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(£)-2-Amino-4,5-dimethoxy-N\'-phenylbenzamidine (1h)
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Current Data Parameters

NAME Styliana
EXPNO 92
PROCNO 1

F2 - Acquisition Parameters
Date_ 20101010
Time 14.00
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30

D 65536
SOLVENT CDCI3
NS 16

DS 2

SWH 6172.839 Hz
FIDRES 0.094190 Hz
AQ 5.3084660 sec
RG 406.4

Dw 81.000 usec
DE 9.00 usec
TE 296.2 K

D1 1.00000000 sec
TDO 1
CHANNEL f1 ========
NUC1 1H

P1 9.40 usec
PL1 0.00dB
SFO1 300.1318534 MHz
F1 - Acquisition parameters
NDO 2

D 256

SFO1 300.1314 MHz
FIDRES 12.056327 Hz
Sw 10.284 ppm
FnMODE undefined

F2 - Processing parameters
Sl 32768

SF 300.1300063 MHz
WDW EM

SSB 0

LB 0.30 Hz

GB 0

PC 1.00

F1 - Processing parameters
Sl 1024

MC2 QF

SF 300.1300000 MHz
WDW SINE

SSB 0

LB 0.30 Hz

GB 0.1
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(£)-2-Amino-4,5-dimethoxy-N'-phenylbenzamidine (1h)

77.43 CDCI3
77.21 CDCI3
77.00 CDCI3
76.58 CDCI3
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LOCurrent Data Parameters

NAME Styliana
EXPNO 101
PROCNO 1

LOF2 - Acquisition Parameters
Date_ 20101010
Time 18.45
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30
TD 65536
SOLVENT CDCI3
NS 992

DS 4

SWH 17985.611 Hz
FIDRES 0.274439 Hz
AQ 1.8219508 sec
RG 20642.5

DW 27.800 usec
DE 6.00 usec

TE 296.2 K

D1 2.00000000 sec

d11 0.03000000 sec

DELTA 1.89999998 sec
TDO 1
CHANNEL f1 ========
NUC1 13C

P1 7.95 usec

PL1 -2.00 dB

SFO1 75.4752953 MHz
CHANNEL f2 ========
CPDPRG2 waltz16
NUC2 1H

PCPD2 110.00 usec
PL2 0.00 dB

PL12 22.00 dB

PL13 24.00dB
SFO2 300.1312005 MHz
LOF2 - Processing parameters
Si 32768

SF 75.4677561 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.40

HEN
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(£)-2-Amino-4,5-dimethoxy-N'-phenylbenzamidine (1h)
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Current Data Parameters

NAME Styliana
EXPNO 100
PROCNO 1
F2 - Acquisition Parameters
Date 20101010
Time 18.42
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG dept135
D 65536
SOLVENT CDCI3
NS 124
DS 4
SWH 17985.611 Hz
FIDRES 0.274439 Hz
AQ 1.8219508 sec
RG 16384
DW 27.800 usec
DE 6.00 usec
TE 296.2 K
CNST2 145.0000000
D1 2.00000000 sec
d2 0.00344828 sec
d12 0.00002000 sec
DELTA 0.00001012 sec
TDO 1
CHANNEL f1 ========
NUCA1 13C
P1 7.95 usec
p2 15.90 usec
PL1 -2.00 dB
SFO1 75.4752953 MHz
CHANNEL f2 ========
CPDPRG2 waltz16
NUC2 1H
P3 9.40 usec
p4 18.80 usec
PCPD2 110.00 usec
PL2 0.00 dB
PL12 22.00 dB
SFO2 300.1312005 MHz
F2 - Processing parameters
Sl 32768
SF 75.4677557 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
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(£)-2-Amino-4,5-dimethoxy-N'-(4-methoxyphenyl)benzamidine (1i)
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Current Data Parameters

NAME Styliana
EXPNO 88
PROCNO 1

loF2 - Acquisition Parameters
Date_ 20101010
Time 13.05
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
D 65536
SOLVENT CDCI3
NS 16

DS 2

SWH 6172.839 Hz
FIDRES 0.094190 Hz
AQ 5.3084660 sec
RG 456.1

DW 81.000 usec
DE 9.00 usec
TE 296.2 K

D1 1.00000000 sec
TDO 1
ICHANNEL f1 ========
NUCA1 1H

P1 9.40 usec
PL1 0.00 dB

SFO1 300.1318534 MHz
F1 - Acquisition parameters
NDO 2

D 256

SFO1 300.1314 MHz
FIDRES 12.056327 Hz
SW 10.284 ppm

FnMODE undefined
F2 - Processing parameters

S 32768

SF 300.1300061 MHz
WDW EM

SSB 0

LB 0.30 Hz

GB 0

PC 1.00

F1 - Processing parameters
S 1024

MC2 QF

SF 300.1300000 MHz
WDW SINE

SSB 0

LB 0.30 Hz

GB 0.1

HEN
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(£)-2-Amino-4,5-dimethoxy-N'-(4-methoxyphenyl)benzamidine (1i)

77.43 CDCI3
77.20 CDCI3
77.00 CDCI3
76.58 CDCI3
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Current Data Parameters

NAME Styliana
EXPNO 103
PROCNO 1

F2 - Acquisition Parameters
Date 20101010
Time 20.01
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30
D 65536
SOLVENT CDCI3
NS 215

DS 4

SWH 17985.611 Hz
FIDRES 0.274439 Hz
AQ 1.8219508 sec
RG 13004

DW 27.800 usec
DE 6.00 usec
TE 296.2 K

D1 2.00000000 sec
d11 0.03000000 sec
DELTA 1.89999998 sec
TDO 1
CHANNEL f1 —=======
NUCA1 13C

P1 7.95 usec
PL1 -2.00 dB
SFO1 75.4752953 MHz
CHANNEL f2 ========
CPDPRG2 waltz16
NUC2 1H
PCPD2 110.00 usec
PL2 0.00 dB
PL12 22.00 dB
PL13 24.00 dB
SFO2 300.1312005 MHz
F2 - Processing parameters
Sl 32768

SF 75.4677540 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.40

HEN
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(£)-2-Amino-4,5-dimethoxy-N'-(4-methoxyphenyl)benzamidine (1i)
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Current Data Parameters

NAME Styliana
EXPNO 102
PROCNO 1

F2 - Acquisition Parameters
Date_ 20101010
Time 19.57
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG dept135
TD 65536
SOLVENT CDCI3
NS 98

DS 4

SWH 17985.611 Hz
FIDRES 0.274439 Hz
AQ 1.8219508 sec
RG 16384

DW 27.800 usec
DE 6.00 usec

TE 296.2 K
CNST2  145.0000000

D1 2.00000000 sec
dz2 0.00344828 sec
d12 0.00002000 sec

DELTA 0.00001012 sec
TDO 1
CHANNEL f1 ========
NUC1 13C

P1 7.95 usec

p2 15.90 usec

PLA1 -2.00 dB

SFO1 75.4752953 MHz
CHANNEL f2 ========
CPDPRG2 waltz16
NUC2 1H

P3 9.40 usec

p4 18.80 usec
PCPD2 110.00 usec
PL2 0.00dB

PL12 22.00dB
SFO2 300.1312005 MHz
F2 - Processing parameters
Si 32768

SF 75.4677535 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 140

HEN
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4-Imino-3-phenyl-3,4-dihydroquinazoline-2-carbonitrile (6a)
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Current Data Parameters

NAME Styliana
EXPNO 66
PROCNO 1

F2 - Acquisition Parameters
Date_ 20100823
Time 10.55
INSTRUM spect

PROBHD 5 mm PABBO BB-

PULPROG zg30

TD 65536
SOLVENT CDCI3
NS 16

DS 2

SWH 6172.839 Hz
FIDRES 0.094190 Hz
AQ 5.3084660 sec
RG 203.2

DwW 81.000 usec
DE 9.00 usec

TE 2942 K

D1 1.00000000 sec
TDO 1
CHANNEL f1 ========
NUC1 1H

P1 9.40 usec

PLA1 0.00dB
SFO1 300.1318534 MHz
F1 - Acquisition parameters
NDO 2

TD 256

SFO1 300.1314 MHz

FIDRES 12.056327 Hz
SW 10.284 ppm
FnMODE undefined

F2 - Processing parameters
Si 32768

SF 300.1300065 MHz

WDW EM

SSB 0

LB 0.30 Hz

GB 0

PC 1.00

F1 - Processing parameters
Si 1024

MC2 QF

SF 300.1300000 MHz

WDW SINE
SSB 0
LB 0.30 Hz
GB 0.1

HEN
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4-Imino-3-phenyl-3,4-dihydroquinazoline-2-carbonitrile (6a)
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Current Data Parameters

NAME Styliana
EXPNO 14
PROCNO 1

F2 - Acquisition Parameters
Date 20110206
Time 15.36
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30
TD 65536
SOLVENT CDCI3
NS 8765

DS 4

SWH 29761.904 Hz
FIDRES 0.454131 Hz
AQ 1.1010548 sec
RG 2050

DW 16.800 usec
DE 6.50 usec
TE 298.4 K

D1 6.00000000 sec
D11 0.03000000 sec
CHANNEL f‘] ========
NUCA1 13C

P1 8.00 usec

PLWA 138.00000000 W
SFO1 125.7459776 MHz

CHANNEL f2 ========
CPDPRG2 waltz16
NUC2 1H
PCPD2 80.00 usec
PLW2 13.00000000 W
PLW12 0.31738001 W
PLW13 0.20313001 W

SFO2 500.0350280 MHz
F2 - Processing parameters

S 32768

SF 125.7334120 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.40

ERERN
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4-Imino-3-phenyl-3,4-dihydroquinazoline-2-carbonitrile (6a) ooooooo
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Current Data Parameters

NAME Styliana
EXPNO 15
PROCNO 1

F2 - Acquisition Parameters
Date 20110207
Time 9.06
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG deptsp135
TD 65536
SOLVENT CDCI3
NS 75

DS 4

SWH 20161.291 Hz
FIDRES 0.307637 Hz
AQ 1.6253428 sec
RG 2050

DW 24.800 usec
DE 6.50 usec
TE 297.2K
CNST2 145.0000000
D1 2.00000000 sec
D2 0.00344828 sec
D12 0.00002000 sec
CHANNEL f1 ========
NUC1 13C

P1 8.00 usec
P13 2000.00 usec
PLWO OW

PLW1  138.00000000 W
SFO1  125.7434630 MHz
SPNAM5  Crp80comp.4

SPOALS 0.500
SPOFFS5 0 Hz

SPW5 13.49400043 W
CHANNEL f2 ========
CPDPRG2 waltz16
NUC2 1H

P3 12.50 usec
P4 25.00 usec
PCPD2 80.00 usec

PLW2 13.00000000 W
PLW12 0.31738001 W
SFO2 500.0346271 MHz
F2 - Processing parameters

S 32768

SF 125.7334116 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.40

ERERN
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4-Imino-3-p-tolyl-3,4-dihydroquinazoline-2-carbonitrile (6b)

Current Data Parameters
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4-Imino-3-p-tolyl-3,4-dihydroquinazoline-2-carbonitrile (6b)

Current Data Parameters
NAME Styliana

77.43 CDCI3
77.00 CDCI3
76.58 CDCI3
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TD 65536
SOLVENT CDCI3
CHy NS 1024
NH DS 4
SWH 17985.611 Hz
M FIDRES 0.274439 Hz
s AQ 1.8219508 sec
N™ CN RG 183904
&b DW 27.800 usec
DE 6.00 usec
TE 299.2K
D1 2.00000000 sec
d11 0.03000000 sec
DELTA 1.89999998 sec
TDO 1
CHANNEL f1 ========
NUC1 13C
P1 7.95 usec
| PL1 -2.00 dB
SFO1 75.4752953 MHz
I CHANNEL f2 ========
I CPDPRG2 waltz16
NUC2 1H
) JL.LMJLJJLMJL PCPD2 110.00 usec
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PL12 22.00dB
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4-Imino-3-p-tolyl-3,4-dihydroquinazoline-2-carbonitrile (6b) 0O0000ooon Current Data Parameters
ExpNo g
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PULPROG dept135
TD 65536
SOLVENT CDCI3
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CHa DS 4
NH SWH 17985.611 Hz
/©/ FIDRES 0.274439 Hz
M AQ 1.8219508 sec
erl_\ RG 16384
N” TCN DW 27.800 usec
DE 6.00 usec
6b TE 298.2 K
CNST2 145.0000000
D1 2.00000000 sec
d2 0.00344828 sec
d12 0.00002000 sec
DELTA 0.00001012 sec
TDO 1
CHANNEL f1 ========
NUC1 13C
P1 7.95 usec
p2 15.90 usec
PL1 -2.00dB
SFO1 75.4752953 MHz
CHANNEL f2 ========
CPDPRG2 waltz16
NUC2 1H
P3 9.40 usec
PCPD2 110.00 usec
PL2 0.00dB
PL12 22.00dB
SFO2 300.1312005 MHz
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4-Imino-3-(4-methoxyphenyl)-3,4-dihydroquinazoline-2-carbonitrile (6¢)
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Current Data Parameters

NAME Styliana
EXPNO 104
PROCNO 1
F2 - Acquisition Parameters
Date 20101018
Time 14.38
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
D 65536
SOLVENT CDCI3
NS 16
DS 2
SWH 6172.839 Hz
FIDRES 0.094190 Hz
AQ 5.3084660 sec
RG 362
DW 81.000 usec
DE 9.00 usec
TE 295.2K
D1 1.00000000 sec
TDO 1
CHANNEL f1 ========
NUCA1 1H
P1 9.40 usec
PL1 0.00 dB
SFO1 300.1318534 MHz
F1 - Acquisition parameters

DO 2
D 256
SFO1 300.1314 MHz
FIDRES 12.056327 Hz
SW 10.284 ppm
FnMODE undefined
F2 - Processing parameters
SI 32768
SF 300.1300063 MHz
wDwW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
g|1 - Processing parameters
MC2 QF
SF 300.1300000 MHz
WDW SINE
SSB 0
LB 0.30 Hz
GB 0.1
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4-Imino-3-(4-methoxyphenyl)-3,4-dihydroquinazoline-2-carbonitrile (6¢)
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(g\] < —MnNnAaNLWmn— nN—owWwx — [a2] Mmoo ™~
— ) MMM SO RBIONOAN O — NS Ln
9 a I8N N DO o RR R 3
| | S TSSsSsSV A | N
2 % ZR8%Y 8 % S 9
N S P
M
-
N/L\CN
6c
IL J
T T T T T T T T T
134 132 130 128 124 122 |120 116 114 112 110
f1 (ppm)
I |
ek I o ) . . .
T T T T T T T T T T T T T T T T T T T T
180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0

f1 (ppm)

Current Data Parameters

NAME Styliana
EXPNO 95
PROCNO 1

F2 - Acquisition Parameters
Date_ 20101010
Time 15.58

INSTRUM spect
PROBHD 5 mm PABBO BB-

PULPROG zgpg30
D 65536
SOLVENT CDCI3
NS 795

DS 4

SWH 17985.611 Hz
FIDRES 0.274439 Hz
AQ 1.8219508 sec
RG 183904

DW 27.800 usec
DE 6.00 usec
TE 296.2 K

D1 2.00000000 sec
d11 0.03000000 sec

DELTA 1.89999998 sec
TDO 1
CHANNEL f1 ========
NUC1 13C
P1 7.95 usec
PLA1 -2.00 dB
SFO1 75.4752953 MHz
CHANNEL f2 ========
CPDPRG2 waltz16
NUC2 1H
PCPD2 110.00 usec
PL2 0.00dB
PL12 22.00dB
PL13 24.00dB
SFO2 300.1312005 MHz
F2 - Processing parameters
Sl 32768
SF 75.4677578 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40

0o
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4-Imino-3-(4-methoxyphenyl)-3,4-dihydroquinazoline-2-carbonitrile (6¢)

—125.60

guooooon

116.10

135

130

125

f1 (ppm)

115

55.57

80

170

160

150

140

130

120

110

100

T
90
f1 (ppm)

80

70

60

50

40

30

20
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Current Data Parameters

NAME Styliana
EXPNO 97
PROCNO 1
F2 - Acquisition Parameters
Date 20101010
Time 16.51
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG dept135
D 65536
SOLVENT CDCI3
NS 61
DS 4
SWH 17985.611 Hz
FIDRES 0.274439 Hz
AQ 1.8219508 sec
RG 16384
DW 27.800 usec
DE 6.00 usec
TE 296.2 K
CNST2 145.0000000
D1 2.00000000 sec
d2 0.00344828 sec
d12 0.00002000 sec
DELTA 0.00001012 sec
TDO 1
CHANNEL f1 ========
NUC1 13C
P1 7.95 usec
p2 15.90 usec
PL1 -2.00 dB
SFO1 75.4752953 MHz
CHANNEL f2 ========
CPDPRG2 waltz16
NUC2 1H
P3 9.40 usec
p4 18.80 usec
PCPD2 110.00 usec
PL2 0.00 dB
PL12 22.00 dB
SFO2 300.1312005 MHz
F2 - Processing parameters
Si 32768
SF 75.4677575 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40

oodd
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3-(4-Fluorophenyl)-4-imino-3,4-dihydroquinazoline-2-carbonitrile (6d) Current Data P t
ren a Farameters

NAME Styliana
NZRRRRREBLEIERRBANNRALIINIIIIAARRRAAANY EXPNO 37
NN ENENEhENEhEhEhEREhEhERENEREhENRENERARLNEhEhEREhEREhEREhEhERENEhEhN PROCNO 1
VS F2 - Acquisition Parameters
_IQate_ 2%% Og;12
ime .
;;LLLLLLLLLLL% 5mm -
D — PULPROG 2930
D 65536
SOLVENT CDCI3
NS 16
DS 2
SWH 6172.839 Hz
FIDRES 0.094190 Hz
AQ 5.3084660 sec
RG 322.5
F DW 81.000 usec
NH DE 9.00 usec
TE 295.2K
N D1 1.00000000 sec
/]\ -(I;DH?ANNEL f1 1
- ———————_——
N CN NUC1 1H
6d P1 9.40 usec
PL1 0.00 dB
SFO1 300.1318534 MHz
F1 - Acquisition parameters
ll NDO 2
| D 256
SFO1 300.1314 MHz
| FIDRES 12.056327 Hz
SW 10.284 ppm
] | | | FnMODE undefined
| I, F2 - Processing parameters
SI 32768
| SF 300.1300063 MHz
WDW EM
\ SSB 0
. LB 0.30 Hz
I Z ! x GB 0
I 2 2 S PC 1.00
— ; — F1 - Processing parameters
S 1024
84 83 82 81 80 79 78 77 76 75 74 73 72 MC2 QF
f1 (ppm) SF 300.1300000 MHz
wDW SINE
L SSB 0
LB 0.30 Hz
T T GB 01
g 2388
— N — <
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 T T T T T T T T T T T T T T T T T
2.0 11.5 11.0 10.5 10.0 95 90 85 80 75 70 65 6.0 55 50 45 40 35 30 25 20 15 1.0 0.5 0.0
f1 (ppm) o0n0d
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3-(4-Fluorophenyl)-4-imino-3,4-dihydroquinazoline-2-carbonitrile (6d)

[CRORONE]
28 R 8 RTASLYIHI 8888: & crage o o ss o Current Data Parameters
n o ™ ™ MO o8 NwS — TNenn o Moo ¥ N Mo ~ 1ana
R Lo O0e8saNOn o RRERE ¢ NER8% 4 § ¥% . EXPNO %
T T NN i R T | PROCNO 1
F2 - Acquisition Parameters
Date_ 20101010
Time 14.24
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30
TD 65536
SOLVENT CDCI3
F NS 1024
MNH DS 4
SWH 17985.611 Hz
N FIDRES 0.274439 Hz
AQ 1.8219508 sec
,;_l\ RG 11585.2
N- CN DW 27.800 usec
6d DE 6.00 usec
TE 296.2 K
D1 2.00000000 sec
dn 0.03000000 sec
' DELTA  1.89999998 sec
TDO 1
CHANNEL f1 ========
NUCA1 13C
P1 7.95 usec
PL1 -2.00 dB
SFO1 75.4752953 MHz
CHANNEL f2 ========
CPDPRG2 waltz16
| NUC2 1H
PCPD2 110.00 usec
PL2 0.00 dB
J PL12 22.00 dB
O Np— - PL13 24.00 B
SFO2 300.1312005 MHz
F2 - Processing parameters
Sl 32768
| SF 75.4677545 MHz
| T T T T T T T T T T T T T T WDW EM
| 145 140 135 130 125 120 115 SSB 0
U f1 (ppm) I(_BB 1.00 Hz
B 0
p—— mJ PC 1.40

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 T T T T T
180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0
f1 (ppm) oo
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3-(4-Fluorophenyl)-4-imino-3,4-dihydroquinazoline-2-carbonitrile (6d) 00000on

Current Data Parameters

NAME Styliana
hh3838E 8”3 EXPNO oY
EEERREE PROONO 1
- Acquisition Parameters
SN NV Date 20101010
Time 15.34
INSTRUM spect
o nga @ o ns PROBHD 5 mm PABBO BB-
%  AEE & N :E D C e
|7 | | \/ SOLVENT CDCI3
NS 203
DS 4
SWH 17985.611 Hz
NH F FIDRES 0.274439 Hz
AQ 1.8219508 sec
RG 16384
N DW 27.800 usec
,;,l\ DE 6.00 usec
N~ "CN TE 206.2 K
6d CNST2  145.0000000
D1 2.00000000 sec
d2 0.00344828 sec
d12 0.00002000 sec
DELTA 0.00001012 sec
DO 1
CHANNEL fl ========
NUC1 13C
P1 7.95 usec
p2 15.90 usec
| PL1 -2.00dB
SFO1 75.4752953 MHz
CHANNEL 2 ========
" CPDPRG2 waltz16
NUC2 1H
P3 9.40 usec
p4 18.80 usec
PCPD2 110.00 usec
PL2 0.00 dB
PL12 22.00 dB
——————————————————————— SFO2  300.1312005 MHz
136 134 132 130 128 126 124 122 120 118 116 52 Process'g%%%rameters
f1 (ppm) SF 75.4677542 MHz
‘M AL o
WWWWWWMWMWMWWWWNM Moty LB 1.00 Hz
GB 0
PC 1.40

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 T T T T T
180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0

f1 (ppm) ooog
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3-(4-Chlorophenyl)-4-imino-3,4-dihydroquinazoline-2-carbonitrile (6e)

QNN EYIRARR BB 8B 3T TRAR R BATARRIRER8HR.R
ogogogoglfrfrfI\L'|\L'|\L'|i|i|\'NNNNNNNNNNNNNNNNNNNNT
—————
NNARREBBLCIBSRRBARBRS o
WO ONMNNINNNNNNNNNNNNNNN ~N
S AN NNNENNNN R g
Cl
Js
M
-
N/L\CN
Ga
|
| |
|
|
|
[
|
|
J\M J\J L 11
—— 7 I 0’%
& i 3 & S
S ¥ - - I | I e —
T T T | B — T 6 5 4
8.4 8.2 8.0 7.8 7.6 7.4 f1 (ppm)
f1 (ppm)
) UL |
T AN I
& I85 &
S < - — S
L e I s s B Sy B Sy B B RN B S IS IS LS L B N A B —T
20 115 11.0 105 10.0 95 9.0 85 80 75 70 65 6.0 55 50 45 40 35 3.0 25 1.5

f1 (ppm)

Current Data Parameters

NAME Styliana
EXPNO 46
PROCNO 1
F2 - Acquisition Parameters
Date 20100817
Time 13.12
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
D 65536
SOLVENT CDCI3
NS 16
DS 2
SWH 6172.839 Hz
FIDRES 0.094190 Hz
AQ 5.3084660 sec
RG 322.5
DW 81.000 usec
DE 9.00 usec
TE 295.2 K
D1 1.00000000 sec
TDO 1
CHANNEL f1 ========
NUCH1 1H
P1 9.40 usec
PL1 0.00 dB
SFO1 300.1318534 MHz
F1 - Acquisition parameters
DO 2
D 256
SFO1 300.1314 MHz
FIDRES 12.056327 Hz
SW 10.284 ppm

FnMODE undefined
F2 - Processing parameters

SI 32768

SF 300.1300063 MHz
wDwW EM

SSB 0

LB 0.30 Hz

GB 0

PC 1.00

F1 - Processing parameters
SI 24

MC2 QF

SF 300.1300000 MHz
wDwW SINE

SSB 0

LB 0.30 Hz

GB 0.1

0oo
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3-(4-Chlorophenyl)-4-imino-3,4-dihydroquinazoline-2-carbonitrile (6e)

77.43 CDCI3
77.21 CDCI3

&

77.01 CDCI3
76.58 CDCI3

153.81
—111.18

143.03
137.47

_~133.73
™\-133.62

oo

!

125.42

122.11

| 144 142 140 138 136 134 132 130 128 126 124 122
f1 (ppm)

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
80 170 160 150 140 130 120 110 100 90 80 70 60 50
f1 (ppm)

40

30

20

Current Data Parameters

NAME Styliana
EXPNO 48
PROCNO 1

F2 - Acquisition Parameters
Date_ 20100817

Time 13.30
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30

TD 65536
SOLVENT CDCI3

NS 491

DS 4

SWH 17985.611 Hz
FIDRES 0.274439 Hz
AQ 1.8219508 sec
RG 8192

DW 27.800 usec
DE 6.00 usec

TE 296.2 K

D1 2.00000000 sec
d11 0.03000000 sec

DELTA 1.89999998 sec
TDO 1
CHANNEL f1 ========
NUC1 13C
P1 7.95 usec
PL1 -2.00dB
SFO1 75.4752953 MHz
CHANNEL f2 T
CPDPRG2 waltz16
NUC2 1H
PCPD2 110.00 usec
PL2 0.00dB
PL12 22.00dB
PL13 24.00 dB
SFO2 300.1312005 MHz
F2 - Processing parameters
Si 32768
SF 75.4677523 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40

god
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3-(4-Chlorophenyl)-4-imino-3,4-dihydroquinazoline-2-carbonitrile (6e) 0000o00o0o

133.63
—131.30

—-130.35
~130.11
128.61
125.42

M

WWW

o

136 135 134 133 132 131 130 129 128 127 126 125 124 123

f1 (ppm)

T T T T T T T T T T T T T T T T T T T
80 170 160 150 140 130 120 110 100 90
f1 (ppm)

80 70 60 50 40 30 20 10

Current Data Parameters

NAME Styliana
EXPNO 47
PROCNO 1

F2 - Acquisition Parameters
Date 20100817
Time 13.26
INSTRUM spect

PROBHD 5 mm PABBO BB-
PULPROG dept135

TD 65536
SOLVENT CDCI3
NS 199

DS 4

SWH 17985.611 Hz
FIDRES 0.274439 Hz
AQ 1.8219508 sec
RG 16384

DW 27.800 usec
DE 6.00 usec
TE 296.2 K
CNST2 145.0000000
D1 2.00000000 sec
d2 0.00344828 sec

d12 0.00002000 sec
DELTA 0.00001012 sec

TDO 1
CHANNEL f1 ========
NUCA1 13C

P1 7.95 usec

p2 15.90 usec
PL1 -2.00 dB
SFO1 75.4752953 MHz
CHANNEL f2 ========
CPDPRG2 waltz16
NUC2 1H

P3 9.40 usec

p4 18.80 usec
PCPD2 110.00 usec
PL2 0.00 dB
PL12 22.00 dB

SFO2 300.1312005 MHz
F2 - Processing parameters

S| 32768

SF 75.4677521 MHz

WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.40
odg


koutentis
Typewritten Text
Ｓ２３

koutentis
Typewritten Text
ＤＥＰＴ　１３５


3-(4-Bromophenyl)-4-imino-3,4-dihydroquinazoline-2-carbonitrile (6f) Current Data Parameters

NAME Styliana
o EXPNO 105
8 PROCNO 1
2B BRRENRRSL8SIBRLRAIANNARL B F2 - Acquisition Parameters
BONNNNNNNNNNNNNNNNNNNNNNNNNNNS Date 20101018
e | Time 15.09
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
Ll 3RRER3G88ILHHRRLTNRARY SOLVENT CDCI3
BONRNNNNNNNNNNNNNNNNNNNRKN NS 16
B e S e N i DS 2
SWH 6172.839 Hz
FIDRES 0.094190 Hz
AQ 5.3084660 sec
RG 2281
DW 81.000 usec
NH Br DE 9.00 usec
TE 295.2K
D1 1.00000000 sec
N TDO 1
3 __;_l\ CHANNEL f1 ========
9 M CHN NUCA1 1H
6f P1 9.40 usec
PL1 0.00 dB

SFO1 300.1318534 MHz
F1 - Acquisition parameters
DO 2

D 256
SFO1 300.1314 MHz
FIDRES 12.056327 Hz
| SW 10.284 ppm
' FPMODE ~ undefined
F2 - Processing parameters
| Sl 32768
I ' | SF 300.1300063 MHz
| | ' WDW EM
SSB 0
L LB 0.30 Hz
— " P PG 1.00
Fy .
=) i ® o 4 jrl ' N F1 - Processing parameters
= NN N 3 F— S| 24
— (o] o — o~ o T T T MC2 QF
' ' T T 70 65 6.0
8.2 8.0 7.8 7.6 7.4 f1 (ppm) \?VFDW 300.13(3(')\]08 MHz
1 (ppm) L | SSB 0
LB 0.30 Hz
GB 0.1
T 7T [
g A=8a ~
— o o
T

| 219
2.18
4 1.09

- Tt - T - 1 - 1+ 1T 1T " 1T 1 T T T T T T T T T T T T T T
2.0 115 11.0 10.5 100 95 90 85 80 75 70 65 60 55 50 45 40 35 3.0 25 20 15 1.0 05 0.0
f1 (ppm) ooo
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3-(4-Bromophenyl)-4-imino-3,4-dihydroquinazoline-2-carbonitrile (6f)

153.71

—142.97

—111.17

7743

77.21 CDCI3
7.01 CDCI3
76.58 CDCI3

—134.25
—133.55

_~130.77
~~-130.57
™-130.05
—128.56
_~125.57
~125.34
—122.14

N’;J"cu
6f
|
|
A |
T T T T
135 130 125
| J f1 (ppm)
wmmwm«mwmmmwf‘vmwmm A I W WY 0 LT it Wymir APk NAM
T T T T T T T T T T T T T T T T T T T T T T T
80 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10

f1 (ppm)

Current Data Parameters

NAME Styliana
EXPNO 107
PROCNO 1

F2 - Acquisition Parameters
Date 20101018
Time 15.24
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30
D 65536
SOLVENT CDCI3
NS 1647

DS 4

SWH 17985.611 Hz
FIDRES 0.274439 Hz
AQ 1.8219508 sec
RG 5160.6

DW 27.800 usec
DE 6.00 usec
TE 2052 K

D1 2.00000000 sec

di 0.03000000 sec

DELTA 1.89999998 sec
TDO 1
CHANNEL f{ ========
NUC1 13C

P1 7.95 usec

PL1 -2.00 dB
SFO1 75.4752953 MHz
CHANNEL f2 ========
CPDPRG2 waltz16
NUC2 1H

PCPD2 110.00 usec
PL2 0.00 dB

PL12 22.00 dB
PL13 24.00 dB
SFO2 300.1312005 MHz

g2 - Processing parameters
I

SF 75.4677545 MHz

WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.40
goad
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3-(4-Bromophenyl)-4-imino-3,4-dihydroquinazoline-2-carbonitrile (6f)

—134.28
—133.60

guoooobod

—130.57
—130.09

128.60

125.38

f1 (ppm)

NI e
A
P
N™ TCN
6f
|
|
II T T T 1T T T T | L T T
138 137 136 135 134 133 132 131 130 129 128 127 126 125 124 123
f1 (ppm)
T T T T T T T T T T T T T T T T T 7 1
80 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0

Current Data Parameters

NAME Styliana
EXPNO 23
PROCNO 1
F2 - Acquisition Parameters
Date 20100409
Time 16.50
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG dept135
D 65536
SOLVENT CDCI3
NS 139
DS 4
SWH 17985.611 Hz
FIDRES 0.274439 Hz
AQ 1.8219508 sec
RG 16384
DW 27.800 usec
DE 6.00 usec
TE 296.2 K
CNST2 145.0000000
D1 2.00000000 sec
d2 0.00344828 sec
d12 0.00002000 sec
DELTA 0.00001012 sec
TDO 1
CHANNEL f1 ========
NUC1 13C
P1 7.95 usec
p2 15.90 usec
PL1 -2.00 dB
SFO1 75.4752953 MHz
CHANNEL f2 ========
CPDPRG2 waltz16
NUC2 1H
P3 9.40 usec
p4 18.80 usec
PCPD2 110.00 usec
PL2 0.00 dB
PL12 22.00 dB
SFO2 300.1312005 MHz
F2 - Processing parameters
Si 32768
SF 75.4677531 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40

Oooo
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3-(3,4-Dichlorophenyl)-4-imino-3,4-dihydroquinazoline-2-carbonitrile (6g)

1.42 HDO

_-8.27
—~8.25

0.91*[

T T
84 83 82
f1 (ppm)

743
743
7.42
741

/L
N

6.82

1.6621 —

1 091

1 3.23~a

20 11.5 11.0 10.5 10.0 9.5

Current Data Parameters

NAME Styliana
EXPNO 16
PROCNO 1

F2 - Acquisition Parameters
Date 20110207
Time 9.13
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT CDCI3
NS 16

DS 2

SWH 10330.578 Hz
FIDRES 0.157632 Hz
AQ 3.1719923 sec
RG 101

DW 48.400 usec
DE 6.50 usec
TE 297.1K

D1 1.00000000 sec
CHANNEL f1 ========
NUCA1 1H

P1 11.00 usec

PLW1 15.41699982 W

SFO1 500.0361158 MHz

F2 - Processing parameters
36

SF 500.0330400 MHz

WDW EM
SSB 0

LB 0.30 Hz
GB 0

PC 1.00

gog
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3-(3,4-Dichlorophenyl)-4-imino-3,4-dihydroquinazoline-2-carbonitrile (6g)

Current Data Parameters

[ON®]
3 R 8RELSNRIRNARKE 6o E')A\GL\’AI\IIEO Styli?ga
g NV I e DR S e Y A
a A R R s s s Jaz Jaz A B A s NEN NFN PROCNO 1
| N ~\y- F2 - Acquisition Parameters
Date_ 20110207
Time 19.37
PROBHD 5 rmm PABEO BB
cow N 0 el yalie) © M N © 5mm -
3% 5 §|E%E B2 ¢ PUPROS 2000
I N R | SOLVENT CDCI3
NS 7351
DS 4
SWH 29761.904 Hz
FIDRES 0.454131 Hz
NH Cl AQ 1.1010548 sec
RG 2050
DW 16.800 usec
N Cl DE 6.50 usec
i TE 298.2 K
N "CN D1 6.00000000 sec
" 6 D11 0.03000000 sec
3 L] CHANNEL f1 ========
By NUCH1 13C
P1 8.00 usec
PLWA1 138.00000000 W
SFO1 125.7459776 MHz
CHANNEL 2 ========
CPDPRG2 waltz16
NUC2 1H
I PCPD2 80.00 usec
| | I PLW2 13.00000000 W
| PLW12 0.31738001 W
I U PLW13 0.20313001 W
AN SFO2  500.0350280 MHz
F2 - Processing parameters
Si 32768
SF 125.7334138 MHz
T T T T T T T T T T T T T T T T T WDW EM
T 136 134 1 130 128 126 124 122 SSB 0
152 | f1 (ppm) LB 1.00 Hz
1 (ppm; N G 0
I | PC 1.40
L UI . , )
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 T T T
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0

f1 (ppm) 00


Liana
Rectangle

Liana
Rectangle

Liana
Rectangle

Liana
Rectangle

Liana
Rectangle

Liana
Rectangle

Liana
Pencil

Liana
Rectangle

Liana
Pencil

Liana
Pencil

Liana
Rectangle

Liana
Rectangle

Liana
Rectangle

Liana
Rectangle

Liana
Rectangle

Liana
Pencil

Liana
Rectangle

Liana
Rectangle

Liana
Rectangle

Liana
Rectangle

koutentis
Typewritten Text
Ｓ２８


3-(3,4-Dichlorophenyl)-4-imino-3,4-dihydroquinazoline-2-carbonitrile (6g)

—133.67
—132.46
—131.05
—130.19
—128.78
—128.33

125.12

A M b WWWM

136 135 134 133 132 131 130 129 128 127 126 125 124

f1 (ppm)

T T T T T T T T T T T T T T T
110 100 90 80 70 60 50 40
f1 (ppm)

Current Data Parameters

NAME Styliana
EXPNO 18
PROCNO 1

F2 - Acquisition Parameters
Date 20110208
Time 10.18
INSTRUM spect

PROBHD 5 mm PABBO BB-
PULPROG deptsp135

TD 65536
SOLVENT CDCI3

NS 54

DS 4

SWH 20161.291 Hz
FIDRES 0.307637 Hz
AQ 1.6253428 sec
RG 2050

DW 24.800 usec
DE 6.50 usec
TE 298.1 K
CNST2 145.0000000
D1 2.00000000 sec
D2 0.00344828 sec

D12 0.00002000 sec
CHANNEL f1 —=======

NUCA1 13C

P1 8.00 usec
P13 2000.00 usec
PLWO OW

PLW1 138.00000000 W
SFO1 125.7434630 MHz
SPNAM5  Crp60comp.4

SPOAL5S 0.500
SPOFFS5 0 Hz

SPW5 13.49400043 W
CHANNEL f2 ========
CPDPRG2 waltz16
NUC2 1H

P3 12.50 usec
P4 25.00 usec
PCPD2 80.00 usec

PLW2 13.00000000 W
PLW12 0.31738001 W
SFO2 500.0346271 MHz
F2 - Processing parameters

Sl 32768
SF 125.7334139 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
goo
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4-Imino-6,7-dimethoxy-3-phenyl-3,4-dihydroquinazoline-2-carbonitrile (6h)

26 CDCI3

RREBLVIVITFLEH 38
NINNNNNNNNNNNNO < <
- TN
g 38
< <
RREBTE ILITEY 8§ 3 |
NINININININ NININININ ~ ™~
N |
' O
H.CO
3 A
e
. HaCO N CN
© 6h
|
|
|
|
| L_—’j
— e T gy
S & &
< ~— o
T T T T T T T T T T T T T T T T T T T I |_|_"_|_|
79 78 77 76 75 74 73 72 71 70 © @
f1 (ppm) 6.5 6.0 33
f1 (ppm) —
J 4.10 4.0f5(4.0(')) 3.95
1 (ppm
L I JL ]
M A
Sa& S8
<t — O o N
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 T T T T T T T T T T T T T T T T
12.0 11.5 11.0 10.5 10.0 95 90 85 80 75 70 6.5 6.0 55 50 45 40 35 3.0 25 20 15 1.0 05 0.0

f1 (ppm)

Current Data Parameters

NAME Styliana
EXPNO 91
PROCNO 1

F2 - Acquisition Parameters
Date_ 20101010
Time 13.43
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30

D 65536
SOLVENT CDCI3
NS 16

DS 2

SWH 6172.839 Hz
FIDRES 0.094190 Hz
AQ 5.3084660 sec
RG 574.7

DW 81.000 usec
DE 9.00 usec
TE 296.2 K

D1 1.00000000 sec
TDO 1
CHANNEL f1 ========
NUCH1 1H

P1 9.40 usec
PL1 0.00 dB
SFO1 300.1318534 MHz
F1 - Acquisition parameters
NDO 2

D 256

SFO1 300.1314 MHz
FIDRES 12.056327 Hz
SW 10.284 ppm
FnMODE undefined

F2 - Processing parameters
Si 32768

SF 300.1300063 MHz
WDwW EM

SSB 0

LB 0.30 Hz

GB 0

PC 1.00

21 - Processing parameters
I

MC2 QF

SF 300.1300000 MHz

WDwW SINE

SSB 0

LB 0.30 Hz

GB 0.1
oo
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4-Imino-6,7-dimethoxy-3-phenyl-3,4-dihydroquinazoline-2-carbonitrile (6h)

Current Data Parameters

77.43 CDCI3
77.21 CDCI3
77.01 CDCI3
76.58 CDCI3

oN 00 NN MW T o0 O
o5 o & < o o g o S o &8 1d ' N <8 NAME Styliana
g aMMaNy 20SS 88 EXPNO 98
NY NSV 2210 N\ Y PROCNO 1
RS 5 ) K8 Mg g ) Q 3 g F2 - Acquisition Parameters
o o < == o o o — o8 [T} L9 Date 20101010
inin i i o] QRSN - 0 S S (7 Time 17.06
/N | | WA | | | INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30
D 65536
SOLVENT CDCI3
NS 1105
NH DS 4
SWH 17985.611 Hz
H,CO N FIDRES 0.274439 Hz
AQ 1.8219508 sec
i RG 11585.2
HiCO N~ "CN DW 27.800 usec
DE 6.00 usec
€h TE 296.2 K
D1 2.00000000 sec
| ! d11 0.03000000 sec
| DELTA 1.89999998 sec
MWWWWNWWW meww EDH%‘NNEL fl :
NUCH1 13C

H P1 7.95 usec
T T T T T T T T T T T T T T T T T T T T T T PL1 -2.00 dB
155 150 145 140 135 130 125 120 115 110 105 gﬁgf\lNEL f27 54752953 MHz
f1 (ppm) CPDPRG2  waltz16
NUC2 1H
PCPD2 110.00 usec
PL2 0.00 dB
PL12 22.00 dB
PL13 24.00 dB
N b SFO2  300.1312005 MHz
F2 - Processing parameters
| S| 30768
SF 75.4677528 MHz
WDW EM
L SSB 0
| 57 56 LB 1.00 Hz
| f1 (ppm) GB 0
i o PC 1.40
A AT AT AN A WA
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 T T T T T
180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0

f1 (ppm) aog
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4-Imino-6,7-dimethoxy-3-phenyl-3,4-dihydroquinazoline-2-carbonitrile (6h)

guoooobod

f1 (ppm)

288 S 2 o o
o o REl g3 . 8
= 2 2% | 58 %
17 T X
e
H.CO
3 N
H4CO CN
6h
T T T T T T T
132 131 130 129 128 57 56
f1 (ppm) f1 (ppm)
|
T T T T T T T T T T T T T T T T T T T T T T
80 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10

Current Data Parameters

NAME Styliana
EXPNO 99
PROCNO 1
F2 - Acquisition Parameters
Date 20101010
Time 18.14
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG dept135
TD 65536
SOLVENT CDCI3
NS 164
DS 4
SWH 17985.611 Hz
FIDRES 0.274439 Hz
AQ 1.8219508 sec
RG 16384
DW 27.800 usec
DE 6.00 usec
TE 296.2 K
CNST2 145.0000000
D1 2.00000000 sec
d2 0.00344828 sec
d12 0.00002000 sec
DELTA 0.00001012 sec
TDO 1
CHANNEL f1 ========
NUC1 13C
P1 7.95 usec
p2 15.90 usec
PL1 -2.00 dB
SFO1 75.4752953 MHz
CHANNEL f2 ========
CPDPRG2 waltz16
NUC2 1H
P3 9.40 usec
p4 18.80 usec
PCPD2 110.00 usec
PL2 0.00 dB
PL12 22.00 dB
SFO2 300.1312005 MHz
F2 - Processing parameters
Sl 32768
SF 75.4677526 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40

goo
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4-Imino-6,7-dimethoxy-3-(4-methoxyphenyl)-3,4-dihydroquinazoline-2-carbonitrile (6i) Current Data Parameters

NAME Styliana
EXPNO 123
8IARAgY YL aNS T 8]z E;OENO 5 1
NN Yo - Acquisition Parameters
T | N Date 20110208
3 TQmRa S Lunoy g 28 5 ey 038
N NNNKN N NNNNKN N <o P spect
| SN N \/ PROBHD 5 mm PABBO BB-
PULPROG 7930
-g:())LVENT 655%6DCI3
NH OCH NS 16
DS 2
H.CO N SWH 6172.839 Hz
FIDRES 0.094190 Hz
2 AQ 5.3084660 sec
HaCO N™ "CN RG 287.4
. DW 81.000 usec
6i DE 9.00 usec
TE 308.2 K
| D1 1.00000000 sec
TDO 1
CHANNEL f1 .
NUC1 1H
' P1 9.00 usec
PL1 0.00 dB
SFO1 300.1318534 MHz
F1 - Acquisition parameters
NDO 2
301 30265 615314 MHz
o o o 5 FIDRES  12.056327 Hz
= i 3 3 SW 10.284 ppm
T T T T T T T T T T T T T T T T FnMODE . undefined
7.8 7.7 7.6 7.5 ) 7.4 7.3 7.2 7.1 7.0 gl2 - Processng%%%rameters
1 (ppm) SF 300.1300059 MHz
~ WDW EM
i SSB 0
| LB 0.30 Hz
GB 0
| | A PC 1.00
/ ; & o 23 g|1 - Processing parameters
| N T MC2 QF
— 4.0 3.9 SF 300.1300000 MHz
f1 (ppm) WDW SINE
6.5 6.0 L SSB 0
.t fi(ppm) LB 0.30 Hz
GB 0.1
A A
SE&S N
- - O o
—

1 2.08

o~
n
o
T

1 2.85

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 T T T T T T
12.0 11.5 11.0 105 100 95 90 85 80 75 70 65 60 55 50 45 40 35 3.0 25 20 15 1.0 05 0.0
f1 (ppm) oo™
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4-Imino-6,7-dimethoxy-3-(4-methoxyphenyl)-3,4-dihydroquinazoline-2-carbonitrile (6i)

—161.47
15373

—153.73
—153.05
—151.16

g

—~-153.05
™\-151.16

—130.27
—130.15

—138.82

I

130.27
130.15
™-127.16

<

—116.32
—116.25

——56.47
—~56.31

—55.65

15 12110 1300 ot o e
1 (ppm 1 (ppm
PP PP f1 (ppm)
|
|
T T T T T T T T T T T T T T T T T T
180 170 160 150 140 130 120 110 100 9 8 70 60 50 40 30 20 10
f1 (ppm)

Current Data Parameters

NAME Styliana
EXPNO 125
PROCNO 1

F2 - Acquisition Parameters
Date 20110208
Time 20.00
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30
D 65536
SOLVENT CDCI3
NS 3418

DS 4

SWH 17985.611 Hz
FIDRES 0.274439 Hz
AQ 1.8219508 sec
RG 16384

DW 27.800 usec
DE 6.00 usec
TE 308.2K

D1 2.00000000 sec

d11 0.03000000 sec

DELTA 1.89999998 sec
TDO 1
CHANNEL f1 ========
NUCA1 13C

P1 7.00 usec
PL1 -2.00 dB
SFO1 75.4752953 MHz
CHANNEL f2 ========
CPDPRG2 waltz16
NUC2 1H
PCPD2 110.00 usec
PL2 0.00 dB
PL12 22.00dB
PL13 24.00 dB
SFO2 300.1312005 MHz
F2 - Processing parameters
Sl 32768

SF 75.4677484 MHz
WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.40

ERERE
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4-Imino-6,7-dimethoxy-3-(4-methoxyphenyl)-3,4-dihydroquinazoline-2-carbonitrile (6i)

130.27

—116.25

—109.09
—105.81

_~56.47
~~-56.30

—55.65

guoooood

OCH.
NH 2

H;:,C C’:gt N

HaCO N'f’l‘cm

6i

180

170

160

150

140

130

120

110

100

90
f1 (ppm)

Current Data Parameters

NAME Styliana
EXPNO 124
PROCNO 1

F2 - Acquisition Parameters
Date 20110208
Time 19.43
INSTRUM spect

PROBHD 5 mm PABBO BB-
PULPROG dept135

TD 65536
SOLVENT CDCI3
NS 256

DS 4

SWH 17985.611 Hz
FIDRES 0.274439 Hz
AQ 1.8219508 sec
RG 16384

DW 27.800 usec
DE 6.00 usec
TE 308.2 K
CNST2 145.0000000
D1 2.00000000 sec
d2 0.00344828 sec

d12 0.00002000 sec
DELTA 0.00000891 sec

TDO 1
CHANNEL f1 ========
NUC1 13C

P1 7.00 usec

p2 14.00 usec
PL1 -2.00 dB
SFO1 75.4752953 MHz
CHANNEL f2 ========
CPDPRG2 waltz16
NUC2 1H

P3 9.40 usec

p4 18.80 usec
PCPD2 110.00 usec
PL2 0.00dB
PL12 22.00 dB

SFO2 300.1312005 MHz
F2 - Processing parameters

SI 32768

SF 75.4677484 MHz
WDW EM
SSB 0

LB 1.00 Hz

GB 0

PC 1.40

goo
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2-Methoxy-3-phenylquinazolin-4(3H)-imine (7)

— Hoooc\mwl\l\l\vmv—cmggmm O O ® WY
N — vcoVvwuonhINNNIINLLLLLLLLS < < nMmANANN
0 NNNNNNNNNNNNNNNNN NNNNN

3.92

2.94{

8.0 7.9 7.8 7.7 7.6 4 7.3 7.2

f1 (ppm)

8.3

1.45 HDO

l L JE 1

R o

3 2333 3

(=} [ E=K=Ns\ ™
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 T T T T T T T T T T T T T T T T
(2.0 11,5 11.0 105 10.0 95 90 85 80 75 70 65 6.0 55 50 45 40 35 3.0 25 20 15 1.0 0.5 0.0

f1 (ppm)

Current Data Parameters

NAME Styliana
EXPNO 204
PROCNO 1
F2 - Acquisition Parameters
Date 20110907
Time 14.18
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT CDCI3
NS 24
DS 2
SWH 10330.578 Hz
FIDRES 0.157632 Hz
AQ 3.1719923 sec
RG 90.5
DW 48.400 usec
DE 6.50 usec
TE 296.1 K
D1 1.00000000 sec
CHANNEL f1 ========
NUC1 1H
P1 11.00 usec
PLWA1 15.41699982 W
SFO1 500.0361158 MHz
F2 - Processing parameters
Sl 65536
SF 500.0330280 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB
PC 1.00

0o
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2-Methoxy-3-phenylquinazolin-4(3H)-imine (7)

Current Data Parameters

77.26 CDCI3
77.00 CDCI3

™M < n
o o O (<)) n n H
6 & ¥ LHASSEHnYo R i NAME Styliana
a2 34 S peRuBES BA R B A e IS ry EXPNO 203
| | SN A N PROCNO 1
NH F2 - Acquisition Parameters
Date 20110907
Time 13.51
N INSTRUM spect
il PROBHD 5 mm PABBO BB-
N™ "OCHjz PULPROG jmod
7 D 65536
SOLVENT CDCI3
| NS 1254
DS 4
| SWH 29761.904 Hz
N | ! | FIDRES  0.454131 Hz
! [ I—— AQ 1.1010548 sec
o % Ky Ng @ AN o
R S a8 RS % DW 16.800 Usec
) o o998 A R DE 6.50 usec
| I\ Vo TE 297.1K

CNST2 145.0000000
CNST11 1.0000000

D1 6.00000000 sec
_MW m‘w (wm f"‘“ D20 0.00689655 sec

156.63
152.04

CHANNEL f1 ========
NUC1 13C

P1 8.00 usec
P2 16.00 usec

PLW1 138.00000000 W
SFO1 125.7459782 MHz

CHANNEL f2 ========
CPDPRG2 waltz16
NUC2 1H
PCPD2 80.00 usec

PLW2 13.00000000 W
PLW12 0.31738001 W
SFO2 500.0350280 MHz
F2 - Processing parameters

S| 30768
WNWWWMWWM SF 125.7334112 MHz

WDW EM
SSB 0
LB 1.00 Hz
GB 0
I E— — PC 1.40
156 152
f1 (ppm)
-1 1T -r-1r- 1T 11T T 11T
133 132 131 130 129 128 127 126 125 124
f1 (ppm)
r————T1 ™1 """™"""T1T """V 1 "“""TV//1T T /1 T 1 1T T T T 71T 71T "™/ 1T """V 1 1t 71 T 71
180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0

f1 (ppm) oo
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4-Imino-3-phenyl-3,4-dihydroquinazolin-2(1H)-one (8)

o
[a)
28 UII3RRRNRLLRANSIBSRN 3
o 0 BONNNNNNNNNNNNNNGG O IN —
\/ V Nt — = Current Data Parameters
i, IBRRATNLLL AR N9Y 28 ® NAME — Styliana
o0 0 NNNNNNNNNNKN NNN Y O EXPNO 18’]
\/ N e YA 1 14 YA PROCNO y
F2 - Acquisition Parameters
Date_ 20110821
NH Time 18.10
| @ INSTRUM spect
N PROBHD 5 mm PABBO BB-
ke PULPROG 2930
N © D 65536
! 8 SOLVENT CD2CI2
' NS 25
| DS 2
il SWH 10330.578 Hz
| FIDRES 0.157632 Hz
AQ 3.1719923 sec
| RG 144
I & ' o A o < i J ' DW 48.400 usec
S AL T 5 = 0 DE 6.50 usec
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 T T T T T T T T T T T TE 2995 K
84 83 82 81 80 79 78 77 76 75 74 73 72 |71 70 69 68 67 6.6 65 6.4 D1 1.00000000 sec
f1 (ppm) CHANNEL f1 ========
NUC1 1H
P1 11.00 usec
PLW1 15.41699982 W
SFO1 500.0361158 MHz
F2 - Processing parameters
sl 65536
| SF 500.0330474 MHz
WDW EM
SSB 0
LB 0.30 Hz
I b L GB 0
U ' e : PC 1.00
T

12 11 10 6
f1 (ppm) Oo00d
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4-Imino-3-phenyl-3,4-dihydroquinazolin-2(1H)-one (8)

o0
88
8 KREIKhaoIL8Y sodan NH
B Na0R33]3]ES Ixdom /@ Current Data Parameters
RSS2y N NAVEE " Stylana
- PROCNO 1
ﬂ O F2 - Acquisition Parameters
Date 20110821
8 Time 18.29
INSTRUM spect
I PROBHD 5 mm PABBO BB-
| | | L PULPROG jmod
D 65536
I . o SOLVENT ~_ CD2Ci2
3 NApNRE b4 & S N NS 7426
3 828 N o 2 7 DS 4
i "\"'\' /"' "l' i | | SWH 29761.904 Hz
FIDRES 0.454131 Hz
AQ 1.1010548 sec
RG 2050
Jd. ~ DW 16.800 usec
i ) -\ W ) ! DE 6.50 Usec
& A ( TE 209.9K
CNST2 145.0000000
CNST11 1.0000000
D1 6.00000000 sec
D20 0.00689655 sec
CHANNEL f1 ========
NUC1 13C
P1 8.00 usec
P2 16.00 usec
PL\WA 138.00000000 W
SFO1 125.7459782 MHz
CHANNEL f2 ========
CPDPRG2 waltz16
NUC2 1H
PCPD2 80.00 usec

PLW2 13.00000000 W
PLW12 0.31738001 W
SFO2 500.0350280 MHz
F2 - Processing parameters

' S 32768
w ﬂ A« l SF 125.7333568 MHz
WDW EM
SSB 0

T T T T T T T LB 1.00 Hz
139 138 137 136 135 GB 0
fL (ppm) PC 140
T T~ T T~ T "~ T " T T T T ! T T T T T
134 132 130 128 126 124 12 117 116 115 114
f1 (ppm) f1 (ppm)

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 T T T T T T T T T T T T T
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 -10
f1 (ppm) ooao
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3-Phenylquinazoline-2,4(1H,3H)-dione (9)

9 Current Data Parameters
T NAME Styliana
3 NEIY R R R RS AR AN N AR ITINRmRRR8868 A EXPNO 133
<)) oocdeoOOI\'l\'l\'l\'l\'l\'l\'l\'l\'l\'l\'l\'NNNNI}'I}'I}'I}'I}'I}'I}'I}'I}'TTTI}'T??:&??‘—i PROCNO 1
N N gp——————————— | F2 - Acquisition Parameters
Rt I b e e b Rtk Eh i Lk Date_ 20110403
BBBBRNNNRNNNNNNNNNNNNNNNNNNRN G G666 Time 21.34
e S S = = INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
D 65536
SOLVENT CDCI3
NS 16
DS 2
SWH 6172.839 Hz
FIDRES 0.094190 Hz
o AQ 5.3084660 sec
RG 456.1
N DW 81.000 usec
,l.\\\ DE 9.00 usec
M 0 TE 297.2 K
H D1 1.00000000 sec
a DO 1
CHANNEL f1 ========
NUC1 1H
P1 9.00 usec
| PL1 0.00 dB
SFO1 300.1318534 MHz
F1 - Acquisition parameters
DO 2
| D 256
SFO1 300.1314 MHz
FIDRES 12.056327 Hz
SW 10.284 ppm
| FnMODE undefined
F2 - Processing parameters
b g:: 3003123288061 MHz
J L Ul | \évsDéN OEM
T T T I LB 0.30 Hz
3 T g 3 GB 0
| T T T T T T T T T T T T T T T T PC . 1.00
lls4y s2 8o 78 76 74 72 70 68 F1 - Processing parameters
f1 (ppm) MC2 "
|
SF 300.1300000 MHz
l WDW SINE
| SSB 0
LB 0.30 Hz
- i GB 0.1
8 5
— o
T

12.0 11.5 11.0 10.5 100 9.5 9.0 85 8.0

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
5 70 65 60 55 50 45 40 35 30 25 20 15 1.0 05 0.0
f1 (ppm) oo

N | 4417
| 2.05=
1.06—<
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3-Phenylquinazoline-2,4(1H,3H)-dione (9)

[} | N2
ol O
i O
2 Q SRELBRIL 33 53 E Current Data Parameters
g A BRELSEEY 53 <2 e, Stiiana
VNN PROCNO 1
~ © o~ F2 - Acquisition Parameters
o5 I 2he O Date 20110403
a2 3 S 988 Time 21.57
| | | \// M INSTRUM spect
/& PROBHD 5 mm PABBO BB-
iy PULPROG zgpg30
H D 65536
g9 SOLVENT CDCI3
NS 12821
DS 4
SWH 17985.611 Hz
FIDRES 0.274439 Hz
AQ 1.8219508 sec
o 23 RG 16384
o ppge DwW 27.800 usec
~ =5 DE 6.00 usec
' \/ TE 297.2K
D1 2.00000000 sec
l d11 0.03000000 sec
_IE_)S(I)_TA 1.899199998 sec
T T T T T T T T T T T T T T T T T CHANNEL f1 ========
135 134 133 132 131 130 129 128 127 NUCA1 13C
f1 (ppm) P1 7.00 usec
PL1 -2.00 dB
SFO1 75.4752953 MHz
CHANNEL f2 ========
CPDPRG2 waltz16
NUC2 1H
PCPD2 110.00 usec
PL2 0.00 dB
PL12 22.00 dB
PL13 24.00 dB
SFO2 300.1312005 MHz
F2 - Processing parameters
Sl 32768
L L R SF 75.4677501 MHz
124 122 120 118 116 114 112 WDW EM
f1 (ppm) SSB 0
| LB 1.00 Hz
GB 0
PC 1.40
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 T T T T T
80 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0

f1 (ppm) ood
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3-Phenylquinazoline-2,4(1H,3H)-dione (9) oooooooo

—135.37

135.37
123.57
115.11

A

N™ 0
H

LI L L L L L LU N LA LA LA LA L EL A LA I AL LA I L I L DL I L I N |
138 137 136 135 134 133 132 131 130 129 128 127 12? 1(25 1)24 123 122 121 120 119 118 117 116 115 114 113 112
1 (ppm

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 T T T
180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
f1 (ppm)

Current Data Parameters

NAME Styliana
EXPNO 134
PROCNO 1

F2 - Acquisition Parameters
Date 20110403
Time 21.39
INSTRUM spect

PROBHD 5 mm PABBO BB-
PULPROG dept135

D 65536
SOLVENT CDCI3
NS 300

DS 4

SWH 17985.611 Hz
FIDRES 0.274439 Hz
AQ 1.8219508 sec
RG 16384

DW 27.800 usec
DE 6.00 usec
TE 297.2K
CNST2 145.0000000
D1 2.00000000 sec
d2 0.00344828 sec

d12 0.00002000 sec
DELTA 0.00000891 sec

TDO 1
CHANNEL f1 ========
NUC1 13C

P1 7.00 usec

p2 14.00 usec
PL1 -2.00 dB
SFO1 75.4752953 MHz
CHANNEL f2 ========
CPDPRG2 waltz16
NUC2 1H

P3 9.40 usec

p4 18.80 usec
PCPD2 110.00 usec
PL2 0.00 dB
PL12 22.00 dB

SFO2 300.1312005 MHz
F2 - Processing parameters

S 32768

SF 75.4677496 MHz

WDW EM

SSB 0

LB 1.00 Hz

GB 0

PC 1.40
gdn
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4-Anilino-2-methoxyquinazoline (10)

4.07

l\I\I\I\I\I\l\l\I\I\I\I\I\I\l\l\l\l\\l\l\l\l\l\l\l\l\l\l\l\l\l\l\l\l\l\

LLLLLLLLLLE ii ii‘lJJJgggJJJJ
SIRNRRRERREEIRNRARRIRRRS FRITTITRRRBNNNASR ®  x9n
NININININNNNNNNNNNNNN NINININININININNNNNDNDN N NNN
= N W

|
I
I
| I
I
1 —J
I I I I I

&K S ~ R S Py

~ ~ o — — o
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
790 785 780 775 770 7.65 Jy.60 755 750 745 740 735 730 7.3 7.2 7.1

f1 (ppm) f1 (ppm)

I
1L

1.60 HDO

Current Data Parameters

NAME Styliana
EXPNO 219
PROCNO 1
F2 - Acquisition Parameters
Date 20111018
Time 22.24
INSTRUM spect
PROBHD 5 mm PABBO BB-
HN PULPROG zg30
D 65536
. SOLVENT CDCI3
| N NS 24
P DS 2
M~ "OCH, SWH 10330.578 Hz
10 FIDRES 0.157632 Hz
AQ 3.1719923 sec
RG 161
DW 48.400 usec
DE 6.50 usec
TE 296.8 K
D1 1.00000000 sec
CHANNEL f1 ========
NUCA1 1H
P1 11.00 usec
PLW1 15.41699982 W
SFO1 500.0361158 MHz
F2 - Processing parameters
SI 65536
SF 500.0330407 MHz
wDwW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
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4-Anilino-2-methoxyquinazoline (10)
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Current Data Parameters

NAME Styliana
EXPNO 220
PROCNO 1

F2 - Acquisition Parameters
Date 20111019
Time 6.52
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG jmod
D 65536
SOLVENT CDCI3
NS 4250

DS 4

SWH 29761.904 Hz
FIDRES 0.454131 Hz
AQ 1.1010548 sec
RG 2050

DW 16.800 usec
DE 6.50 usec
TE 297.6 K
CNST2 145.0000000
CNST11 1.0000000

D1 6.00000000 sec

D20 0.00689655 sec
CHANNEL f{ ========

NUC1 13C
P1 8.00 usec
P2 16.00 usec
PLWA1 138.00000000 W
SFO1 125.7459782 MHz
CHANNEL f2 ]
CPDPRG2 waltz16
NUC2 1H
PCPD2 80.00 usec
PLW2 13.00000000 W
PLW12 0.31738001 W
SFO2 500.0350280 MHz
F2 - Processing parameters
Sl 32768
SF 125.7334071 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
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4-Ox0-3-phenyl-3,4-dihydroquinazoline-2-carbonitrile (11)

Q0

[aya)

I T

RA

i

o 4
Q
S
5888 2BBFE  LIT 8
NNNN NNNNN NN N N
NNV NN NS

o

N N’ﬂ‘“cw
11
|
|
| | | '
J U
e r T -
8 S 3 I S
i o i o™ [a\]
1T 1 1 17 "1T°"1T " ~T T T T T T T " 7T1.°
85 84 83 82 81 80 79 78 77 76 75 74 73 7.2
f1 (ppm)
JL,,,J UUL A JL "
T T
8 88318
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 T T T T T T T T
11.0 105 100 95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 0.5

f1 (ppm)

Current Data Parameters

NAME Styliana
EXPNO 62
PROCNO 1
F2 - Acquisition Parameters
Date 20110329
Time 18.10
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
D 65536
SOLVENT CDCI3
NS 16
DS 2
SWH 10330.578 Hz
FIDRES 0.157632 Hz
AQ 3.1719923 sec
RG 144
DW 48.400 usec
DE 6.50 usec
TE 297.0K
D1 1.00000000 sec
CHANNEL f1 ========
NUCA1 1H
P1 11.00 usec
PLWA1 15.41699982 W
SFO1 500.0361158 MHz
F2 - Processing parameters
SI 65536
SF 500.0330401 MHz
WDW EM
SSB O
LB 0.30 Hz
GB 0
PC 1.00
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4-Ox0-3-phenyl-3,4-dihydroquinazoline-2-carbonitrile (11)
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F2 - Acquisition Parameters
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Time 19.06
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PULPROG zgpg30

TD 65536
SOLVENT CDCI3
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DS 4

SWH 29761.904 Hz
FIDRES 0.454131 Hz
AQ 1.1010548 sec
RG 2050

DW 16.800 usec
DE 6.50 usec
TE 298.0 K

D1 2.00000000 sec
D11 0.03000000 sec
CHANNEL f1 ========
NUC1 13C

P1 8.00 usec

PLW1 138.00000000 W
SFO1 125.7459776 MHz

CHANNEL 2 ========
CPDPRG2 waltz16
NUC2 1H
PCPD2 80.00 usec

PLW2 13.00000000 W
PLW12 0.31738001 W
PLW13 0.20313001 W
SFO2 500.0350280 MHz
F2 - Processing parameters
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4-Ox0-3-phenyl-3,4-dihydroquinazoline-2-carbonitrile (11) oooooooo
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D12 0.00002000 sec
CHANNEL f1 ========
NUC1 13C
P1 8.00 usec
P2 16.00 usec
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4-Anilinoquinazoline-2-carboxamide (12)
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4-Anilinoquinazoline-2-carboxamide (12)
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F2 - Acquisition Parameters
Date 20130723
Time 9.57
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG jmod
D 65536
SOLVENT DMSO
NS 18432

DS 4

SWH 29761.904 Hz
FIDRES 0.454131 Hz
AQ 1.1010048 sec
RG 1820

DW 16.800 usec
DE 6.50 usec
TE 296.3 K

CNST2 145.0000000
CNST11 1.0000000

D1 2.00000000 sec
D20 0.00689655 sec
TDO 1

CHANNEL f1 ========
SFO1 125.7459782 MHz
NUCA1 13C
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P2 17.40 usec
PLWA1 138.00000000 W
CHANNEL 2 ========
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NUC2 1H
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F2 - Processing parameters
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Figure S1. Ellipsoid (probability level of 50%) representation of the crystal structure
of 4-imino-3-phenyl-3,4-dihydroquinazoline-2-carbonitrile (6a) with atom labelling.
The dihedral angle between the plane of the quinazoline and that of the phenyl ring is

68.94(4)°. Hydrogen atoms were omitted for clarity.
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