGS
date Jan 17 2014 hs nn
solvent cdcl3  sspul ¥
sample hsgivl 5328
ACQUISITION SPECIAL
sw 9542.0 temp 25.0
at 0.150 gain a0
np 2862 spin
o 4000 F2 PROCESSING
ss 32 sb -0.075
d1 1.000 sbs not used
nt a8 fn 56
20 ACQUISITION F1 PROCESSING
swi 9542.0 sb. -0.017
ni 60 sbs1 not used
a2 o proci P
PRESATURATION fa1 4036
satmode n DISPLAY
wet nosp -3.7
TRANSHITTER 5968.4
tn sp1 -3.7
sfrq 597.338 wpl 5968.4
tof 597.4 rfl 1191.8
tpwr 58 rfp
o 11.200 rfi1 1191.8
GRADIENTS rfp1
9zIVIE 444 PLOT
te 0.001000 140.0
EDra 1.000 sc 5.
gstab 0.000500 wcz 140.0
o LER cz 5.
vs 160

S7: COSY Spectrum of Compound 1 (phomocytochalasin)
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S8: HMBC Spectrum of Compound 1 (phomocytochalasin)

exps  ROESY

SANPLE FLAGS
date SFeb s 2010 ns n
osvent cdc1s sspul o Y i
sample PFGfig y 1
ACQUISITION 3;
W 954

hsgivl 5328
2.0 SPECTAL
at 0.150 temp 25.0
np 2862 gain
b 4000 spin . F2
ss 16 F2 PROCESSING
a1 1.000 gof (ppm]]
nt afs not used

20 ACQUISITION  fn 4096 1 o
swl 9542.0  F1 PROCESSING
ni 160 g1 .018 -

TRANSMITTER gfst not used = P
tn proct i 3 , P
sfrg 597.338 fn1 4036
tof 597.3 DISPLAY 2
tpwr 58 sp -a.2 ]

o 11.200 wp 597301
sp1 -a.2 ]

mixk 0.600 wpl 597301 B . o
S1pwrR 5 rfl 11923
STpwR 47.350 rfp 0 _— g - By
trim 0.6020 rfi1 1192.3

PRESATURATION rfpl o — - - o -
satmode n pLOT — - - A
wet now 140.0

DECOUPLER sc 0 a = B e
dn €13 wez 140.0 x
dn nnn sc2 5.

vs 1086 1
th 1
m ph 1

9 8 7 6 5 a4 3 2
F1 (ppm)

S9: ROESY Spectrum of Compound 1 (phomocytochalasin)



