Supporting Information |

A Ligand-Based Drug Design, Discovery of 4-Trifluoromethyl-7,8-Pyranocoumarin
as a Selective Inhibitor of Human Cytochrome P450 1A2

Jiawang Liu, Peter T. Pham, Elena V. Skripnikova, Shilong Zheng, La’nese J. Lovings, Yuji
Wang, Navneet Goyal, Sydni M. Bellow, Lydia M. Mensah, Amari J. Chatters, Melyssa R.
Bratton, Thomas E. Wiese, Ming Zhao, Guangdi Wang, and Maryam Foroozesh

Contents

e 'HNMR and BC NMR Spectra of all the Tested Compounds and

Critical Intermediates S2-549
e Elemental Analysis of all the Tested Compounds S50-S56
e  Structures of P450 1A2 Inhibitors Used for Alignment Study S57

e  Alamar Blue Cell Viability Assay S58



78FF (Compound 3)

7,8-furanoflavone
Current Data Parameters

O ~ N O 1 ™M 0 O O WO O™~ O (GRS
58 2399 RN % % mm S 22 NAME 7,8-furanoflavone
. o e e e P . . mxmzo “_.
o ™~~~ e © © PROCNO 1
’ ‘ //7\\\ /Mﬂy\ /\XW\ 7 7 F2 - Acquisition Parameters
Date_ 20130320
Time 10.53
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
| DS 2
SWH 6103.516 Hz
FIDRES 0.093132 Hz
AQ 5.3687091 sec
RG 51.8481
DW 81.920 usec
DE 6.50 usec
TE 296.5 K
D1 1.00000000 sec
: : I T I T I TDO 1
7.0 6.8 PPM ———————— CHANNEL fl ==—===—=
o SFO1 300.1818537 MHz
™M o™ NUC1 1H
00 Pl 8.75 usec
~N N PLW1 25.00000000 w
/\ F2 - Processing parameters
ST 65536
SF 300.1800049 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
. N e

L O e I L I L L L L B A I

85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 1.0 ppm
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78FF (Compound 3)

7,8-furanoflavone

Current Data Parameters

S3

o~ — e N O © N — o NAME 7,8-furanoflavone
L © < ™ ™Mo o i) N EXPNO 2
o < o — < 0 © ~ —
.. . . C e . . . PROCNO 1
— o <) o o o ~ o
™ ™ N ~ N o o o
— — — — — — — F2 - Acquisition Parameters
Date_ 20130320
Vol T ]
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 1818
DS 4
SWH 24414.063 Hz
| , FIDRES 0.372529 Hz
AQ 1.3421773 sec
| RG 501.187
I DW 20.480 usec
DE 6.50 usec
| TE 296.6 K
- Pt A Wbt A srhotn D] 2.00000000 sec
e L " — 7 ] 1 1 ] ] Dll 0.03000000 sec
D31 0.00001600 sec
135 130 125 120 115 110 105 100 95 rrm pio 0.02432300 sec
L4 34
L5 49
P32 105.00 usec
) M m;n o CoEWMTS oW ™ TDO 1
< n o~ o OO AT A O~ — o
o SwS o ddnCon® on o - ======== CHANNEL fl ========
~ 0 nw.n MO NNNAHA OO o < SFO1 75.4878687 MHz
— o B I e R = s e — — NUC1 13C
Pl 16.00 usec
PLW1 60.00000000 W
======== CHANNEL f2 ========
SFO2 300.1812007 MHz
NUC2 1H
CPDPRG waltzl6
PCPD2 105.00 usec
PLW2 25.00000000 W
PLW12 0.21336000 W
PLW13 0.23522000 W
. F2 - Processing parameters
ST 32768
SF 75.4803210 MHz
WDW EM
SSB
LB 1.00 Hz
GB
| PC 1.40
|
| [
f
) " ) o L ,_a TRE ) " " ,: M e :if;s, o n ™ TTRRNIRITNIY ke il i A k
I j I j I j I j I j I j I j I j I j |
180 160 140 120 100 80 60 40 20 ppm
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5B7PF (Compound 6)

mw.ﬂmvm_ Current Data Parameters

NAME 5B7PF
EXPNO 1
O ™M — N MW < Lo NOM @ O [QVTe) PROCNO 1
Oy 0O [~ D MO HOOHOONOM™>NO ™ ~ O © o ™~
00 00 O OWOW WP T OOMNN O 0 o < < F2 - Acquisition Parameters
e . . I .« e . Date_ 20130426
[ i e o~ o O O O NelNe) Time 14.06
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 6103.516 Hz
FIDRES 0.093132 Hz
AQ 5.3687091 sec
RG 44.5217
DW 81.920 usec
DE 6.50 usec
TE 296.7 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 300.1818537 MHz
NUC1 1H
Pl 8.75 usec
PLW1 25.00000000 W
F2 - Processing parameters
ST 65536
SF 300.1800050 MHz
WDW EM
I ' I ' I ' I ' I ' I ' I ' I ' I ' SSB 0
LB 0.30 Hz
8.0 7.8 7.6 7.4 7.2 7.0 6.8 6.6 ppm &
PC 1.00
OMAONOMLO T LWL NWOMOOO N < O O
NI MOHOOODOONO>NO ™I~ OO O O
OU Qu OU Qu £u ﬂu KJ EJ Aﬁ Aﬂ Aﬁ Aﬂ OJ QJ GL [QVIANCIRNC NS O 0 "
A N A A A A RN N NN

6.475
—5.250

1.0

2.08
1.04
2.04
2.00
0.97
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5B7PF (Compound 6)

5B7PF

Current Data Parameters

NAME S5B7PF
S~ < o< N O M LW M~ EXPNO 2
Cord S AR AR W PROCNO 1
A vINARA = AAXILES ~ F2 - Acquisition Parameters
— — o B B e B B B o M | ~ Umﬁ®| 20130426
Time 14.24
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 2000
DS 4
SWH 24414.063 Hz
FIDRES 0.372529 Hz
AQ 1.3421773 sec
RG 501.187
A , DW 20.480 usec
DE 6.50 usec
TE 296.9 K
" L » » " D1 2.00000000 sec
he N " o ¥ N M M D11 0.03000000 sec
——— ——— ———— ——— ———— ——— ——— ——— — N D31 0.00001600 sec
4 4 4 4 4 4 4 4 4 4 I pao 0.02432300 sec
160 155 150 145 140 135 130 Ppm 78 77 Ppm ﬂ M
P32 105.00 usec
™ O~ O N N—HOWMOON < 0 TDO 1
o O o -~ O MO NOY O~ WOWO AN o O [e0] (o)) ~
- oo oo Sodeoeres oa OO o g ======== CHANNEL fl —=======
~ 0w nwn MMM NNNNN — O [cslIRSE ~ o e} SFO1 75.4878687 MHz
— — L B B R e e I B | — [ W) ~ o~ Lo NUC1 13C
Pl 16.00 usec
PLW1 60.00000000 W
======== CHANNEL f2 ========
SFO2 300.1812007 MHz
NUC2 1H
CPDPRG[2 waltzlé
PCPD2 105.00 usec
PLW2 10.00000000 W
PLW12 0.36280999 W
PLW13 0.40000001 W
F2 - Processing parameters
SI 32768
SF 75.4803210 MHz
WDW EM
SSB 0
| 1B 1.00 Hz
, GB 0
PC 1.40
, ,
I , ,
: , | ,

N | .l L o

190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
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5B78FF (Compound 7)

5B78FF

7.943
7.938
7.934

0 ™
INEN
o o
~ o~

7.918
7.915

7.911

S )

7.677
7.673
7.649
7.556
7.543
7.538
7.533

00
SR
0 W0
o~ o~

7.433
7.427
7.409
7.405
7.388
7.384
7.327
7.310
7.303
7.295
7.278

\

[

_— 6. 9536
S T—6.954

6.771

7.918
7.915
7.911
7.677
7.673
7.649
7.556
7.543
7.538
7.533
7.528
7.521
7.512
7.433
7.427
7.409
7.405
7.388
7.384
7.327
7.310
7.303
7.295
7.278

|
|

6.956
6.954
6.771
6.696
6.693
6.689

—5.292

T

Current Data Parameters

NAME
EXPNO
PROCNO

5B78FF (II)
1

1

F2 - Acquisition Parameters

Date_
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

SWH
FIDRES
AQ

RG

DW

20130709
14.42
FOURIER300
5 mm DUL 13C-1
zg30
65536
CDC13
32
2
6103.516 Hz
0.093132 Hz
5.3687091
85.7801
81.920 usec
6.50 usec

297.8 K
1.00000000

CHANNEL f1
300.1818537 MHz
11
8.75 usec
25.00000000 W

F2 - Processing parameters

ST
SF
WDW
SSB
LB
GB
PC

65536
300.1800050 MHz
EM
0.30 Hz

1.00

T

Enamamana

8.5

T

8.0

MO AN T
Olr=ON N

ol i+

I
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L I
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L |

(22]5 el g
(o) =]f=)

Sl

T

R
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5B78FF (Compound 7)

5B78FF

Current Data Parameters

NAME 5B78FF (II)
%) — N N © o — ~ EXPNO 2
° AN S 3 3 PN PROCNO 1
% ﬂ ﬂ w % nﬂ % % F2 - Acquisition Parameters
— — — — — — Date_ 20130710
Time 18.29
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 15000
DS 4
SWH 24414.063 Hz
FIDRES 0.372529 Hz
AQ 1.3421773 sec
RG 501.187
DW 20.480 usec
DE 6.50 usec
TE 298.4 K
D1 2.00000000 sec
D11 0.03000000 sec
D31 0.00001600 sec
D40 0.02432300 sec
138 137 136 135 134 133 132 131 130 129 128 127 126 125 prm WM Mw
P32 105.00 usec
[e0] O 0w —HONn OOV ANOOLO O DO 1
[ N < O+ O OO ANO MW O LW — o o ~
. T BV B P L N ° %) ======== CHANNEL fl ========
~ \SRToRToNToNTel NN ONNNNN— O o < — ™ SFO1 75.4878687 MHz
— o L B B B e T T R e R e I e R | [ o r~ — NUC1 13C
Pl 16.00 usec
PLW1 60.00000000 W
======== CHANNEL f2 ========
SFO2 300.1812007 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 105.00 usec
PLW2 10.00000000 W
PLW12 0.36280999 W
1: PLW13 0.40000001 w
F2 - Processing parameters
ST 32768
SF 75.4803210 MHz
WDW EM
SSB 0
LB 1.00 Hz
[ GB 0
, ! , Lo PC 1.40
I , ,
, [ ,
| |
" A 4 W WY Y il zfzkg Mopt o kzp iy oy oy X | ww;%§34¢n v Vit
j I I j I j I j I I I j I j I j I j I j I
180 160 140 120 100 80 60 40 20 0 -20 ppm
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5H78FF (Compound 8)

S5H78FF

Current Data Parameters

0 MmWOWMmOo O N~ A MO o —~ 0 o~ < ©
RNNSRS sreborag S8 2 2ng NAME 5H78EF
. . . . . . . . mxmzo “_.
N NS S S S S © © © ©0 © © PROCNO 1
N\ 7 Vol N o sequiescion raraneters
Date_ 20130916
Time 17.18
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
: DS 2
SWH 6103.516 Hz
FIDRES 0.093132 Hz
! AQ 5.3687091 sec
I RG 92.391
DW 81.920 usec
DE 6.50 usec
TE 296.3 K
D1 1.00000000 sec
A 4 A 4 A 4 A 4 A 4 A 4 A 4 A 4 + D0 1
8.0 7.8 .0 7.4 7.2 7.0 6.8 PPM  —======= CHANNEL f1l ========
™~ SFO1 300.1818537 MHz
™ OMWOWMOITOMMESLI AMOO I = N I — O M o
© NONNNAOOSOWOIFTANOIOWOM®MN ~ o NUC1 1H
OV O3 0V OY O O N D 1D 1N LD 1) 1D 0 @ [~ 0 0 © < p1 8.75 usec
S A N A A A A VR R C RN N~ PLW1 25.00000000 w
fLHMWmWWMWWW%MnﬂkmNNWMW“WMMMNWNWNW“W\L /\ F2 - Processing parameters
ST 65536
SF 300.1800050 MHz
WDW EM
i SSB 0
LB 0.30 Hz
GB 0
PC 1.00

Lh . . S %k L

L L L B B B L LA

L e B I L I

(o]
~ 4

12 11 10 9 6 5 4 3 2 1 ppm
() < O ™ M AN (=]
[<2] < I~ o
Q o S o0 S
o A K sp ] o|lo|o (3]
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5H78FF (Compound 8)

S5H78FF

Current Data Parameters

S9

NAME S5H78FF
0 [e)) o~ [e)] o~ EXPNO 2
aa o N S AT o & PROCNO 1
o . . . . . . eV o~
b} N S 52 o o F2 - Acquisition Parameters
— — — — — o) o Date_ 20130916
Time 17.26
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 12000
DS 4
SWH 24414.063 Hz
FIDRES 0.372529 Hz
| , AQ 1.3421773 sec
RG 501.187
, DW 20.480 usec
| | DE 6.50 usec
TE 296.5 K
D1 2.00000000 sec
" . D11 0.03000000 sec
— — . — — — ] — — — — — D31 0.00001600 sec
4 4 4 4 4 4 4 4 4 ' Dpao 0.02432300 sec
135 130 125 120 115 110 105 100 95 prm WM M
P32 105.00 usec
IS oo o » 0 O W~ N O N TDO 1
™ <A~ O O o AN~ N oms 0 ™ ©
o ao g o o o o ore N9 %) ======== CHANNEL fl ========
[ee] NeNToRToRToRNES | MM NN — oo o 1 o SFO1 75.4878687 MHz
— o — — — [©)WNe) — NUC1 13C
Pl 16.00 usec
PLW1 60.00000000 W
======== CHANNEL f2 ========
SFO2 300.1812007 MHz
NUC2 1H
CPDPRG[2 waltzl6
I PCPD2 105.00 usec
PLW2 10.00000000 W
PLW12 0.36280999 W
PLW13 0.40000001 W
F2 - Processing parameters
ST 32768
SF 75.4803210 MHz
WDW EM
SSB
| LB 1.00 Hz
, , GB
| PC 1.40
,
, |
Lo
I
|
- " ,A A , , , ol
j I j I j I j I j I j I j I j I I I I j
180 160 140 120 100 80 60 40 20 0 -20 ppm
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P7AF (Compound 9)

P7AF

Current Data Parameters

NAME N-Propargyl-7-aminoflavone
O o~ < o O 0 — O o O O O OO O IO O EXPNO 3
M AN - O o O 0 0N < O < ™M N O o~ <M PROCNO 1
O O oo o~ o~ 0 0 w0 N N N 0O 0O [~ [~ [~ ™~
N : ot ot NN F2 - Acquisition Parameters
00 0O O o~ o~ o~~~ o~~~ [NoIANC AN NN o] Date 20140625
Time 13.50
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg30
TD 65536
SOLVENT DMSO
NS 16
DS 2
SWH 6103.516 Hz
FIDRES 0.093132 Hz
AQ 5.3687091 sec
RG 16.4278
DW 81.920 usec
DE 6.50 usec
TE 295.6 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 300.1818537 MHz
NUC1 1H
Pl 8.75 usec
PLW1 25.00000000 W
F2 - Processing parameters
ST 65536
SF 300.1799995 MHz
WDW EM
T T T T T T T T T T T T T T T T oon 0
1B 0.30 Hz
8.0 7.8 7.6 7.4 7.2 7.0 6.8 ppm 0
PC 1.00
OO OO W OWOo O OO OO <~ OOy o (N N0
MANATH OOV FOFITNHONOWSIT M O T mMm — — O
oo WU ANNNOWOWS >~~~ o O O o N N N
[celNe e o e ol n il m il e N N INC N INe Ne Ne) A ASARA N AN oMo om
|
\?r

) I I L L B RN

85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 1.0 05 ppm

NN O o ()] (2]
Qe < ® @ ]
AN ™[] [y N o
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P7AF (Compound 9)

P7AF

Current Data Parameters

NAME N-Propargyl-7-aminoflax
[Q\Iee} N O O o < EXPNO 2
o s S 3 N PROCNO 1
- ﬁ M % % = B F2 - Acquisition Parameters
— — — — Date_ 20140625
Time 18.13
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30
TD 65536
SOLVENT DMSO
NS 14000
DS 4
SWH 24414.063 Hz
FIDRES 0.372529 Hz
AQ 1.3421773 sec
h | RG 501.187
DW 20.480 usec
[ DE 6.50 usec
TE 295.9 K
D1 2.00000000 sec
D11 0.03000000 sec
. . . . . . . . . . . . . D31 0.00001600 sec
4 4 4 4 4 4 4 4 4 4 4 4 ' Dpao 0.02432300 sec
134 132 130 128 126 124 122 120 118 116 114 112 ppm WM Mw
P32 105.00 usec
IS\ T o ~ <O M NN N TDO 1
0 o ™ [T R Y o~ ~ T} © —
@ Ge o Sooes  we o R N ===ce-c= CHANNEL £l ========
~ o n 0 MmO NNN —— O ~ — < o~ SFO1 75.4878687 MHz
— — — — — — (&)} o) ~ o NUC1 13C
Pl 16.00 usec
PLW1 60.00000000 W
======== CHANNEL f2 ========
SFO2 300.1812007 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 105.00 usec
PLW2 10.00000000 W
PLW12 0.36280999 W
PLW13 0.40000001 W
Ll F2 - Processing parameters
ST 32768
SF 75.4803210 MHz
WDW EM
SSB 0
LB 1.00 Hz
, GB 0
, PC 1.40

LA , ,
B T I I I I I I I A R R AR
190 180 170 160 150 140 130 120 110 100 9 80 70 60 50 40 30 20 10 O ppm
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DP7AF (Compound 10)

DP/AF

<
<
N
[ee]

——8.215

7.942
7.936
7.919
7.910

L
~

6.826

8.244
8.215
7.942

7.936
7.919
7.910
7.665
7.660
7.551
7.545
7.535
7.527

7.466
7.460
7.438

7.432
6.826

SN

L

A

L

Current Data Parameters

NAME N,N-Dipropargyl-7-aminoflavone
EXPNO 3
PROCNO 1

F2 - Acquisition Parameters

Date_ 20140624

Time 17.24
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 32

DS 2

SWH 6103.516 Hz
FIDRES 0.093132 Hz
AQ 5.3687091 sec
RG 75.8519

DW 81.920 usec
DE 6.50 usec
TE 295.3 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 300.1818537 MHz
NUC1 1H

Pl 8.75 usec
PLW1 25.00000000 W
F2 - Processing parameters
SI 65536

SF 300.1800049 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

LR I

8.5

T

4

AAAA%AAAA%AAAA%AAAA%AAA

s

7.0

o
(=2}

o

6.5

6.0

i L B

5.5

5.0

N~
S
-

h.m

o
o

o

T T

Po

I D

3.5

I B

J_mﬂ

<<<<4<<<<4<<<<4<<<<

1.5 1.0

I

1

0.5 ppm
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DP/AF

Current Data Parameters

DP7AF (Compound 10)

NAME N, N-Dipropargyl-7—-aminc
%_OM % _ﬁ/u% N [e0) <t o EXPNO 2
~ 0 — < ™ © ™ ~ ) PROCNO 1
. . . < ~ ™ ™
g w % % © — “ - F2 - Acquisition Parameters
— — — ™~ ~ o~ ™~ Date_ 20140624
Time 17.31
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 15000
DS 4
SWH 24414.063 Hz
FIDRES 0.372529 Hz
AQ 1.3421773 sec
RG 501.187
| DW 20.480 usec
| | DE 6.50 usec
TE 295.5 K
}(). D1 2.00000000 sec
D11 0.03000000 sec
D31 0.00001600 sec
D40 0.02432300 sec
133 132 131 130 129 128 127 126 pprm 79 78 77 76 75 74 pprm WM Mw
P32 105.00 usec
™ ™ O o © OO A~ MO ™~ © TDO 1
o~ ~ o0 ~ W A<M N N O~ Q <~ O N o
o T 0 P S . SN ° % ======== CHANNEL fl ========
~ N} [TolTol < MO NNNN o @~ mnm < o SFO1 75.4878687 MHz
— — — — — — — [ e e [T9) o NUC1 13C
Pl 16.00 usec
PLW1 60.00000000 W
======== CHANNEL f2 ========
SFO2 300.1812007 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 105.00 usec
PLW2 10.00000000 W
PLW12 0.36280999 W
, PLW13 0.40000001 W
F2 - Processing parameters
ST 32768
SF 75.4803210 MHz
WDW EM
SSB 0
LB 1.00 Hz
, GB 0
PC 1.40
, 1
! ,
, ,

190 180 170 160 150 140 130 120 110 100 90

80

S13
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78PyF (Compound 11)

.ﬂ mm%m_ Current Data Parameters

NAME 78Pyridinoflavone
EXPNO 1
N~ 0 M0~ —HLWOoWwO MM < O N < M~ 0 O o) PROCNO 1
N OO~ < O < AN~ 0 o N OO0~ OWMAN H O —
OO AN AN AN NN A [ e QQr~r-~- - 0w OO N F2 - Acquisition Parameters
caoo oo @ 0 0 © © ® ~~ O e  a a aa ~ wwwml No:mmwm
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg30
TD 65536
SOLVENT DMSO
NS 16
DS 2
SWH 6103.516 Hz
FIDRES 0.093132 Hz
II AQ 5.3687091 sec
RG 58.5143
DW 81.920 usec
DE 6.50 usec
TE 295.6 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 300.1818537 MHz
NUC1 1H
Pl 8.75 usec
PLWL 25.00000000 w
F2 - Processing parameters
SI 65536
SF 300.1799997 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00

| J

L I R L ) e O L L B A

I
9 8 7 6 5 4 3 2 1 ppm
({e] bk 22dE=JK=2] o
(2] (=)= =]}=] o
- M-~ [+~
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78PyF (Compound 11)

78PyF

——132.364
——131.619
——131.409
——129.694
__—126.949
T~—126.901
——124.114
——123.128

—120.157

—119.607

133 132 131 130 129 128 127 126 125 124 123 122 121 120

N O <O O O NHOONOOAMWOW A ™
o o~ ~ O N MO OO O ™~
o~ N M N O N 00O MmO
~ ] [IolToyTo] MM MO ANNNANNNA O
— — — o~ L B B B B R R e e R B |

L Ll

|

ppm

Current Data Parameters

NAME 78Pyridinoflavone
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date_ 20140627

Time 18.28
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30

TD 65536
SOLVENT DMSO

NS 20000

DS 4

SWH 24414.063 Hz
FIDRES 0.372529 Hz
AQ 1.3421773 sec
RG 501.187

DW 20.480 usec
DE 6.50 usec
TE 295.7 K

D1 2.00000000 sec
D11 0.03000000 sec
D31 0.00001600 sec
D40 0.02432300 sec
L4 34

L5 49

P32 105.00 usec
TDO 1
======== CHANNEL fl ========
SFO1 75.4878687 MHz
NUC1 13C

Pl 16.00 usec
PLW1 60.00000000 W
======== CHANNEL f2 ========
SFO2 300.1812007 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 105.00 usec
PLW2 10.00000000 W
PLW12 0.36280999 W
PLW13 0.40000001 w

F2 - Processing parameters
ST 32768

SF 75.4803210 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40

190 180 170 160 150 140 130 120 110 100 90

80

70

60

50

40

30 20

10 O ppm
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Typewritten Text
78PyF (Compound 11)


78DOF (Compound 12)

78DOF

MO N WL O —HO MO OO WO o
O O OO W~ MHAN—AO OO O ™~ ™~
G) O) 0O GO GO W OO LWL W00
e i SIS S S S

—6.950
—6.922

L L L I L B L I I I I I I

8.0 7.9 7.8 7.7 7.6 7.5 7.4 7.3 7.2 7.1 7.0 6.9 ppm
MONOND VO AHANDNIOANOWOOTON O LD
CONWOEOETMAN—TOON™I~ION O
MO WOPPOMOEWVIDLD ST TTNNEA
R A A A A N A R

e

1 .

1

Current Data Parameters

NAME 78DOF
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20140602

Time 10.11
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 16

DS 2

SWH 6103.516 Hz
FIDRES 0.093132 Hz
AQ 5.3687091 sec
RG 32

DW 81.920 usec
DE 6.50 usec
TE 296.1 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 300.1818537 MHz
NUC1 1H

Pl 8.75 usec
PLW1 25.00000000 W
F2 - Processing parameters
SI 65536

SF 300.1800049 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

|

[

AR

85 8.0

T

7.5

T

7.0

T

6.5

T

6.0

T

5.5

T

5.0

T

4.5

|

4.0

|

3.5

I B

3.0 25

T

2.0

O |0 Q| o
9 OI® (<21 =} o

|v—|| N (=218 (9}

T

1.5

T T

AR

1.0

T

0.5

I

T

ppm
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78DOF (Compound 12)


78DOF (Compound 12)

78DOF

141.142
—134.776
_—131.647
TT—131.423
—129.052
—126.191

_—120.129
TT—119.943

_—107.136
TT~—106.951

—103.267

R e s L j I j T
140 135 130 125 120 115 110 105 pprm

— ) < < OO N0 ™M SilTol

< 0 < o SO S O o — o

~ ~ ~ e i N IR =R=N = oo

o~ © 0 TN MO NN N o oo

— — — s [ I [ Qe g —

Modatlh

Current Data Parameters

NAME 78DOF
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date_ 20140602

Time 10.17
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30

TD 65536
SOLVENT CDC13

NS 626

DS 4

SWH 24414.063 Hz
FIDRES 0.372529 Hz
AQ 1.3421773 sec
RG 501.187

DW 20.480 usec
DE 6.50 usec
TE 296.4 K

D1 2.00000000 sec
D11 0.03000000 sec
D31 0.00001600 sec
D40 0.02432300 sec
L4 34

L5 49

P32 105.00 usec
TDO 1
======== CHANNEL fl ========
SFO1 75.4878687 MHz
NUC1 13C

Pl 16.00 usec
PLW1 60.00000000 W
======== CHANNEL f2 ========
SFO2 300.1812007 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 105.00 usec
PLW2 10.00000000 W
PLW12 0.36280999 W
PLW13 0.40000001 W

F2 - Processing parameters
ST 32768

SF 75.4803210 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40

190 180 170 160 150 140 130

120

110

100

50

40

30
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Typewritten Text
78DOF (Compound 12)


4P7PC (Compound 13)

TP4PC

A NONOSOOWOWMSMOMOO LN O™ O o O~ 0w
ON OO0 FIFMNONNN—A AN oo ~ O ™M
SRR I ) oo 0 0O O
R A N N N N T N NN ~ o~ 0 L

L L B B I I L B L A L B AL AL AL

7.6 7.5 7.4 7.3 7.2 7.1 7.0 6.9 6.8 ppm

AT NOWLOSONWOVMEMOMOAOAL O™ WO O™ 0w o ™ < 0
NN —TFTOODNOUIFITNONANNNAADNO OSSO MM >~ © © ™~ ©
OO TTONOOO O WO DN o~ o~ 000
I e e e e o e L il i o o Ve BN N RN B Ne) < < N NN

e v \

DN

L pﬁf

Current Data Parameters

NAME TP4PC
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20140506

Time 11.35
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 16

DS 2

SWH 6103.516 Hz
FIDRES 0.093132 Hz
AQ 5.3687091 sec
RG 31.8342

DW 81.920 usec
DE 6.50 usec
TE 295.6 K

D1 1.00000000 sec
TDO 1
======== CHANNEL f1l ========
SFO1 300.1818537 MHz
NUC1 1H

Pl 8.75 usec
PLW1 25.00000000 W

F2 - Processing parameters
SI 65536

SF 300.1800049 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

Ju

R B D DL D N D L D D D L D D

I

L LA I

85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 1.0

| wn (==} (= o) =
Q2 (2= e e e
™M™ - - N -

I

T

ppm
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4P7PC (Compound 13)


4P7PC (Compound 13)

TP4PC

Current Data Parameters

NAME TP4PC
©®ea N o m m PROCNO 1
A223 o9y ~ © F2 - Acquisition Parameters
o — ™~ ™~ Date_ 20140506
Time 11.53
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
I PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 2000
DS 4
SWH 24414.063 Hz
FIDRES 0.372529 Hz
f, AQ 1.3421773 sec
RG 501.187
DW 20.480 usec
, DE 6.50 usec
TE 295.8 K
C D1 2.00000000 sec
D11 0.03000000 sec
— - . —_— . — . . — D31 0.00001600 sec
4 4 4 4 4 4 4 4 I pao 0.02432300 sec
130 125 120 115 110 Ppm 78 77 ppm ﬂ Mw
P32 105.00 usec
W O < <t >~ 0>~ 00 O N O O [e0] D0 1
o < -~ -~ < O oM N~ ™M o o O o
. 5 o @ o ST " : ======== CHANNEL fl —=======
NeRNCiToRTel M NN NN — o ~ 0 Ne) SFO1 75.4878687 MHz
— — — — o~ - [T NUC1 13C
Pl 16.00 usec
PLW1 60.00000000 W
======== CHANNEL f2 ========
SFO2 300.1812007 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 105.00 usec
PLW2 10.00000000 W
PLW12 0.36280999 W
! PLW13 0.40000001 w
F2 - Processing parameters
SI 32768
SF 75.4803210 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
,, ] PC 1.40
|
,
,
R I I B B L L I I B I I I B S L AR R R AR
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
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4P7PC (Compound 13)


3M4P7PC (Compound 14)

3-methyl-4-phenyl-7-propargyloxy—-coumarin (7P3M4PC)
OSSO MAN OO0 — WO o N0 o o N — N Current Data Parameters
RS Sl el At A S aaaaan N9 meen 0 1
D~ DS DS DS S S S S S S S S S S S v v © © W © WWMMZO 1
fhﬁﬁﬂﬂﬁﬁ%ﬂhy/\%MWWWWMMM“W\_ f/My/\xW\\ /\ 7 7 /\ /\ F2 - Acquisition Parameters
Date_ 20130319
Time 16.29
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 6103.516 Hz
FIDRES 0.093132 Hz
AQ 5.3687091 sec
RG 28.4444
DW 81.920 usec
DE 6.50 usec
TE 296.6 K
D1 1.00000000 sec
TDO 1
5 8 ======== CHANNEL fl ========
SFO1 300.1818537 MHz
DO AAOOVOIFTOL OO HONHN O oo AN <O L0
OF TN AN A AO O~ O O™ O ™ N © w0 < ol NUC1 1H
TTFTFNNNNN— OO OO I~ ™~ [~ ™~ o~~~ EelIoNTo) N Pl 8.75 usec
N A R R - R R C R R R < < INENEN o PLW1 25.00000000 W
fhﬂwyfﬂ/vMWWMWNWWWMWWWWNWN\L /\ /L\\ F2 - Processing parameters
ST 65536
SF 300.1800048 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
[
. .
R e e L I
7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 25 2.0 1.5 1.0 ppm
o BOIANANO - o [Lo]
N o0 T O (e} - o)
SRS S S S
(32} ANO| ™~ v AN - ™
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3M4P7PC (Compound 14)


3M4P7PC (Compound 14)

3-methyl-4-phenyl-7-propargyloxy—-coumarin

(7P3M4PC)

[ee] AN [~ < o — 19} N
o~ <+ N ~ N n
o [celNe s N @) [ (@] <
1] G0 0O 0O O ()] 19} N
o NN AN AN — — —
— — — — —

s
~

h L

—77.546
—76.402

135 130 125 120 115 ppm 79 78 77 76 ppm
=32 285 R R R R = == o 3
WA \/
[
,
,
| ,
| |
1L
I " I " _%, 1”;: I " I , " %L ,,A I I " 4, " ,
180 160 140 120 100 80 60 40 20 ppm

Current Data Parameters

NAME 7P3M4PC
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date_ 20130319

Time 16.33
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30

TD 65536
SOLVENT CDC13

NS 1009

DS 4

SWH 24414.063 Hz
FIDRES 0.372529 Hz
AQ 1.3421773 sec
RG 501.187

DW 20.480 usec
DE 6.50 usec
TE 296.8 K

D1 2.00000000 sec
D11 0.03000000 sec
D31 0.00001600 sec
D40 0.02432300 sec
L4 34

L5 49

P32 105.00 usec
TDO 1
======== CHANNEL fl ========
SFO1 75.4878687 MHz
NUC1 13C

Pl 16.00 usec
PLW1 60.00000000 W
======== CHANNEL f2 ========
SFO2 300.1812007 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 105.00 usec
PLW2 25.00000000 W
PLW12 0.21336000 W
PLW13 0.23522000 W

F2 - Processing parameters
ST 32768

SF 75.4803210 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40

S21


qizhao
Typewritten Text
3M4P7PC (Compound 14)


4M7PC (Compound 15)

TP4MC

Current Data Parameters

n oy M <O O H M N <O [e)JNe] NAME TBaMC
< N DN ON o 00 = oo EXPNO z
[ToNToNTo) G OV O O O O o RTo TS < < PROCNO 1
[ e W W W W W NN N NN F2 - Acquisition Parameters
Date_ 20140630
Time 11.03
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 6103.516 Hz
I FIDRES 0.093132 Hz
AQ 5.3687091 sec
RG 32
DW 81.920 usec
DE 6.50 usec
TE 295.9 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
| SFO1 300.1818537 MHz
NUC1 1H
Ij! 31 8.75 usec
PLW1 25.00000000 w
F2 - Processing parameters
SI 65536
T I T I T I T I T I ! [ T T T T T T T T T SF 300.1800000 MHz
WDW EM
SSB 0
7.6 7.4 7.2 7.0 prm 2.8 2.6 2.4 2.2 ppm % R
GB 0
OO M OO HM o o m N O o) © PC 1.00
TN H WD N A 0 n ~ 0 [N BnNeoNel
N 10O 10 S OOy O O O — o~~~ N 0w <<
~r~ 00O O OO O © < < NN AN NN

<
£
N
~
<
£
N

L 5

e I I L L B RN AL

85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 1.0 05 ppm

(2] o o (2] (oo ](Xe)]
S S S S % o

- o - o ola
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4M7PC (Compound 15)


TP4MC

Current Data Parameters

S23

4M7PC (Compound 15)

NAME 7P4MC
o < <t o~ EXPNO 2
3 s s 5 2 PROCNO 1
. . o . . <t [Te)
a o ay S - © F2 - Acquisition Parameters
— — — ~ ~ Date_ 20140706
Time 21.38
7 /\ INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30
TD 65536
, SOLVENT CDC13
NS 10000
DS 4
SWH 24414.063 Hz
FIDRES 0.372529 Hz
AQ 1.3421773 sec
RG 501.187
DW 20.480 usec
DE 6.50 usec
TE 296.3 K
ﬁ D1 2.00000000 sec
;; D11 0.03000000 sec
D31 0.00001600 sec
R e e e B D40 0.02432300 sec
125 120 115 110 105 ppm 78 77 ppm H M
P32 105.00 usec
< N~ o N = o < DO 1
—H M O [Xe) N~ — ™ ~ &)
RN 6 sda o = - ' =omeme== CHANNEL £l =mem==es
NoRVCIToNTe) N — o ~ © o e} SFO1 75.4878687 MHz
Pl 16.00 usec
PLW1 60.00000000 W
======== CHANNEL f2 ========
SFO2 300.1812007 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 105.00 usec
PLW2 10.00000000 W
PLW12 0.36280999 W
PLW13 0.40000001 w
F2 - Processing parameters
ST 32768
SF 75.4803210 MHz
WDW EM
SSB 0
| LB 1.00 Hz
GB 0
PC 1.40
f
f

B I I I I A R R A R
170 160 150 140 130 120 110 100 9 80 70 60 50 40 30 20 10 O -10 -20 ppm
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Typewritten Text
4M7PC (Compound 15)


4TF7PC (Compound 16)

TPA4TEC

Current Data Parameters

oONw I~ Ao M N~ oo ol
5282303 255 33 NAMNE TPATFC
. o . o e . . . . . mxwzo “_.
O e ~ © © © © © PROCNO 1
fhﬂhy.%W“V\ ///\\\ /\ F2 - Acquisition Parameters
| Date_ 20140508
Time 11.01
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
: DS 2
SWH 6103.516 Hz
, FIDRES 0.093132 Hz
! AQ 5.3687091 sec
RG 52.2894
! , DW 81.920 usec
, DE 6.50 usec
x\ﬁGg/f TE 296.2 K
D1 1.00000000 sec
TDO 1
7.8 7.7 7.6 7.5 7.4 7.3 7.2 7.1 7.0 6.9 6.8 6.7 6.6 PPM  —======= CHANNEL f1l ========
SFO1 300.1818537 MHz
O~ A O M MM~ 0O L™ o o O
mOOWOTMM OO~ < < o © o o @ NUC1 1H
OO WWWYWWWYO O OO O W ~ o~ © 10O P1 8.75 usec
R e T R R e R R e < < N NN PLW1 25.00000000 W
f/UWWFMW“VL ///\\\ /\ /\ //V\ F2 - Processing parameters
ST 65536
SF 300.1800051 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
,
1. %[
lfngfillkllL \gf(l% 1
S L R I T T T T T T T Tt T
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 ppm
(2] - AN < (=}
(a0 < AN N o
Qe A - Q
- N - N -
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4TF7PC (Compound 16)


TPATEC

Current Data Parameters

NAME TP4TFC
SR ToN N ™M m — MO N EXPNO 2
R - o A mm PROCNO 1
S99 oL a9y © © F2 - Acquisition Parameters
— — — [ Date_ 20140512
Time 11.57
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30
D 65536
SOLVENT CDC13
NS 2000
DS 4

: SWH 24414.063 Hz
FIDRES 0.372529 Hz

AQ 1.3421773 sec
RG 501.187

DW 20.480 usec
DE 6.50 usec
TE 296.1 K

D1 .00000000 sec
D11 .03000000 sec

2
0
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T UWH O.OOOOH@OO sec
4 _ 4 I D40 0.02432300 sec
Hmm th @@B Hmm 5 @@B pr perm 77 pem WM M
P32 105.00 usec
NN O — [~ N O ITM-OWAN®MNS WO~ O o ™ o
. . P . e e e e e e e e . o) O ™
— o 0 N O NOOMAOANOMANNNN> N . ======== CHANNEL fl ========
NI ToRNNTo) < S NNNNAAAAAAAOD O 0 © SFO1 75.4878687 MHz
Pl 16.00 usec
PLW1 60.00000000 W
======== CHANNEL f2 ========
SFO2 300.1812007 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 105.00 usec
PLW2 10.00000000 W
PLW12 0.36280999 W
PLW13 0.40000001 w
F2 - Processing parameters
SI 32768
SF 75.4803210 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
| |
|| | ,

| i NN |

4TF7PC (Compound 16)

L L I I L L L L L L I I I L L L L L L L I L L

160 150 140 130 120 110 100 90 80 70 60 50 40 30 ppm
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4TF7PC (Compound 16)


4P78PC (Compound 17)

78P4PC

N HWOW AN O NSO CWVWT O™ AW O W O
HoOooOoONMANNH—HOO® DT A A O 0 w0 mm
FoNTS IS I I IR SIS S ) [SEsNeNeNeNoNaNs} [NeRVCRVCNC]
[ e e e I L 0

—17.217
—7.188

;
/
§
/
N

L B L L B B L L B L B I

7.6 7.5 7.4 7.3 7.2 7.1 7.0 6.9 6.8 6.7 6.6 ppm

5 850
4.949
4.943
4.938
4.931

) |

Current Data Parameters

NAME 78P4PC
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20140513

Time 17.14
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 16

DS 2

SWH 6103.516 Hz
FIDRES 0.093132 Hz
AQ 5.3687091 sec
RG 41.2349

DwW 81.920 usec
DE 6.50 usec
TE 295.9 K

D1 1.00000000 sec
TDO 1
======== CHANNEL f1l ========
SFO1 300.1818537 MHz
NUC1 1H

Pl 8.75 usec
PLW1 25.00000000 W

F2 - Processing parameters
ST 65536

SF 300.1800048 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

A e

O L I L B R |

85 80 75 70 65 60 55 50 45 40 35 30 25 20

T 0N WO o oy o [=}
QX <@ Qe Q
ANNOIO - - - N

U A

1.5 1.0
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4P78PC (Compound 17)


78P4PC

Current Data Parameters

S27

NAME 78P4PC
o 1 M N e AN o ™M M O < EXPNO 2
o b oo™ o % o SHe = PROCNO 1
% M % % Wm ﬂ N B M M w F2 - Acquisition Parameters
— — o — — — — Date_ 20140513
Time 17.19
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30
, TD 65536
, SOLVENT cpCl3
NS 8000
DS 4
SWH 24414.063 Hz
FIDRES 0.372529 Hz
Lo AQ 1.3421773 sec
RG 501.187
DW 20.480 usec
, , DE 6.50 usec
TE 296.1 K
C D1 2.00000000 sec
D11 0.03000000 sec
. . . . . . . . . . . . . . . . . . . . . . . . . . . . D31 0.00001600 sec
4 4 4 4 4 4 ' Dpao 0.02432300 sec
135 130 125 120 115 110 pprm WM M
P32 105.00 usec
— O~ o ~ O 1 O O ™~ o N O 00 WO DO 1
o o N NDWMe 0 ©WOoLWr < ~
SEe o P S . ° ======== CHANNEL fl ========
[CRNToNTe] [T9) M NNNN N A A A NeJ SFO1 75.4878687 MHz
— — L B e B B e B | o O NUC1 13C
Pl 16.00 usec
PLW1 60.00000000 W
======== CHANNEL f2 ========
SFO2 300.1812007 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 105.00 usec
PLW2 10.00000000 W
PLW12 0.36280999 W
PLW13 0.40000001 w
F2 - Processing parameters
ST 32768
SF 75.4803210 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40

i | |

4P78PC (Compound 17)

L L L I L L I L B I L B L I L I IR LR RRS

170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
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4P78PC (Compound 17)


3M4P78PC (Compound 18)

Current Data Parameters

NAME 7TH3M4PC_78pyran
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20130504
Time 12.57
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 6103.516 Hz
FIDRES 0.093132 Hz
AQ 5.3687091 sec
RG 21.1497
DW 81.920 usec
DE 6.50 usec
TE 296.6 K
D1 1.00000000 sec
TDO 1
======== CHANNEL f1l ========
SFO1 300.1818537 MHz
NUC1 1H
L B L B Sy B S I e RS 3 8.75 usec
PLW1 25.00000000 W
7.5 7.4 7.3 7.2 7.0 ppm
F2 - Processing parameters
SI 65536
WOFOANOMOAMS~0ONOMO AN O0OWWS ML O ™~ o)
PNV DO LTNMN A A A A OOMO OO MOMSWOW MO N O © o SF 300.1800049 MHz
ll1lOOOOOOOOOOOO_/755558888889888 o WDW EM
77777777777777776666665555554444 lmwm 0 0.30 Hz
GB 0
PC 1.00
A
P g,rf? M

<| (o] (v —
- [Olo (Ol o o
-

ml dlol I~lo
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3M4P78PC (Compound 18)


3M4P78PC (Compound 18)

78P3M4PC

135.194

——128.538

128.301

—127.061

—121.776

—119.330

|

—117.784

—114.833

J

—112.320

—109.951

—162.42

—148.20

—119.33

T~—117.78

~~—114.83

|
|
, |
, ,
|
§ v

125

112.32
109.95

T

T

120

T

T

65.94

115

T

T

.47

14

Current Data Parameters

NAME 7H3M4PC_78pyran
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date_ 20130504

Time 13.06
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30

TD 65536
SOLVENT CDC13

NS 2000

DS 4

SWH 24414.063 Hz
FIDRES 0.372529 Hz
AQ 1.3421773 sec
RG 501.187

DW 20.480 usec
DE 6.50 usec
TE 296.9 K

D1 2.00000000 sec
D11 0.03000000 sec
D31 0.00001600 sec
D40 0.02432300 sec
L4 34

L5 49

P32 105.00 usec
TDO 1
======== CHANNEL fl ========
SFO1 75.4878687 MHz
NUC1 13C

Pl 16.00 usec
PLW1 60.00000000 W
======== CHANNEL f2 ========
SFO2 300.1812007 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 105.00 usec
PLW2 10.00000000 W
PLW12 0.36280999 W
PLW13 0.40000001 w

F2 - Processing parameters
ST 32768

SF 75.4803210 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40
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3M4P78PC (Compound 18)


4M78PC (Compound 19)

78P4MC

0 o
<
M ™
-~~~

—6.995
—T—6.961

_—6.739
—T™—6.710

—6.125
5.885
5.874
5.862
5.852

5.840
5.829

— 0 —
™M N N
o O O O
S

NV

Current Data Parameters
NAME 78P4MC

EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20140722
Time 12.39
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 32

DS 2

SWH 6103.516 Hz
FIDRES 0.093132 Hz
AQ 5.3687091 sec
RG 84.1644

DW 81.920 usec
DE 6.50 usec
TE 295.8 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 300.1818537 MHz
NUC1 1H

Pl 8.75 usec
PLW1 25.00000000 W

F2 - Processing parameters
SI 65536

A St 300.1800048 itz
r T T T T T T T T T 4 T T T T 4 T T T T 4 T T T 4 T T T T 4 Www 0 0.30 Hz
7.5 7.0 6.5 6.0 5.5 5.0 ppm & ¢
o O N — O O O <TNNO O — N — <
< A N0V ™M A N o™~ OLW < N M NN o~
o o oY O [~ ™~ — 00 0O 0O O O O Oy O O O ™
~~ v wo © 15101010 10 10 s w ~
) | K/’ \ﬁ
Il
R e o B e e s o e e o e B e e A e e ———]
80 75 70 65 60 55 50 45 40 35 30 25 20 15 1.0 05 ppm
o Q|| - | o o
Q9= Q| < i
- | v - O N (3¢

S30


qizhao
Typewritten Text
4M78PC (Compound 19)


4M78PC (Compound 19)

78P4MC

Current Data Parameters

NAME 78P4MC
EXPNO 2
PROCNO 1
o~ ~ O T N> O ©
o o W ™ N oM~ OWmON o ©
. . Coe e e . o ~ F2 - Acquisition Parameters
R S R % o  Date_ 20140725
— o A © — Time 17.50
INSTRUM FOURIER300
] AN/
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 20000
DS 4
SWH 24414.063 Hz
FIDRES 0.372529 Hz
AQ 1.3421773 sec
RG 501.187
DW 20.480 usec
DE 6.50 usec
TE 295.7 K
D1 2.00000000 sec
D11 0.03000000 sec
D31 0.00001600 sec
D40 0.02432300 sec
L4 34
L5 49
P32 105.00 usec
TDO 1
======== CHANNEL fl ========
SFO1 75.4878687 MHz
NUC1 13C
Pl 16.00 usec
PLW1 60.00000000 W
======== CHANNEL f2 ========
SFO2 300.1812007 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 105.00 usec
PLW2 10.00000000 W
PLW12 0.36280999 W
PLW13 0.40000001 W
F2 - Processing parameters
ST 32768
| | SF 75.4803210 MHz
P [ WDW EM
SSB 0
LB 1.00 Hz
GB 0
| PC 1.40

m " r " et ol " ol " " " Stk

A\ "
AL L Laail " IR Ry Y il ‘ A al o Ll M4 AN ) bkl ) Uil AL oy W " i

170 160 150 140 130 120 110 100 9 80 70 60 50 40 30 20 10 O
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4M78PC (Compound 19)


4TF78PC (Compound 20)

78P4ATFEC
o<~ O < MH~-OoOO0MO~I~ O WO TN © o N Current Data Parameters
~ O <A OO NNHOLWH O N O Oy 00~ O o~ -~ NAME qmmb.Hm,O
A AIASAERS AN U SN [e) o) o) I o) I o) B I nl e o] O) O) 0O CO O O A O)Y O O
N ©WVWWWWWOWVO W [ToNToNToNToNToNTo) < S Wwwwmo w
N N N\ N e seastsivion saraneters
Date_ 20140516
Time 11.12
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg30
TD 65536
| SOLVENT CDC13
L NS 16
DS 2
SWH 6103.516 Hz
FIDRES 0.093132 Hz
| AQ 5.3687091 sec
! RG 78.0719
il DW 81.920 usec
DE 6.50 usec
TE 296.1 K
D1 1.00000000 sec

|_]
lw)
o
=

7.6 7.4 7.2 7.0 6.8 6.6 6.4 6.2 6.0 5.8 5.6 5.4 5.2 PPM  —======= CHANNEL f1l ========
SFO1 300.1818537 MHz
O~ OFTOoOMNMME-OOMWOIr-r—- < O 0 WO N O oY 1O
FOOTONOOOANN OO N O O © I~ © ® ™~ ~ © NUC1 1H
LT OO O OV OV 00 O W W ™ o o O Pl 8.75 usec
FE N RN ©W 600660 o TIPS o o PLW1 25.00000000 W
fhﬂwy?\V\ thWyTW\M\WAV\ r/MVyM\W\L f/Mx\\ F2 - Processing parameters
ST 65536
SF 300.1800050 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00

7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 25  ppm
(2] NS | [Lo] o
o S| [0 | [ee) o
o ol o O » o
ol - ol lo o N
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4TF78PC (Compound 20)

78P4TEC

Current Data Parameters

NAME 78PATFC
o o < X} 0 o n o < © 0 00— M~ EXPNO 2
© o ™ — © 0 ™ o O O N W
oo o < ™ oo ~ o O O o PROCNO 1
M M M_ nﬂ % :L B H M N B M M M H F2 - Acquisition Parameters
— — — — — — o Date_ 20140519
Time 17.47
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 10000
DS 4
SWH 24414.063 Hz
: FIDRES 0.372529 Hz
AQ 1.3421773 sec
RG 501.187
DW 20.480 usec
|| , i DE 6.50 usec
, , TE 296.2 K
D1 2.00000000 sec
zssét§3<§t%>}{§zz$5;;ggégzg?§55§;{:2iz ™ D11 0.03000000 sec
. . . . . . . . . . . . . D31 0.00001600 sec
_ 4 4 4 4 _ 4 4 4 4 4 4 4 4 D40 0.02432300 sec
144 142 140 ppm 126 124 122 120 118 116 114 pprm ﬂ M
P32 105.00 usec
ISR — 0 ™M oy TNANOM A HO NN TDO 1
— O ~ o W O MM IO WLWNHO OO <)
O P P PP IO, o ======== CHANNEL 1 ========
[TolTe] [T} < S < NANANNNAAAAAAAAO NeJ SFO1 75.4878687 MHz
— — — B R I [ e R R | ) NUC1 13¢C
Pl 16.00 usec
PLW1 60.00000000 W
======== CHANNEL f2 ========
SFO2 300.1812007 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 105.00 usec
PLW2 10.00000000 W
PLW12 0.36280999 W
PLW13 0.40000001 W
F2 - Processing parameters
ST 32768
SF 75.4803210 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
| e
|
I , ,
el o

L B L B L L I I B L I L L L B L L B L L BN L BN

170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 ppn
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4TF78PC (Compound 20)


4P78FC (Compound 21)

Current Data Parameters

O~ 00 QO < N — N \\e] O O ~
% % S 3 M._J i % - 2N N NAME 78Furan—4PC 01
o . . . . . P EXPNO “_.
N ~ ~ o~ ~ PROCNO 1
7 ’ \ 7 7 7 /\ 7 . _ 7 F2 - Acquisition Parameters
Date_ 20140502
Time 19.22
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg30
TD 65536
| SOLVENT CDC13
NS 16
DS 2
SWH 6103.516 Hz
FIDRES 0.093132 Hz
AQ 5.3687091 sec
RG 32.9437
DW 81.920 usec
DE 6.50 usec
TE 295.7 K
D1 1.00000000 sec
R e e e e e DO 1
7.50 7.45 7.40 7.35 7.30 7.25 7.20 7.15 PPM  —======= CHANNEL f1l ========
o <« SFO1 300.1818537 MHz
« N NUC1 1H
« ) Pl 8.75 usec
© ~ PLW1 25.00000000 W
7 F2 - Processing parameters
ST 65536
SF 300.1800000 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
Y U DY VU,

5.045
2.217
1.011
1.000
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4P78FC (Compound 21)


4P78FC (Compound 21)

o o WO Oy Nej (o)) O — N
(o0 0 O © ] — < O
o O O~ e} o n o <
— ~ -~ O o~ O O) €O O
NeJ [EolTolTe] < ™ N NN
— — — — —
[
[
[
[
7 ?
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T 1
160 155 150 145 140 135 130 ppm
o O — O O~ N NO 0 1o O Wn —
OO or- O O N W O ™~ N O
e e . . . e .. . . . —
>~~~ O o~ ©O© OV —H 0 MN ™~ o M
NeRTopTolTe} < M NANAN N~ - O o S
o — D B B B T e s B e B — —

Current Data Parameters

NAME 78Furan-4°PC 01
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date_ 20140502

Time 19.26
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30

TD 65536
SOLVENT CDC13

NS 6000

DS 4

SWH 24414.063 Hz
FIDRES 0.372529 Hz
AQ 1.3421773 sec
RG 501.187

DW 20.480 usec
DE 6.50 usec
TE 295.9 K

D1 2.00000000 sec
D11 0.03000000 sec
D31 0.00001600 sec
D40 0.02432300 sec
L4 34

L5 49

P32 105.00 usec
TDO 1
======== CHANNEL fl ========
SFO1 75.4878687 MHz
NUC1 13C

Pl 16.00 usec
PLW1 60.00000000 W
======== CHANNEL f2 ========
SFO2 300.1812007 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 105.00 usec
PLW2 10.00000000 W
PLW12 0.36280999 W
PLW13 0.40000001 w

F2 - Processing parameters
ST 32768

SF 75.4803210 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40
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4P78FC (Compound 21)


3M4P78FC (Compound 22)

78F3M4PC
OCNWVWAOAOMNHANONONOWOWT AOO OS> MWOOANMSO I LN —~ N O N Current Data Parameters
B LEBaIERNNnnR22350 RELSELI0228Y 3 oERs NAME | 7H3WIPC_faran (11D
A A N N A © W W W WWMMZO 1
===\ N\ ARV% e2 — heauisition paraneters
Date_ 20130319
Time 17.39
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg30
TD 65536
| SOLVENT CDC13
NS 16
DS 2
SWH 6103.516 Hz
FIDRES 0.093132 Hz
AQ 5.3687091 sec
RG 40.6887
DW 81.920 usec
DE 6.50 usec
TE 296.7 K
D1 1.00000000 sec
TDO 1
7. ======== CHANNEL fl ========
SFO1 300.1818537 MHz
DOANNOFANON~MWOONNSOD I LA NN Tol| ~
N A ATONNOEEESN~ONMOTMNAOOOMO ™™ O o o NUC1 1H
OOWLOL ST TTITNNNNNNNN A A A OO~~~ 0 10 o P1 8.75 usec
e R R R R N o~ PLW1 25.00000000 W
,%\ /E\QKL /\ F2 - Processing parameters
ST 65536
SF 300.1800000 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
l
R L ) I I R e
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 25 2.0 1.5 1.0 ppm
< (O] [O|N o N
O NO| N o (*2]
QlNQ| @29 Q Q
M AN~ OO (40 ] (4p]

S36


qizhao
Typewritten Text
3M4P78FC (Compound 22)


T8F3M4PC

__—156.513
TT~—156.345

—151.911
——145.702

128.812
128.520
128.331

——135.705
-
=

Current Data Parameters

3M4P78FC (Compound 22)

—162.65

__~156.51

—151.91
—145.70
—135.70
128.81
128.52

- T—156.35

£

T

140

\

——120.12

_—118.04
——107.49

_—121.95
—100.03

™
o
[ee]
N
—

170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 ppm

m o ~ < [eo) NAME 7H3M4PC_furan (III)
1 N ™ (o] [e)) N EXPNO 2
ot e = < PROCNO 1
—~ o o o) ~ o
M Ww H M w N F2 - Acquisition Parameters
Date_ 20130319
7 7 7 7 Time 17.52
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 1759
DS 4
SWH 24414.063 Hz
FIDRES 0.372529 Hz
AQ 1.3421773 sec
, RG 501.187
DW 20.480 usec
DE 6.50 usec
L , TE 296.8 K
D1 2.00000000 sec
D11 0.03000000 sec
D31 0.00001600 sec
g o D40 0.02432300 sec
T T T T T T T ] L4 34
120 115 110 105 100 ppm 53, 105,00 ueec
TDO 1
======== CHANNEL fl ========
o ™~ SFO1 75.4878687 MHz
© - NUC1 13C
< < Pl 16.00 usec
bl PLW1 60.00000000 W
/\ ======== CHANNEL f2 ========
SFO2 300.1812007 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 105.00 usec
PLW2 25.00000000 W
PLW12 0.21336000 W
PLW13 0.23522000 W
F2 - Processing parameters
SI 32768
SF 75.4803210 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
I
ﬁ o , »
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4M78FC (Compound 23)

78F4MC

Current Data Parameters

NAME 78F4MC
o O < N WO M @ O O ™M EXPNO 1
N o < <t o O~ ~ PROCNO 1
< < MmmMmomnom A A
‘ . ‘ . F2 - Acquisition Parameters
= o NN AN A Date. 20140609
Time 10.14
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 6103.516 Hz
FIDRES 0.093132 Hz
: Il AQ 5.3687091 sec
RG 54.6209
DW 81.920 usec
DE 6.50 usec
TE 296.5 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 300.1818537 MHz
NUC1 1H
Pl 8.75 usec
PLWL 25.00000000 W
F2 - Processing parameters
ST 65536
SF 300.1800050 MHz
L L B L B B B e e Eanan | Mwm 0 EM
LB 0.30 Hz
7.5 7.4 7.3 ppm 2.6 2.5 2.4 ppm o 0
PC 1.00
OO NI M NeleN) o O O mM
AN O < < o ™M N O I~ I~
TN oo N N A AEASARRAN AN
A © ©o NN NN

<
£
X

S L L L L L O A L A

85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 1.0 05 ppm

0 ™
(=] o

— -

[=2]
(=]

Te]

1.00
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4M78FC (Compound 23)

78F4MC

Current Data Parameters

NAME 78F4MC
W %_.ﬂ _.b B EXPNO 2
— &5 O ~ o PROCNO 1
o % % % S F2 - Acquisition Parameters
— — — — Date_ 20140609
Time 17.24
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 10000
DS 4
SWH 24414.063 Hz
FIDRES 0.372529 Hz
AQ 1.3421773 sec
RG 501.187
DW 20.480 usec
DE 6.50 usec
TE 297.5 K
D1 2.00000000 sec
D11 0.03000000 sec
D31 0.00001600 sec
T r T r - r-r-r-rr-T T T T T T T pao 0.02432300 sec
168 166 164 162 160 158 156 154 152 150 148 146 144 pprm WM Mw
P32 105.00 usec
OO N N O N O © DO 1
—owr~ o NSO~ — o ™
Seee o aowd = o Y T ======== CHANNEL fl =======-
NoRToNToTe} < — - O o oy < SFO1 75.4878687 MHz
I I T = — —~  — NUuCcl 13C
Pl 16.00 usec
PLW1 60.00000000 W
======== CHANNEL f2 ========
SFO2 300.1812007 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 105.00 usec
PLW2 10.00000000 W
PLW12 0.36280999 W
PLW13 0.40000001 w
F2 - Processing parameters
ST 32768
SF 75.4803210 MHz
WDW EM
| SSB 0
! LB 1.00 Hz
GB 0
, , | PC 1.40
| | ,
! ,

170 160 150 140 130 120 110 100 9 80 70 60 50 40 30 20 10 O -10 -20 ppm
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4TF78FC (Compound 24)

T8FATEC

L B L L B I L I I I I IR IR

7.4

7.7

7.6

7.579
7.573
7.566
7.560
7.549
7.543
7.537
7.531
7.423
7.421
7.394
7.391
6.745
6.742
6.738

7.5

SRy

i

7.3

7.2

7.1

7.0

6.9

6.8

6.7

6.6 pPpm

2.527
2.524

Lﬁf

Current Data Parameters
NAME T8F4TFC

EXPNO 6
PROCNO 1

F2 - Acquisition Parameters
Date_ 20140527

Time 10.17
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 16

DS 2

SWH 6103.516 Hz
FIDRES 0.093132 Hz
AQ 5.3687091 sec
RG 112.187

DW 81.920 usec
DE 6.50 usec
TE 296.5 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 300.1818537 MHz
NUC1 1H

Pl 8.75 usec
PLW1 25.00000000 W
F2 - Processing parameters
SI 65536

SF 300.1800050 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

L

e

8.5

L L

8.0

T

o <
QQJ
(=]}

No

1.95

UL I

6.5

T

6.0

L I B e ) L L B IR

5.5

5.0

4.5

4.0

3.5

3.0

2.5

o
o

(3

2.0

1.5 1.0 05

[ D D

I

T

ppm
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T8F4TEC

Current Data Parameters

NAME 78FATFC
@ S s 23S 209 382 Soany Eeno E
~ & 6 N ~ ™ — 0 N~ N NA A O PROCNO 1
A 55 AR S Q 228 S 92290  F2 - Acquisition Parameters
— — — = — — — o Date_ 20140607
Time 18.01
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30
| TD 65536
SOLVENT CDC13
NS 35000
DS 4
SWH 24414.063 Hz
FIDRES 0.372529 Hz

|
AQ 1.3421773 sec
, RG 501.187
| | | DW 20.480 usec
DE 6.50 usec
| , TE 296.2 K
D1 .00000000 sec
D11 .03000000 sec
T

S41

2
0
—— — D31 0.00001600 sec
4 I pao 0.02432300 sec
160 159 158 ppm 144 143 142 pPpm 125 120 115 @@BWM M
P32 105.00 usec
oy < < o~ O AN O A0 MWD TDO 1
N oN>~™M AN NNA A OO O ~
T T i Y e ™ ===s==== CHANNEL f1 ========
[TolTolTel < NNAA A A A0 OO < SFO1 75.4878687 MHz
— o B I I I T B [ [ e N G | ~  NUCl 13¢C
Pl 16.00 usec
PLW1 60.00000000 W
======== CHANNEL f2 ========
SFO2 300.1812007 MHz
NUC2 1H
CPDPRG[2 waltzlé
PCPD2 105.00 usec
PLW2 10.00000000 W
PLW12 0.36280999 W
PLW13 0.40000001 w
F2 - Processing parameters
SI 32768
SF 75.4803210 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40

4TF78FC (Compound 24)

s N " " | TR TRV Y ekt
Akl N ) F , " L I " ol h o ontraber kol At
Wt Sl T . " e W ¥ " Y AT A i h ; W

I I I I I I I N R R R
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 O -10 -20 ppn
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4TF78FC (Compound 24)


P7A4MC (Compound 25)

P7A4MC

—7.495
——7.466

[e))
o
o
~

—6.990

T~—6.971

_—6.502
TT~—6.495

5.969

T~ 7.466

Current Data Parameters

NAME N-Propargyl-7-amino-4-methylcoumarin
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20140802

Time 10.50
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG 2930

TD 65536
SOLVENT DMSO

NS 32

DS 2

SWH 6103.516 Hz
FIDRES 0.093132 Hz
AQ 5.3687091 sec
RG 38.7634

DW 81.920 usec
DE 6.50 usec
TE 294.9 K
D1 1.00000000 sec
TDO 1
======== CHANNEL f1l ========
SFO1 300.1818537 MHz
NUC1 1H

P1 8.75 usec
PLW1 25.00000000 W

F2 - Processing parameters
SI 65536

SF 300.1800000 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

S42
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P7A4MC

Current Data Parameters

P7A4MC (Compound 25)

NAME N-Propargyl-7-amino-4-r

~ oo — 0o w EXPNO 2

o -~ AN < — O © © o ™ o o PROCNO 1

. « e . . P e o) [\e) o — Te)

— O [t¢) — O ™ . . . . .

M _.b _:iq _.b H M H__ w W oWo_ M ﬂ w F2 - Acquisition Parameters
Date_ 20140802

1 N T T B
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30
TD 65536
SOLVENT DMSO
NS 10592
DS 4
SWH 24414.063 Hz
FIDRES 0.372529 Hz
AQ 1.3421773 sec
RG 501.187
DW 20.480 usec
DE 6.50 usec
TE 295.2 K
D1 2.00000000 sec
D11 0.03000000 sec
D31 0.00001600 sec
D40 0.02432300 sec
L4 34
L5 49
P32 105.00 usec
TDO 1
======== CHANNEL fl ========
SFO1 75.4878687 MHz
NUC1 13C
Pl 16.00 usec
PLW1 60.00000000 W
======== CHANNEL f2 ========
SFO2 300.1812007 MHz
NUC2 1H
CPDPRG waltzl6
PCPD2 105.00 usec
PLW2 10.00000000 W
PLW12 0.36280999 W
PLW13 0.40000001 W
F2 - Processing parameters
ST 32768
SF 75.4803210 MHz
WDW EM
SSB 0

, LB 1.00 Hz
, i GB 0

PC 1.40

170 160 150 140 130 120 110 100 90

80
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DP7A4MC (Compound 26)

DP7A4MC

—7.626
——7.596

6.944
6.936
6.914
6.906

N

~

__—6.799
T~—6.791

6.080

Current Data Parameters

NAME N, N-Dipropargyl-7-amino-4-methylcoumarin
EXPNO 3
PROCNO 1

F2 - Acquisition Parameters

Date_ 20140801

Time 18.32

INSTRUM FOURIER300

PROBHD 5 mm DUL 13C-1

PULPROG 2g30

TD 65536

SOLVENT DMSO

NS 32

DS 2

SWH 6103.516 Hz

FIDRES 0.093132 Hz

AQ 5.3687091 sec

RG 30.5672

DW 81.920 usec

DE 6.50 usec

TE 295.5 K

D1 1.00000000 sec

TDO 1
CHANNEL f1

SFO1 300.1818537 MHz

NUC1 1H

P1 8.75 usec

PLW1 25.00000000 W

F2 - Processing parameters

ST 65536

SF 300.1800000 MHz

WDW EM

SSB 0

LB 0.30 Hz

GB 0

PC 1.00

4.10

1.91
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DP7A4MC (Compound 26)

DP7A4MC

126.407
__~111.333
=—111.135
——110.136

100.690

40.360

N L B L L L A

4

130 125 120 115 110 105 100 ppm

o ™M N — [S2BRSEIANA ()]

[N s < o O 9]
. e . o e e . o0
o Mo ) — — O o .
O 1w wn N — - o (&)
L B B B | — — — ~

—75.72

A

40.36

IR L I L I

41

39 ppm

18.46

Current Data Parameters

NAME N, N-Dipropargyl-7—-aminc
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date_ 20140801

Time 18.41
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30

TD 65536
SOLVENT DMSO

NS 12000

DS 4

SWH 24414.063 Hz
FIDRES 0.372529 Hz
AQ 1.3421773 sec
RG 501.187

DW 20.480 usec
DE 6.50 usec
TE 295.7 K

D1 2.00000000 sec
D11 0.03000000 sec
D31 0.00001600 sec
D40 0.02432300 sec
L4 34

L5 49

P32 105.00 usec
TDO 1
======== CHANNEL fl ========
SFO1 75.4878687 MHz
NUC1 13C

Pl 16.00 usec
PLW1 60.00000000 W
======== CHANNEL f2 ========
SFO2 300.1812007 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 105.00 usec
PLW2 10.00000000 W
PLW12 0.36280999 W
PLW13 0.40000001 W

F2 - Processing parameters
ST 32768

SF 75.4803210 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40

180 170 160 150 140 130 120 110 100 90 80

70 60

50

40

30

20

10 0 -10 -20

ppn

545
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4M78PyC (Compound 27)

78Py4MC

Current Data Parameters

NAME 78-Pyridino-4-methylcoumarin
EXPNO 3
[@RToINeR ] ™M~ o O I 0~ r~-m PROCNO 1
O 0O [~ [~ < N N O~ M N O O
A Oy OV O o~ o~ oy O OY O O O O N F2 - Acquisition Parameters
N N * . ot Date_ 20140802
0O 0O 0O 0O [eolee] [ i e [l e Time 21.42
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg30
TD 65536
SOLVENT DMSO
NS 32
| DS 2
SWH 6103.516 Hz
FIDRES 0.093132 Hz
AQ 5.3687091 sec
RG 91.0222
DW 81.920 usec
DE 6.50 usec
TE 295.6 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 300.1818537 MHz
NUC1 1H
Pl 8.75 usec
PLW1 25.00000000 W
F2 - Processing parameters
SI 65536
SF 300.1800000 MHz
WDW EM
T T T T T T T T T T T T T T T T T ] cop o
LB 0.30 Hz
9.0 8.8 8.6 8.4 8.2 8.0 7.8 7.6 ppm 6B 0
PC 1.00
[@ T RN R ool a DAY D AT [Q\e)] 1 N
OY 0O [~ [~ < LHNO>~-MAN OO o N o o
Sy oY OY O I~ [~ SO O) 0 WO WO WO LN < < n
QO 00 0O 0O O O [ e e e NelNe] N N

=

) J

[ " L e ) O I L E L L A |

I

9 8 7 6 5 4 3 2 1 ppm
S| | (= =] (=} Lo

Q|| Qe Q ™~

- o AN [ - N
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4M78PyC (Compound 27)

78Py4MC

O W —H O O ~OoOOoOwWnwmaowmMm
~ -~ o O <~ <t ™M~ 0
A M AN OO O N T N LW
N 1w ™M AN NN A A
e B B | o

19.19

Current Data Parameters

NAME 78-Pyridino—-4-methylcot
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date_ 20140802

Time 21.53
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30

TD 65536
SOLVENT DMSO

NS 17631

DS 4

SWH 24414.063 Hz
FIDRES 0.372529 Hz
AQ 1.3421773 sec
RG 501.187

DW 20.480 usec
DE 6.50 usec
TE 296.0 K

D1 2.00000000 sec
D11 0.03000000 sec
D31 0.00001600 sec
D40 0.02432300 sec
L4 34

L5 49

P32 105.00 usec
TDO 1
======== CHANNEL fl ========
SFO1 75.4878687 MHz
NUC1 13C

Pl 16.00 usec
PLW1 60.00000000 W
======== CHANNEL f2 ========
SFO2 300.1812007 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 105.00 usec
PLW2 10.00000000 W
PLW12 0.36280999 W
PLW13 0.40000001 W

F2 - Processing parameters
ST 32768

SF 75.4803210 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40

170 160 150 140 130 120 110 100 90

W

80

70

60

50

40

30

20

10

0

-10 -20 ppm
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78D0O4PC

Current Data Parameters

S48

4P78DOC (Compound 28)

NAME 78D0O4PC
e e S5 ;
o o ~ ~ R PROCNO 1
NeliNe} 0 O O F2 - Acquisition Parameters
Date_ 20140529
Time 10.01
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 6103.516 Hz
FIDRES 0.093132 Hz
AQ 5.3687091 sec
RG 32
DW 81.920 usec
DE 6.50 usec
TE 295.8 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 300.1818537 MHz
NUC1 1H
Pl 8.75 usec
PLW1 25.00000000 W
F2 - Processing parameters
SI 65536
. . . . . . . . . . SF 300.1800072 MHz
I I I I I I I I I 4 WDW EM
SSB 0
7.6 7.4 7.2 7.0 6.8 6.6 6.4 6.2 6.0 pprm LB 0.30 Hz
GB 0
PC 1.00

e e A %

e I I L L B RN AL

85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 1.0 05 ppm
2
)

() o
(=] o

< -

1.00
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4P78DOC (Compound 28)

78D0O4PC

Current Data Parameters

NAME 78D0O4PC
< [T] N [e)) ™ 0O EXPNO 2
2 g 2 9 = 9 PROCNO 1
% % S M % % F2 - Acquisition Parameters
— — — — — Date_ 20140529
Time 10.09
INSTRUM FOURIER300
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30
| TD 65536
! SOLVENT cDC13
NS 2000
DS 4
SWH 24414.063 Hz
FIDRES 0.372529 Hz
AQ 1.3421773 sec
RG 501.187

DW 20.480 usec
[ DE 6.50 usec
, [ TE 296.1 K
ssEEL%I?éi?léié)&f&?&!ifii} D11 .03000000 sec
r I T I T I T I T I T I T

2
0
. X D31 0.00001600 sec
4 4 D40 0.02432300 sec
140 138 136 134 132 130 128 prm WM Mw
P32 105.00 usec
— 0 o W MO WO~ I~ < © 0 TDO 1
~ o+ nwOmMmwOwwmNn [S\ITo) —
Q“ @ 1“ & 5 L &A& & 1“ & Z & & ======== CHANNEL fl ========
n o o M OHOONNN — o o SFO1 75.4878687 MHz
Pl 16.00 usec
PLW1 60.00000000 W
======== CHANNEL WN ========
SFO2 300.1812007 MHz
NUC2 1H
, CPDPRG[2 waltzl6
, PCPD2 105.00 usec
PLW2 10.00000000 W
PLW12 0.36280999 W
PLW13 0.40000001 w
F2 - Processing parameters
ST 32768
SF 75.4803210 MHz
WDW EM
SSB 0
, LB 1.00 Hz
GB 0
, PC 1.40
, ,
, ,
,
,
{{Z{s%%t{%%%gﬂa_ " :,q,, ! I :s.!i.:if..v oy ;. .._:::; ;,:::,,:_ \ <, i A 4, » ru.: m i :,,E,.,r;,« .:ti ;:: I J _z L:. ,..E,: __A, ::,: " ,Lie:.. :,.r:j.:zua.;k.b FYRTIROw qE:!_L,. " _,_ y Freaprwe]
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Sample No.

Atlantic Microlab, Inc.
I¥FE

6180 Atlantic Bivd. Suite M
Norcross, GA 30071
www.atlanticmicrolab.com

Company/Schoal Xavier University of Louisiana

Dept, Chemistry

Address 1 Drexel Dr
City, State, Zip New Orleans, LA 70125

Jiawang Liu Dale 031G [70idE
]

Professor/Suparvisor: O Maryam Foroozesh

>l

PO#/CC# POOS 0217 Phane_(504) 638-4036
Element Theory Found Single [] Duplicate [X]
Elements C.HO
c 7‘: 25 7805 T Present: '
Analyze
for: C.H
H 448 441

Hygroscoplc[]  Explosive [J
M.P. B.P.

To ba drled: Yes [] No [X]

Temp. __ Vac. Time ________
Rush Service Ll e weests satsom by P EsT

0 B iy the L1 it
Include Email Address or FAX # Below

mforooze@xula.edu

Date Received AUG 25 PlMl

Remarks:

Sample No.

Date Completed AUG 2 6 2014

Atlantic Microlab, Inc.

&
y H

.?-}-—.‘_

- !

6180 Atlantic Blvd. Suite M
Norcross, GA 30071
www.atlanticmicrolab.com

Professor/Supervisor: O Maryam Foroozesh

PO#/CC#

Company/School Xavier University of Louisiana
Dept, Chemistry

Address 1 Drexel Dr

City, Stats, Zip New Orleans, LA 70125

Name Jiawang Liu Dale___f'_/_«a__

['\"'\_’.‘.

-
27

L

Phane_(504) 638-4036

Element

Found

Single [ ] Duplicate [X]

c

742

7347

Elements
Present: C,H.O
Analyze

H

414

422

for:
Hygroscopic[]  Explosive []

LR B.P.
To be drled: Yes (] No [X]

Temp. . Vac._____ Time _
i Uiy
Rush Senvice mﬂmwmmmmmm

Is
Include Emall Iﬁddress or FAX # Bererw

mforooze@xula.edu

Date Received AUB 25 RM]

Remarks:

Date Completed

AUG 7 67014

S50



Atlant:c Microlab, Inc.

i
Sampla No. f } .} . . '
Xavier University of Louisiana
6180 Atlantic Bivd, Suite MJ Cumpﬂngsgmoﬂtw
Norcross, GA 30071 Dept..
www.atlanticmicrolab.com Address 1 Drexel Dr
City, State, Zip New Orleans, LA 70125
profﬂssormupamsnr; Dr Ma_r_‘_.!am Foroozesh Name Jlawang Liu Date [/ _"z i (r
PO# / CC# ppeso2y 1 Phone (504) 638-4036 A, Ui
Element Theory Found Single || Duplicate
El s C H D N
C 77 [ T T80 Present;
- Analyze
H el a7 e for: CHN
T.0b HygroscopicL ] _Explosive ]
M.P B.P.

N ;sf_?) 1% 49 To bo dried: Yes [ | No E 1

Temp. ____ \Vag. _Trma

Rush Service D mumwumwamﬁr
il

Include Emall Address or FAX # Below
mfcrooze@xula.edu

Date Received SEP 22 P, Date Completed SEP 23 201
Remarks:
Atlantic Microlab, Inc.
Sample No. a Company/School Xavier University of Louisiana
6180 Atlantic Blvd. Suite M Deot, Chemistry
Norcross, GA 30071 ept. =
www.atlanticmicrolab.com Address 1 Drexel Dr

City, Stale, Zip New Orleans, LA 70125
Namag Jiawang Liu

Professor/Supervisor: Dr Maryam Foroozesh

PO# | CCit DA s0a79 Phona_(504) 638-4036
Element Theory Found Single L] Ouplicate
Elemants C,H,0
c 9 iR e Lk Present:
j=-15 Analyze C.H
H 3 "77 ek 35 jor: >
S Hygroscopic[]  Explosive [ ]
M.P. B.P.
To be dried: Yes [] No
Temp. _..__Lfac —Time —______
Rush Service mmmmmmssr
by racabvad by 1 AWM.
Include Emall 53 or FAX # Bel
mforooze@xula.edu
Date Received AUB 25 PtMu Date Completed a“ ‘G ') 6 ?014
Remarks:
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Atlantic Microlab, Inc.

/D7 3
Sample No. 4V (X FC

6180 Atlantic Blvd. Suite M Dept, Chemisiry

Company/School Xavier University of Louisiana

Norcross, GA 30071

www.atlanticmicrolab.com Address 1 Drexel Dr

Clly, Stae, Zip New Orleans, LA 70125

Professor/Supervisor: Dr Maryam Foroozesh Name_Jlawang Liu Dale

PO#/ CC# Pepsoayy Phane_(504) 638-4036
L
Element Theory Found Single [_] Duplicate [X]
Elemants C.H O
& T 2¢C 7823 =i Prasent: :
Lo Analyze
H 4, 39 448 443 for: &

Hygmscoplcl:l Explosive []
&

To be drled: Yes [] No
Temp. ______V;

mforooze@xula.edu

ac. .___T'ms
Rush Service wuwmmmmwam
B8 ooosbnd by 11 AM,
Include Emall Address or FAX # Below

j AUG 25 PoM Date Completed AUG 2 6 ?014

Date R
Remarks:

Atlantic M:crolab Inc.
Sample No. SMEPT7Z2Pr

Company/School Xavier University of Louisiana

6180 Atlantic Blvd. Suite M

Dept. Chemistry

Norcross, GA 30071 Address 1 Drexel Dr

————

www.atlanticmicrolab.com
City, State, Zip New Orleans, LA 70125

Name Jiawang Liu
Phone (504) 638-4036

Professor/Supervisor: OF Maryam Foroozesh

(N 7 (F

Date 0%/ foly.

PO#/CC#
Element Theory Found Single [] Duplicate [5]
Elements
C o7 7712 Presant: C H 0
_ i Analyze
for: G H
H 2 a0 -

Hygroscopic[ ] Explosive []
M.P. B.P

To be dried: Yes [] No |Z|

Temp. —_ Vac. rime
‘—'J—DTF—*W—W
Rush Service wﬂmmwsmm

U day e mhmg 1AM
Include Email Address or FAX # Below

mforocoze@xula,edu

Date Received AUG 25 P uM: Date Gompleted AUG 2 62014

Remarks:

552



Atlantic Microlab, iInc.

ioad Y,
Sample No. LA | h'_:' i '

6180 Atlantlc Bivd. Suite M
Norcross, GA 30071

Company/School Xavier University of Louisiana
Dept, Chemistry

www.atlanticmicrolab.com Address 1 Drexel Dr
City, State, Zip New Orleans, LA 70125
VG o 15
Professor/Supervisor: D' Ma{yam F?TC'DZ““ Name Jiawang Liu Date 02719 /) ¢
PO#/CC# R0 0279 Phone_(504) 638-4036
Element Theory Found Single [_] Duplicate [X]
Elements C.H. O
C 7287 7261 7262 Present: > 7
— Analyze c
H 47 / 474 467 for: ™

— Hygroscoplc [] Explosive O
MR B.R

To be dried: Yes [] No
Temp, —__ Vi

ac, —__Time
Ruth
Rush Semca wm e
o enonbved by 11 AM,

Include Emall ﬁidn‘ress or FAX # Below
mforooze@xula.edu

Date Received AUG 25 P'M'- Date Gompleted J&UG 7 8 ?014

Remarks:

Atlantrc Microlab, Inc.

T = T

Sample No. 7 : CompanylSchool Xavier University of Louisiana
6180 Atlantic Bivd. Suite M Dept, Chemistry
Norcross, GA 30071 Addross 1 Drexel Dr
www.atlanticmicrolab.com iy St 21 New Orieans LA 70725
Professor/Supervisor: Dr Maryam Foroozesh Name J'awang Liu Date 0
PO# [ CCH Ponses79 Phong_(504) 638-4036
Element Theory Found Single [] Duplicate [x]
Elements o\, o
Y o 5 Present:
C D822 57.99 S7.96 Frae —
5 772 for; = Mo .
H 2,65 247 246 Frgrossopo ] Expioave I
MP__ 8P

- 2025 aliza a1z To be dried: Yes [] No [X]
Temp . Vac.—Jime _____ _
Rush Service [] ol s vt oy A

g sanipls E mocahved by 1AM
Include Emall Adclruss or FAX # Below

mforooze@xula.edu

Date Received AUG 25 .'M'. Date Completed AUG 2 6 2014

Remarks:
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Atlantic }Idicrolab, Inc.

Sample No. 4 P7 8 F c Company/School Xavier University of Louisiana

6180 Atlantic Bivd. Suite M Dept. Chemistry

Norcross, GA 30071 Address 1 Drexel OF

www.atlanticmicrolab.com Oty S, 7 New Orleans. LA 70125

Professor/Supervisor: Dr Maryam Foroozesh Mame “iawang Liu Date08/273 /Zt?fﬁf-l

PO#/ CC# P o&0o2] c? Phone_(504) 638-4036 |

Element Theory Found Single [J Ouplicate
Elements ¢ 1 o
Prasent: ' '
c 7 g.25 T e Analyze c H
i for:
H ‘51-. 3% i e Hygroscopic[] Explosive []
M.P. B.P.
To be dried: Yas [] No [X]
%
Rush Service L G by S st
o0 the day Se I eocaived by 11 AML
include Email Address or FAX # Below
mforaoze@xula.edu
Date Received SEP 22 PM. Date Completed SEP 2 3 2014
Remarks:

Atlantic Microlab, lné-.-
Sample No. 3M4‘P?3FC

6180 Atlantic Blvd. Suite M
Narcross, GA 30071

Company/School X@vier University of Louisiana
Dept, Chemistry
Address 1 Drexel Dr

www.atlanticmicrolab.com
Clm State, Zlp New Orleans, LA 70125
Professor/Supervisor: .2r Maryam Foroozesh Name flawang Liu Date O8/28/0llf
PO#/ CC# P0OS0279 Phone (504) 638-4036
Element Theory Found Single [ ] Duplicate [X]
El s C.HO
C Ry Present: ™' "
?g'gll - Analyze C.H
H 514 517 for: =
q" 26 Hyaroscopic[ ]  Explosive []
M.P. B.P.
To be dried: Yes [] No [X]
Temp.—____Vac._____ Time
Rush Service [ m,mmﬂ‘?mwmﬁw
on ihe diry tha Is emcnbend by 11 AL
Include Emall Addrass or FAX # Below
mforooze@xula.edu
Date Recelved sEP 2 2 P.M Date Completed I’P 2 3 20"
Remarks:
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Sample No.

Aﬂantic Microlab, Inc.

4#MTIFC

6180 Atlantic Blvd. Suite M
Norcross, GA 30071
www.atlanticmicrolab.com

Company/School X8vier University of Louisiana
Dept, Chemistry

Address 1 Drexel Dr

City, State, Zip New Orleans, LA 70125

Professor/Supervisor: Or Maryam Foraozesh Name Jlawang Liu Date V3/23/2 ol
PO#/CC# Pppse279 Phone_(504) 638-4036
Element Theory Found Single | Duplicate [X]
Elements C.HO
Frs)| Present: "
c 72 87 Faes Analyze
H q' 7[ 49 s for: C-H
d Hygrascopic[]  Explosive []
MP — _ _BP
To be dried: Yes [[] No [X]
Temp, ——Vac, —Time
RHSh se[\liuﬂ mﬂnmwwmsm EST
o tha day s s rocaived by 11 A,
Include Email Address or FAX # Below
mforooze@xula.edu
Date Received SEP 22 PM. Date Gompleted SEP 2 3 2014
Remarks:
Atlantic Microlab, Inc.
Sample No. Af‘TF 78 FC

6180 Atlantic Blvd. Suite M
Norcross, GA 30071
www.atlanticmicrolab.com

Company/School Xavier University of Louisiana
Dept. Chemistry

Addresg 1 Drexel Dr

City, State, ZIp New Orleans, LA 70125

Professor/Supervisor: P Maryam Foroozesh Name Jiawang Liu Date 0.4 /23/20!?
PO# | CCH 1}7 20 <02 ? ? Phone_(504) 638-4036
Element | Theory Found Single (] Ouplicate [
Elemanls
C,H O,
c §822 517 14 Present: F
Analyze C.H,F
H 2.63 25 264 for: 1
aygmsmplcl:i Explosive []
- LP. B.P.
I Al.28 2.4 .42 To be dried: Yes [] No [X]
Temp, — \Vac, —Time
Rus“ Swm D m;-nmmwswmr
b the iy the Iy ecabvend by 1 AW
Include Email Address or FAX # Below
mforooze@xula.edu
SEP 2 2 PM. SEP 2 3 2014

Date Recelved
Remarks:

Date Completed
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| Atlantic Microlab, Inc.
Sample No. 4‘/"1 7 g %{ C

6180 Atlantic Blvd. Suite M

Company/Schaol Xavier University of Louisiana

Norcross, GA 30071 Dept. Chemistry
www.atlanticmicrolab.com Address 1 Drexel Dr
City, State, Zip New Orleans, LA 70126
Professor/Supervisor: Dr Maryam Foroozesh Name Jlawang Liu Uate‘_’Z/J 3;’2954""
PO# | CC# F_ﬂ 0Spay ? Phone (504) 638-4036
Element Theory Found Single LI Duplicate []
Elements
C,H,ON
c 73.92, .44 .58 Present;
Analyze
for: GH/N
H 4,29 144 450
: uygrosccpiclz] Explosive [ ]
A — ) -1
N 6 63 &3 623 To be dried: Yes [] No
Temp. —  Vac._____Time
Rush Service mrﬂMWMmmw:wszr
o tha day the sarmplo s oceived by 11 AM.
Include Email Address or FAX # Below
mforooze@xula.edu

Date Received SEP 22 P.M, Date Completed ‘SEP 23 2014
Remarks:
TR il il T [T - e d g hokin e b o b s by s i 5 b o e T v hJ
Atlantic Microlab, Inc.
D
Sample No. 4 P75DOC CompanylSchool Xavier University of Louisiana
6180 Atlantic Blvd. Suite M Dapt, Chemistry
apt
Norcross, GA 30071 1 Droxel Dr
www.atlanticmicrolab.com Address
City, State, Zip New Orleans, LA 70125
Professor/Supervisor: 2r Maryam Foroozesh Name /awang Ll Uﬂfﬂm
PO# / CC# Ppps0239 Phane (504) 638-4036
Element | Theory Found Single L Duplicate
Elements
C 72 54 211 M7 Prasent: C.H.0
. Analyze C.H
for:
39
H 3. 7? L0 Hygroscopic[]  Explosive []
| MP BP
To bae dried: Yes [] No [X]
Temp, ——Vac, —Jime
Rush Service [ | Wmﬁ “Wmhmmmmmmﬁm
1 on the day he s rocsbend by 1 AML
Include Email Address or FAX # Below
mforooze@xula.edu
okF 22 PM. :
Date Received Date Completed SEP 2 3 2014
Remarks:
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Structures of P450 1A2 Inhibitors Used for Alignment Study

0
HaC. N

Vi j\J\/[ H—Chs CFy
G A

X X
I SOCANNG Sy NENee
X \_06 FZ 0”0 = 0”0
4EP Benz[a]anthracene 2PPh Furafylline 7E4MC TE4TFC
| l_n_o 1\
N.__O
N I N ‘ H5CO. X s
H
N
H3;CO OCH3
Rutaecarpine Rutaecarpine derivative 5 Rutaecarpine derivative 8 Tanshinone IIA CBN DMPVT
oo 1 o L
) ¢
OH
OH O OH O (¢} OH O
Flavone 5-Hydroxyflavone (5HF) 3,5,7-Trihydroxyflavone a-Naphthoflavone 7,8-Pyranoflavone 5-Hydroxy-7,8-pyranoflavone
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Alamar Blue Cell Viability Assay

HepG2 cells were plated onto 96-well plates in 100 pL/well at 1.2>10° cell/mL in
DMEM with 10% FBS, and grew until they reached confluency for 72 h. The media was replaced
with 100 pL of serum-free media for another 24 h. After that, 10 uL of Alamar Blue Dye
(Invitrogen, cat#DAL1180) were added to each well of 96-well plates and incubated for 2 h at
37 T in CO--incubator, and fluorescence 560Ex/590Em base reading was taken using Synergy
H1 multiplate deader (BioTeck). Then, the media was removed, and 1 pL of the compound
solution in DMSO were added to 100 pL of free serum-free media for each well. After 72 h,
another Alamar Blue Dye florescence reading was taken. If the ratio of the second reading to the
base reading for untreated cells was equal to 1 (within 10% error), the assay was considered valid,
and calculations to normalize the toxicity of compounds were made. Figure S1 shows twice
independent cell viability assay data. The results indicate that up to 10° M compound 4TF78PC
is not toxic to HepG2 cells.

HepG2 Alamar Blue Cell Viability Assay (Run 1) HepG2 Alamar Blue Cell Viability Assay (Run 2)

160.00
0
]

5 0 -
& 100,00 |
-‘E' 00.00
3 8000
= 80.00
E som
-4 60.00
40.00
# 40.00
20.00 20,00
0.00 m 0.00 |
@ o > ) > > & @ > T > > >
& F R F 3 5 o & & W K & & oF
& o § o S o RS o & - o Ry o »
& o g & 5 ° Ll 2
o g @

@
Tested Compound 4TF78PC A Tested Compound 4TF78PC

% From Media Control
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