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Characterization Data for Compounds 6-10

OH O
6 7R!=0H,R%?=H

8R! =R?=0OH
9R'=R%2=H
10 R'=H, R?=0OH
Vedelianin (6): yellowish solid; [a]*p +32.9 (¢ 0.07, CH;0H); UV (MeOH) Amax 331, 224 nm; 'H

NMR (CD;0D, 500 MHz) 6 6.80 (1H, d, J = 16.5 Hz, H-1"), 6.79 (1H, d, H-6), 6.72 (1H, d, H-8), 6.70
(1H, d, J= 16 Hz, H-2'), 6.44 (2H, s, H-4', 8'), 5.23 (1H, tq, J =7, 1.5 Hz, H-2"), 4.15 (1H, q, J = 3.5 Hz,
H-3), 3.30 (partially obscured by solvent, H-2, 1"), 2.75 (2H, m, H-9), 2.37 (1H, dd, J = 14, 3.5 Hz, H-
4),1.96 (1H, dd, J = 14.5, 3.5 Hz, H-4), 1.76 (3H, s, H-4"), 1.75 (1H, m, H-9a), 1.65 (3H, s, H-5"), 1.42
(3H, s, H-13), 1.11 (3H, s, H-12), 1.09 (3H, s, H-11); *C NMR (CD;0D, 125 MHz) § 157.3 (C-5', 7),
147.2 (C-5), 137.6 (C-10a), 131.1 (C-3"), 130.9 (C-7), 128.6 (C-1"), 127.4 (C-2'), 124.6 (C-2"), 124.2
(C-8a), 120.4 (C-8), 115.9 (C-6"), 111.1 (C-6), 105.7 (C-4', 8'), 78.9 (C-2), 78.1 (C-4a), 71.8 (C-3), 44.8
(C-4), 39.2 (C-1), 29.4 (C-12), 26.0 (C-5"), 23.9 (C-9), 23.3 (C-1"), 22.0 (C-13), 17.9 (C-4"), 16.6 (C-

11); HRFABMS m/z 480.2519 [M]" (calcd for CysH340s, 480.2512).

Bonanniol A (7): yellowish-brown solid; [a]”b +21.7 (¢ 0.27, CH;OH); UV (MeOH) Amax 296, 206
nm; '"H NMR (CD;0D, 500 MHz) ¢ 7.33 (2H, d, J = 8.5 Hz, H-2', 6'), 6.82 (2H, d, J = 8.5 Hz, H-3', §"),
5.92 (1H, s, H-8), 5.19 (2H, t, H-2"), 5.05 (2H, t, H-7"), 4.92 (1H, d, J = 11.5 Hz, H-2),4.51 (1H, d, J =
11.5 Hz, H-3), 3.21 (2H, d, H-1"), 2.03 (2H, q, H-6"), 1.94 (2H, t, J= 8 Hz, H-5"), 1.74 (3H, s, H-4"),
1.61 (3H, s, H-9"), 1.55 (3H, s, H-10"); °C NMR (CD;OD, 125 MHz) 6 197.2 (C-4), 165.0 (C-7), 160.9

(C-5), 160.9 (C-9), 157.8 (C-4"), 134.0 (C-3"), 130.7 (C-8"), 129.0 (C-2', 6"), 128.1 (C-1"), 124.2 (C-7"),
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122.5 (C-2"), 114.8 (C-3'), 114.8 (C-5'), 108.8 (C-6), 100.3 (C-10), 94.3 (C-8), 83.6 (C-2), 72.4 (C-3),
39.6 (C-5"), 26.4 (C-6"), 24.5 (C-9"), 20.5 (C-1"), 16.4 (C-10"), 14.9 (C-4"); HREABMS m/z 425.1929

[M+H]+ (caled for CpsH290g, 425.1964).

Diplacol (8): yellowish-brown solid; [a]*p +18.6 (¢ 0.44, CH;0H); UV (MeOH) Amax 295, 215 nm;
'"H NMR (CD;0D, 500 MHz) 6 6.95 (1H, s, H-2"), 6.83 (1H, dd, H-5"), 6.79 (1H, d, H-6'), 5.91 (1H, s,
H-8), 5.19 (2H, t, H-2"), 5.06 (2H, t, H-7"), 4.47 (1H, d, J= 11.5 Hz, H-3), 3.22 (2H, d, J = 7 Hz, H-1"),
2.04 (2H, q, H-6"), 1.95 (2H, t, J = 8 Hz, H-5"), 1.75 (3H, s, H-4"), 1.61 (3H, s, H-9"), 1.56 (3H, s, H-
10"); *C NMR (CD;0D, 125 MHz) & 197.1 (C-4), 165.0 (C-7), 160.9 (C-5), 160.9 (C-9), 145.8 (C-4"),
145.0 (C-3"), 134.1 (C-3"), 130.7 (C-8"), 128.7 (C-1'), 124.2 (C-7"), 122.5 (C-2"), 119.6 (C-6'), 114.8 (C-
59, 114.6 (C-2'), 108.7 (C-6), 100.4 (C-10), 94.2 (C-8), 83.8 (C-2), 72.5 (C-3), 39.6 (C-5"), 26.4 (C-6"),
24.5 (C-9"), 20.5 (C-1"), 16.4 (C-10"), 14.9 (C-4"); HRFABMS m/z 425.1948 [M+H]" (calcd for

Cy5H290s, 425.1964).

Bonannione A (9): yellowish-brown solid; [a]*p 0 (¢ 0.08, CH;0H); UV (MeOH) Amax 294, 207 nm;
'H NMR (CD;0D, 500 MHz) § 7.30 (2H, d, J = 8.5 Hz, H-2', 6"), 6.81 (2H, d, J = 8.5 Hz, H-3', 5'), 5.92
(1H, s, H-8), 5.30 (1H, dd, H-2), 5.18 (2H, t, H-2"), 5.06 (2H, t, H-7"), 3.20 (2H, d, J= 7 Hz, H-1"), 3.09
(1H, dd, J = 13 Hz, H-3a), 2.66 (1H, dd, J= 17, 3 Hz, H-3b), 2.04 (2H, q, H-6"), 1.94 (2H, t, J = 8 Hz,
H-5"), 1.74 (3H, s, H-4"), 1.61 (3H, s, H-9"), 1.56 (3H, s, H-10"); >*C NMR (CD;0D, 125 MHz) 6 196.4
(C-4), 165.0 (C-7), 161.2 (C-5), 161.1 (C-9), 157.7 (C-4"), 133.9 (C-3"), 130.7 (C-8"), 130.0 (C-1"),
127.7 (C-2, 6'), 124.2 (C-7"), 122.7 (C-2"), 115.0 (C-3', 5"), 108.4 (C-6), 101.8 (C-10), 94.2 (C-8), 79.1
(C-2), 42.9 (C-3), 39.6 (C-5"), 26.4 (C-6"), 24.5 (C-9"), 20.5 (C-1"), 16.4 (C-10"), 14.9 (C-4";

HRFABMS m/z 409.1813 [M+H]" (calcd for C,5H290s, 409.2015).

Diplacone (10): yellowish-brown solid; [0]*p —13.2 (¢ 0.33, CH3;0H); UV (MeOH) /imax 292, 207

nm; 'H NMR (CD;0D, 500 MHz) § 6.90 (1H, s, H-2"), 6.77 (2H, s, H-5', 6'), 5.93 (1H, s, H-8), 5.23
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(1H, dd, H-2), 5.18 (2H, t, H-2"), 5.05 (2H, t, H-7"), 3.20 (2H, d, J = 7.5 Hz, H-1"), 3.03 (1H, dd, J = 17,
13 Hz, H-3a), 2.66 (1H, dd, J= 17, 3 Hz, H-3b), 2.04 (2H, q, J = 7.5 Hz, H-6"), 1.94 (2H, t, J = 8 Hz, H-
5", 1.74 (3H, s, H-4"), 1.61 (3H, s, H-9"), 1.55 (3H, s, H-10"); '*C NMR (CD;OD, 125 MHz) 6 196.5
(C-4), 164.7 (C-7), 161.2 (C-5), 161.2 (C-9), 145.5 (C-4'), 145.2 (C-3"), 133.9 (C-3"), 130.6 (C-8"),
127.7 (C-1), 124.2 (C-7"), 122.6 (C-2"), 117.9 (C-6'), 114.9 (C-5"), 113.4 (C-2'), 108.4 (C-6), 101.9 (C-
10), 94.1 (C-8), 79.1 (C-2), 42.9 (C-3), 39.6 (C-5"), 26.4 (C-6"), 24.5 (C-9"), 20.5 (C-1"), 16.4 (C-10"),

14.9 (C-4"); HRFABMS m/z 441.1911 [M+H]" (caled for C2sHz007, 449.1913).
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NCI 60-Cell Line Data for Compound 1
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'H and **C NMR Spectra of Compounds 1-10
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Schweinfurthin F (2)
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Schweinfurthin G (3)
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Schweinfurthin H (4)
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Alnifoliol (5)
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Vedelianin (6)
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Bonanniol A (7)
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Diplacol (8)
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Bonannione A (9)
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Diplacone (10)
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STANDAMAD 1H ORSERVE

Pulse Sequence: gCOSY

Solvent: CD30D
Ambient temperature i
Fila: SC201-136-SchE_cOSY 01172007 I
INOVA-400 *rinovad00alt"

Relax. delay 1.000 sec
Acg. time 0.158 sec
idth 6499.8 Hz

2D Width 6495.8 Bz

16 repatitions

128 increments
OBSERVE  H1, 395.95456044 MHx
DATA PROCESEING

Sgf. sine ball 0.075 sec
Fl DATA PROCESSING

Sg. sine bell 0.020 sec
FT mize 2048 x 2048
Total time 40 min, 36 gec
Jan 17 2007
VA Taech Chemistry MMR Lab

gCOSY Spectrum of 1
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" (Millions)

: FWITH hr
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X 1 parts per Million : 1H
¥ilenzme = SC201-136~SchE_HMQCin Field_strength
¢ Author = kingston X_aeqg duration
Euperiment = hmge_irr_pfg s.8 X_domain
Sample_id = 8¢201-136-8chE_HMOCin X_freq
. Solvant = METHANOL-D3 X _offget
! Creation_time = 17-JAN-2007 22:53:31 X_points
Revigion_time = 1B-JAN-2007 15:33:31 X_prescans
| Currant _time = 1B«JAN~2087 15:35:04 X_rasolution
: X_swesp
Contant = gradient enhanced HMQ ¥_domain
: Data_format = 2D REARL REAL Y freq
! Dim_size = 31024, 256 Y_offset
bim _title = 1H 13C ¥ _points
. Bim_units = |ppml ippml Y_prescans
. Dimensions = XY ¥ _rasslution
. Site = Delta NMR ¥Y_sweaap
Spectrometer = DEETA_NMR Clipped

Mod _rsturn

LI I I (1 | L (I I 1 -

-

4.0

11. 7473575 T
0.1363%6818)
18
500.15991521 [MH=]
5 [ppm}

1024

4

7.3315503 [Hz}
7.507507511kAz)
13c

125.76529768 [MHz]
100 [ppm)

256

o
122.83808032 (B2}
31.4465408B[kBzZ}
FALSE

1

{500 [MH

3.0

D -

mm—— PROCESSING PARAMETERS —--——

. hamming

£ft 1 1 : TRUE : TRUE

| ppm

ftranspose)

| zerofill : 1

sinball auto

. fft : 13 : TRUE : TRUE
Cppm
abs
thresh : B : 1
Itransposeal

L1186 QOEADMODNE " AYIS-9E1-10TD8

T
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5C201-136-SchE_{HinCD30D_01172007 _1-3.jdf

(Miltions)
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' Filename = §C20i-136-SchE_HMBCin field_strengti
© Author = kingston X_acg duration
! Experiment = hmbe_pfg_s.exp % _domain
. Sample_id = EC201i-136-SchE_HMBCin X _freg
: Solvent = HMETHANOL-D3 X offset
! Creation_time = 1B~JAN-2007 0B:46:47 X_points
! Revision_tims = 18~JAN-2807 15:36:11 X prescans
Current_time = 1B8-JAN-2007 15:38:13 X_resolutien
X_swaep
Content = gradient enhanced HMIB ¥_demain
Data format = 27 REAL REAT Y _freg
nim_sire = 1024, 66 Y _offset
pim_titcle = 1H 13C ¥ _points
Dim_units = |ppm]l lppmi ¥ prescans
Dimensions = XY Y_resolution
Site = Daelta NMR ¥ _sweep
Spectramneter = DELTA_NMR ciipped

Hed return

g asdogannaonyngnd

4.8

11.7473578[T] {5C01HE

G.1363968[5)
1iH
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4
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7.50750751[kEz}
130

125.76529768 [MHZ]

106 [ppm]

86

o

476. 46274061 [He)
31.44654088 [kHz)
FALSE

1

machinephasge

pom
© HMEBC Spectrum of 1 | @ h-m

30 7.0 W 10.6

| (Biltions)

" wee~- PROCESSING PARAMETERS ————
: de_kalance r 0 : FALSE
: Bexp @ 0.2[HZ] ¢ 0.C[s}

trapezoidld : 0f%] : BOf%] : 1008[%}

; zarefill : 1

£fc : 1 ¢ TRUE : TRUE

2840

L10TQOEADUMDIINE TIPS -9£1-10105

T

S$19
X yoafoad jpig-x fdoa™["L0g
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STANDARD 1E OBSERVE

Pulpe Seguence: ROESY

Solvent: CDLIOD

Ambient temparature
File: SC201-136-SchE ROBSY_011B07_T
INOVA-400 “inovad0Oalte :f

Relax., delay 1.000 sec

Miming 0.200 sec
Acg. time 0.158 sec

Width 6499.8 Hz
2D Width 649%.8 Hz
10 repetitions

2 x 200 increments

ORSERVE Hl, 35%9.5456944 MH=z M 8 -]
DATA PROCEESING 27
Gaugs apodization 0.073 sec - a
F1 DATA PROCESSING -
Gauss apodizaction 0.028 sec .
4

¥ pize 2048 x 2048

Total time 1 hy, 33 min, 42 sec
Jar 18 2007

VA Tech Chemistry NMR Lab

ROESY Spectrum of 1
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