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'H-'H COSY of compound 2a at 300 MHz (CDCl5)

Current Data Parameters

NAME pkecmamet.p
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20110927

Time 16.54
INSTRUM spect
PROBHD 5 mm Multinucl
PULPROG zg30

D 6553
SOLVENT cDCI13
NS 21

DS 2

SWH 6172.839 Hz
FIDRES 0.094190 Hz
AQ 5.3084660 sec
RG 574.7

DW 81.000 usec
DE 6.00 usec
TE 297.6 K

D1 1.00000000 sec
TDO 1

—— CHANNEL f1
1H

NUC1

P1 6.75 usec

PL1 4.00 dB

SFO1 300.1318534 MHz

F2 - Processing parameters

SI 3276

SF 300.1300048 MHz
W EM

SSB o

LB 0.30 Hz
GB o

rPC 1.40

Current Data Parameters
NAME pkemamet.p
2

EXPNO
PROCNO 1

F2 - Acquisition Parameters
Date_ 20110927

Time 6.5
INSTRUM spect
PROBHD 5 mm Multinucl
PULPROG _ cosygpqf

iy

SOLVENT Pyr
NS

DS 3

SWH 5995.204 Hz
FIDRES 2.927346 Hz
AQ 0.1708532 sec
RG

DW 83.400 usec
DE 6.00 usec
TE 297.5 K

do 0.00000300 sec
DI 1.48689198 sec
di13 0.00000-

Di6 0.00020000 sec
No 0.00016660 sec

“HANNEL f1 —
1H

PL1 4.00 dB
SFO1  300.1318040 MHz

GRADIENT CHANNEL =———~
M1 SINE.100
SINE.100

Pl6 1000.00 usec
F1 - Acquisition parameters
NDO
TD 186
SFO1 3001318 MHz
FIDRES  32.270973 Hy
SW. 19.999 ppm
FnMODE QF
F2 - Processing parameters
sI 1024
SF 300.1300052 MHz
WDW SINE
LB 0.00 Hz

)
PC 1.40

F1 - Processing parameters
s1 1024
QF
300.1300010 MHz
SINE

0.00 Hz,
0
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"H NMR of compound 2b at 300 MHz (CDCl;)

- M -

M B T = o R

-
8 F 6 5 a 2 2

'H-'H COSY of compound 2b at 300 MHz (CDCl5)

Current Data Parameters
E

NAM pken2.p
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20110722

Time 12.03
INSTRUM spect
PROBHD 5 mm Multinucl
PULPROG 230

D S536
SOLVENT cpC3
NS 6

DS 2

SWH 6172.839 Hz
FIDRES 0.094190 Hz
AQ 5.3084660 sec
RG 574.7

DW 81.000 usec
DE 6.00 usec

TE 207.9 K

D1 1.00000000 sec
TDO 1

CHANNEL f1 =
1H
6.75 usec
4.00 dB
300.1318534 MHz
F2 - Processing parameters
s

1 32768
SF 300.1300068 MHz
W EM

SSB o

LB 0.30 Hz
GB o0

rc 1.40

Current Dats Parameters

NAME phen2p
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters

Date 20110722

Time 12.05

INSTRUN spect

PROBHD S mm Multinucl

PULPROG _ cosyzpaf
2048

SOLVENT Pyr

NS 1

s 8
SWH 5995204
FIDRES 2927346 Hz
AQ 01708532 sec
RG 128
DW 83.400 usec
DE 6.00 usec
TE 297.9 K
do 0.00000300 see
D1 1.48689108 sec
a1 X 0 see
Di6 0.00020000 sec
[ 0.00016660 sec
e CHANNEL il =
H
Fo 6.75 usec
Pi 6.75 usec
PL1 .
SFOI 300.1318040 Mz

286
300.1318 MHz
23446878 Hz

SW
FaMODE

F2 - Processing parameters
1024

o
0.00 1z
o

1.40

Fi - Processing parameters
st 1024

Moz OF
SF 300.1300010 Mz
Wi SINE

S8 o

) 0.00 1z
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'H-"H COSY of compound 3a at 300 MHz (CDCl5)
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Current Data Parameters

NAME pkenn2met.p
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20110317

Time 16.21
INSTRUM spect

PROBHD 5 mm Multinucl
PULPROG zg30

TD ok
SOLVENT CDC13
NS 6

DS 2
SWH 6172.839 Hz
FIDRES 0.094190 Hz

Q 5.3084660 sec
RG 362
DW 81.000 usec
DE 6.00 usec
TE 296.3 K
D1 1.00000000 sec
TDO 1

= CHANNEL f1 =

NUC1 1H
Pr1 6.75 usec
PL1 4.00 dB
SFO1 300.1318534 MHz

F2 - Processing parameters
SI 3276:

SF 300.1300061 MHz
WDW EM

SSB
LB

GB

rC

o
0.30 Hz
o

1.40

pPpm
n Parameters
26110037
0.5 o 16.54
INSTRUM Spect
PROBHD. 5 mm Multinuct
PULFROG " cosvapar
D s
1.0 SOLVENT Pyr
- NS
DS H
Swu 5955.204 1y
FIDRES  "2.557546 iz
Ao 0.1708533 see
1.5 RS fEn
bW 53,400 usec
DE 6,00 usex
T 2575
do 0.00000300 see
2.0 Bl
. ais
DIG  0.00020000 s
INO 0/00016660 ses
CHANNEL 11 —
2.5 i
6.75 s
675 usee
i00'an
300.1318040 Mtz
3.0 GRADIENT CHANNEL -
NAMIUSINE. 100
GPNAMZ  SINE100
v2 000 54
Grra 10:00 7%
3.5 Plo 1000.06 usee
F1- Acquisition parameters
NDO
™ 156
SFo1 3001318 M1,
4.0 FIDRES 33370073 Hy
S 19500 ppm
FavonE SF
F2 - Processing parameters
4 5 S1 10: 5
. SF 3001300082 Mt
Wow SINE
SSB
LB 0.00 11
G o
v 1.4

F1-

Processing parameters
1024

QF
300.1300010 Mz~
SINE

0.00 Hz
o
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W .01 0067 0 1.936 min from Sample 3 of PKC-080611-NNMET-Q1NEG wiff (Turbo Spray), Centroided
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Currcot Data Paramcters
NAME

pkenn2acl.p
EXP?D 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20110310
Time 12.43
INSTRUM spect
PROBHD 5 mm Multinuel
- PULPROG z;
D S8
SOLVENT CDRCI3
NS 16
as 2
SWH 6172.839 Hz
FIDRES 0.093190 Hz
A 5.30384660 scc
G 287.4
DWW 81.000 usecc
DE 6.00 usec
TE 2049 K
D1 100000000 sec
TDo 1
== CHANNEL 1 ===
NUC1 1
g} 6.75 usec
PL1 4.00 AB
SFO1 300.13185349 MHz
F2 - Processing parameters
s1 32768
SF 300.1300037 MLz
WIDW EM
. SSB o
LB 030 H=z
! B o
e > 1.40

COSY

Current Data Parameters
P

NAME kenn2acl.p
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date 20110310

Time 12.43
INSTRUM spect
PROBHD S mm Multinucl
PULPROG sy

i 048
SOLVENT Pyr

NS 1

s =
Wi 4006.410 Hz
FIDRES 1.956255 Ha
Q 0.2556404 sec

RG 128

oW 124.800 usee
DE .00

TE 204.9 K

ao 0.000003

D1 1.48689198 sec

a13 Y sec

D16 0.00020000 scc
No 0.00024960 sec

e CHANNEL ] e
NUCT 1
ro

6.75 usec

G S
Anz NE
@ o o 8
2 10,00
3.5 Pl6 1000.00 usce
Fi - Acquisition parameters
Do’ '

256
300.1318 MHz

) 4.0 A0 Hhy
Ql
L ) sl 1500 152 Mz
4 4.5  {pw RUR
o ' 0.00 1z
%
v 1o
@ @ &3 5.0 ::.]-(j Proccssing parameters
—_ 2 SE7 3001300010 Mtz
I A
I T T T T T T T T T T Fiyg 0.00 Bz
5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 ppm L

'H-'H COSYof compound 3b at 300 MHz (CDCls)
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Current Data Parameters

pkchyptac.p
EXP 1
PROCNO 1
F2 - A Par
Date_ 20110927
Time 17.03
INSTRUM spec
PROBHD S mm Multinuc
PULPROG zg30
™ 65
SorLveENT oo

s 32768
SF 300.1300048 MHz
WDW EM

SSB o

LB 0.30 Hz

GB o

rC 1.40
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"H NMR of compound 3¢ at 300 MHz (CDCls)
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52, Acauisition Parameters
20110027

L - Thn 1 u
PROBUD S mim Wiattinuct
PULPROG ' cosvgpal
0.5 ™ 2048
; SOLVENT Pyr
& NS '
: DS s
5 1.0 Do Srmn
°® %) ) . . AQ T 0.1708532 sec
a ) S 128
| & l‘: 5.00 usec
3 2674
6 ) I 1.5 e
G D (4868918 &
g ) X 3 bodonion i
N 000200
o ) 2.0
R L T —
c n
»o .75
Pl o
PL1
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]

() 00 o

72 10.00 %
Pl6 1000.00 usec

3.5 K1 Acauisition parameters
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&
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'H-"H COSY of compound 3¢ at 300 MHz (CDCl;)
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2a.-Hydroxybetulinic acid Platanic acid Ursolic acid

Fig. S1. Structure of three external test set compound used in this study for QSAR modeling.

Table 1S QSAR models parameter for training set obtained from MLR, methodology.

QSAR R’ R? RZ,, 1 (Test) Spress MAE  RMSE
models (Training) (adj.)
MCF-7 0.96 0.90 0.83 0.87 0.135 0.07 0.08
PC3 0.91 0.75 0.68 0.84 0234  0.12 0.12
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