Compound 4d

N-(1,3-dihydroxy-2-(hydroxymethyl)propan-2-yl)-2-(4-oxo-2-phenylquinazolin-3(4H)-
yl)acetamide

OH
HO

NH OH

IR of 4d
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'H NMR of 4d
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Current Date Parameters
NAM: Eman EzzE1Din_H_N38
EXPNO 10
BROCNO 1
F2 - Acquisition Parameters
Date_ 20160728
Time .
INSTRUM spect
PROBED 5 mm PAEBO BB/
PULPROG zg30
TD 65536
SOLVENT DMSO
NS 32
DS 2
SWE 8012.820 Hz
FIDRES 0.122266 Hz -
AQ 4.0894465 sec
RG 12
DW 62.400 usec
DE £.50 usec
TE 2%8.0 K
D1 1.00000000 sec
DO o
Pl 15.00 usec
PLWL 10.39393962 W
F2 - Processing parameters
51 6
SF 400.1900000 MHz
WOW EM
88B ]
LB 0.30 Hz
GB 4]
BC 1.00
| I
T [ T T T T T T T T T T M T T T
15 14 13 12 11 10 9 8 7 6 5 4 3 2 1 0 ppm
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Current Data Parameters
NAME Eman EzzE10in H_N38
EXPNO 10
PROCNO 1

F2 - Acquisition Parame
Date_ 20160728

Time 16.03
INSTRU!

spect
PROBHD 5 mm PABEO BB/

PULPROG zg

T 65536
SOLVENT DMSO

NS 32

bs 2

sWH 8012.820 Hz
FIDRES 0.122266 Hz
AQ 4.0834465 sec
RG .12

DW 62.400 usec
DE 6.50 usec
T 298.0 K

D1 1.00000000 sec
™0 1

15.00 u
PLWL 10.39999962 W

F2 - Processing parameters
s1 65536

—8.7122
T—8.6919

. y
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8.0622
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SF 400.1900000 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB
PC 1.00
T T T
9.0 89 88
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Current Data Parameters

NAME Eman EzzElDin_H_N38

EXPNC 10

PROCNO 1

F2 - hequisition Parameters

Date_ 2016072

Time

INSTRUM

PROBHD 5 mm PABBO BB/

BULPROG 2g30

™ 65536

SOLVENT DMSO

NS 32

Ds 2

SWH 8012.820 Hz

FIDRES 0.122266 Hz

AQ 4.0894465 sec

RG 32.12

DW 62.400 usec

DE $.50 usec

IE 298.0 K

D1l 1.00000000 sec

D0 1

mmmmmmms CHANNEL fl wmmmmmme=

SFO1 400.1924713 MHz

NUC1

Pl 15.00 usec

PLW1 10.39999962 W

F2 - Processing parameters

SI 536

SF 400.1900000 MHz

WDW EM

958 0

LB 0.30 Hz

GB [

PC 1.00

E T T T T T T T T T T T T T T T
7.95 7.90 7.85 7.80 7.75 7.70 7.65 7.60 7.55 7.50 7.45 7.40 7.35 7.30 ppm
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Curcent Data Pazanctors
NAME Eman EzzE1Di _N38_D20
EXPNO 10
PROCNQ 1
F2 - Acquisition Paraneters
Date_ 20160731
Time
INSTRUM spect
FROZHD S mm PABEO 5B/
PULSROG g3
™ 65536
Sorvenr ‘50
s 32
DS z
swn s012.620 s
FIDRES 0.122266 Hz .
AQ 4.0894465 sec
RG 32.12
oW 00 usec
bE 150 uaec
TE 208.1 K
D1 1.00000000 sec
™0 1
[ T—
SFOL 400.1924713 MHz
weer frd
Pl © 15.00 use
BIW1 10.39995562 W
F2 - Processing parameters
51 €
SF 400.1300000 MHz
wow B
SSB ¢
LB 0.3¢ Hz
GB 0 .
BC 1.00
| \
T 1 1 T T T T T T T T T T T T T
15 14 13 12 11 10 9 8 7 6 5 4 3 2 1 0 ppm
©w |~ N < -+ (7=
8 [3/5[%E[8 32 &
< NNNm| o © oy (=]
wn «




Microanalytical Unit - FOIPCU - NMR laboratory

D20 www.pharma.cu.edu.eg dir-mau.fopcu@pharma.cu.edu.eg BRO R
— N o WO N HN~TONOWVMAN-HMH WO ™M ) ©
o - O WO w -~ NN T OO AW @ O O
N O — 0 WO ™ A VOWNITNAONTNO D SN
o n o OO @© © OO EOMONOMONOAN o oo
o o o~ e (! il ol e ol e e el el o ol o el et
Curront Data Parameters
NAME Eman EzzElDuLﬂ_NJH_DZO
EXPNO
PROCNO l
F2 - Acquisition Parameters
Da
Tii
IS TROM spact
PROBHD 5 mm PABBO BB/
LER( 2930
65536
SOLVENT DMSO
NS
vs
SWH. 8012.820 Hz
FIDRES 0.122266 Hz
4.0894465 sec
RG 32.12
oW 62.400 usec
DE 6.50 usec
e 298.1 K !
Dl 1.00000000 sec
0 1
e < —
SFOL 400.1924713 MHz
wocl
Pl 00 usec
PLW1 10. 39999962 W
FZ - Processing paxame\:e'a
SF
ssa o
LB 0.30 Hz
GB 0
PC 1.00
T T T T T T T T T T T T L | T T T T
89 88 87 86 85 84 83 82 81 80 79 78 77 74 73 7 2 6.9 6.8 ppm
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Compound 4e

3-(2-oxo0-2-(piperazin-1-yl)ethyl)-2-phenylquinazolin-4(3H)-one
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14.2440

Current Data Parameters

Eman EzzE1Din_K_N37
17
1

INSTRUM spect
'ROBHD 5 mm PABBO BB/
PULPROS 2530

™ 65536
SOLVENT DMSO

NS 32

DS 2

SuR B012.820 Hz
FIDRES 0.122266 Hz
aQ 4.0851465 sec
RG 84.65

bW 62.400 usec
DE 6.50 usec
TE 298.1 K
Dl 1.00000000 sec
o0 1

=== CHANNEL £l wmwmmmm=
400.1524713 MHz

1
15.00 usec
10.399%9562 W

F2 - Processing parameters
ki 5536

8.7404
8.7201
8.1122
8.1094

'H NMR of compound 4e
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sF 400.1300000 MHz
WOW =M
ssB 0
L3 0.30 Hz
GB 0
BC 1.00
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Current Data Parameters
NAME Eman E2zElDin_H_N37
10

3

don Parameters

RO1E071E
Lr
]
% mm PABBO BB/
PULPROG
SOLVENT S0
NS 32
DS 2
SWH 8012.820 Hz
FIDRES 0.122266 Hz
AQ 4.0894465 sac
RG 84.65
oW 62.400 usec
DE 6.50 usec
IE 298.1 K
D1 1.00000000 sec
TDO 1
== CHANNEL fl ===sceas
400.1924713 MHz
Pl 15.00 usec
PLW1 10439599962 W
F2 ~ Processing parameters
8I 65536 '
SF 409.1900000 MHz
WDW BM
888 ]
LB 0.30 Hz
GB o
BC 1.00
T T T T T T T T T T T T T T T I
15 14 13 12 1 10 9 8 7 6 5 4 3 2 1 0 ppm
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8 g (28845 2 g 3
w 0| | ;W) | o )| || o~
- - &




Microanalytical Unit - FOPCU - NMR laboratory

www.pharma.cu.edu.eg dir-mau.fopcu@pharma.cu.edu.eg B KER
=~ NS ONO S~ [ e o I e LN NMO
oo NOMO O~ N>~ N - mMmWwon 0 W W~
- o~ OO MN-HO O oS [ = e I ]
e P - OO OOO VWO T =000
TPD ©O 00 00 €O 00 00 00 O o T e B T[S e = E= = I~
Cuzrrent Data Parameters
N Eman EzzELlDin_H_N37
EXPNO 10
PROCNO 1
F2 - Aoquisition Parameters
Date_ 20160718
Time 19.46
INSTRUM Spect
PROBHD S mm PABBO BB/
PULPROG 2g30
™ 65536
SOLVENT Duso
NS 32
oS 2
SwH 8012.820 Hz
FIDRES 0.,122266 Hz
AQ 4.0894465 sec
RG 84.65
DW 62.400 usec
DE 6.50 usec
TE 2%8.1 K
DL 1.00000000 sec
TG 1
== CHANNEL fl ==
SFOL 400.1924713 mHz
NuC1L 1H
Pl 15.00 usec
PLW1 10.39999962 W
P2 - Processing pazameters
g0 400.1300000 Maz
(1 EM
50
0.30 Hz
[]
T T T T T ] T T T T T T T T T T T T T T T T T
91 90 89 88 87 86 85 84 83 82 81 80 79 78 77 76 75 74 73 72 71 7.0 ppm

W

5.80
54

10

17.32

N
& 5
©w 0




DO

Microanalytical Unit - FOPCU - NMR laboratory

D20 www.pharma.cu.edu.eg  dir-mau.fopcu@pharma.cu.edu.eg BR R
FOoO~NWVUNOOHMOO~W ™ o~ o o
TN~ oOND W m o ™ N
SFAOOVWNHOTOOO W w© =T o —
Yoo e o o o
oIl o ol ol Sl el el ol o m ™ ™ N
Current Data Paranaters
I Eman 2ezBLDin _H_N37_D20
EXPNO 10
PROCNO 1
2 = Acguisitien Parameters
oite. i Todtorns
ime 12.06
NS apect
PROBHD 5 mm PABBO BB/
PULBRO 2930
D 65536
SOLVENT oMs0
S 32
S z
SWH 8012.820 Hz
FIDRES 0.122266 Hz
M 4.0894465 sec
RG .
oW 62.400 usec
DE 6.50 usec
1B 298.1 K
oL 1.00000000 sec
100 i
a= CHAMNEL £1 memmmmen
400.1924713 MHz
15.00 usec
10.39999962 W
F2 - Processing parameters
s1 65536
SF 400.1500000 MHz
WOW EM
5B °
18 0.30 Kz
GB 0
rc 1.00
T T T T T T T T T TP TR Ry T T
15 14 13 12 11 10 9 8 5 4 3 2 0 ppm
-+ | |0
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Currant Data Parametars
HAME Eman EzzElDin _K_N37_D20
EXPRO 10
PROCHO 1
~Agguinivion Parameters
20160719
12.06
THATRUM spect
PROBED 5 mm PABBO BB/
PULEROG 2g30
63338
sorwent oS0
us 32
1] 2
8012.820 Hz
FIDRES 0.122266 Az
BQ 4.0894465 sec
RS 4. 6!
o 62,400 usec
DE 6.50 usec
= 298.1 K
ol 1.00000000 sec
0 1
e CHAMMEL £1 mmmmme.
aroL 400.1924713 MHe
Nuel 1H
P 15,00 usec
LN 10.39995962 W
F2 - Processing parameters
81 65536
8P 400.1500000 MAz
WDW BM
S5B o
LB 0.30 Hz
e
e 1.60
T T I T T T
9.5 9.0 8.5 8.0 7.0 6.5 ppm
Q| 0| 0
8 8 © 2
o o~ = o
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13C NMR of 4e
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Current Data Parameters

NAME Eman EzzE1Din_C_N37

EXPNO 10

PROCNOC 1

F2 - Acquisition Parameters

Date_ 60719

Time 10.45

INSTRUM spect

PROBHD 5 mm PABBO BB/

PULPROG zgpg30

TD 65536

SOLVENT DMSO

NS 550

DS 4

SWH 24038.461 Hz

FIDRES 0.366798 Hz

AQ 1.3631488 sec

RG 202.37

DW 20.800 usec

DE 6.50 usec

T 298.0 K

Dl 2.00000000 sec

D11 0.03000000 sec

TDO 1

==mem=m= CHANNEL fl ssmwam==

SFO1 100.6379178 MHz

NUC1 13C

Pl 10.00 usec

PLW1 45.00000000 W

SFO2 400.1916008

NuC2 1H

CPDPRG[2 waltzl6

T T T T T T T T T T T T T T T T T ! g 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 © ppm
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Current Data Parameters I

NAME Eman EzzElDin_C_N37 i

EXPNO 10 i

PROCNO 1

F2 - Acquisition Parameters

Date_ 20160719

Time 10.45 I

INSTRUM spect I

PROBED 5 mm PABBO B3/

PULPROG 2gpg30

™ 65536

SOLVENT DMSO

NS 550

DS 4

SWH 24038.461 Hz

FIDRES 0.366798 Hz

aQ 1.3631488 sec

RG 202.37

bW 20.800 usec

DE 6.50 usec

TE 298.0 K

D1 2.00000000 sec

D11 0.03000000 sec

DO 1

swenmewe CHANNEL f]l messseee

SFOL 100.6379178 MHz

NUC1 13¢

3 10.00 usec

PLW1 45.00000000 W

=a====== CHANNEL f2 =:

SFO2 400.1916008 MHz

Nuc2 1H 4§

CPDPRG[2 waltzl6

T T T T T T T T
70 65 60 55 50 45 40 35 ppm
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Current Data Parameters

NAME Eman EzzElDin_C_N37

EXPNO 10

PROCNO 1

F2 - Acquisition Parameters

Date_ 20160719

Time 10.45

INSTRUM spect

PROBHD 5 mm PABBO BB/

PULPROG zgpg30

D 65536

SOLVENT DMSO

NS 550

DS 4

SWH 24038.461 Hz

FIDRES 0.366798 Hz

AQ 1.3631488 sec

RG 202.37

bW 20.800 usec

DE 6.50 usec

TE 298.0 X

D1 2.00000000 sec

D11 0.03000000 sec

TDO 1

== CHANNEL fl ====m=n=

SFO1 100.6379178 MHz

NUC1 13c

Pl 10.00 usec

PLW1 45.00000000 W

~ CHANNEL f2 ========

SFO2 400.1916008 MEz

NUC2 1H

CPDPRG[2 waltzlé

135.15
~—132.39
——132.03
T~131.84

Microanalytical Unit - FOPCU - NMR laboratory
dir-mau.fopcu@pharma.cu.edu.eg
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——129.68
——129.36

T—129.09
—127.46

—123.07
T—122.94
— 119,25

W«MMWWMW
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142
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130 128
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Compound 4f

3-(2-morpholino-2-oxoethyl)-2-phenylquinazolin-4(3H)-one

1
oA
J

~Z
N

4f

IR of compound 4f
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Current Data Parameters
NAME Eman Salah_H_N39
)

EXPNO
PROCNO 1
F2 - Acquisition Parameters
Date_ 20160809

e 13.59
INSTRUM spect
PROBED 5 mm PABBO BB/
PULPROG 2930
™ 65536
SOLVENT DMSO
NS 32
DS 2
SHE 8012.820 Ez
FIDRES 0.122266 Hz
AQ 4.0894465 sec
RG 56.39
oW 62.400 usec
DE 6.50 usec
TE 298.1 K
D1 1.00000000 sec
™0 1

~ CHANNEL £1
400.192471
1E

15.00 usec
10.39999962 W

F2 - Processing parameters
5536

'H NMR of 4f

Microanalytical Unit - FOPCU - NMR laboratel

ry
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FERE A OO0 0COONUIIIITMNOOCOOO®WOW® DWW
00 00 €0 O 00 €0 00 00 00 €0 OO GO [~ [~ [~ [~ M~ [~ [~ [~~~ 0~~~ = 00000 MmN NN

PP
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(<O

SF 400.13p000C MHZ
wWoW M
558 0
LB 0.30 Hz
GB 0
PC 1.00
T T ; T T T T T T
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Curzent Data Parameters
NAME Eman Salah_H_X33
10

EXPNO

TROCNG 1

F2 - Acquisition Farameters
Date_ 20160808
Time 13.59
INST! spocl
PROBHD 5 mn PABBO 33/
PULP 2430

> §3535
SOLVENT DMBO

XS 32

Ds 2
SR 8012,820 He
FIDRRE 0,122266 Wz
AC 4,0894465 sec
G 56,3

DW 82,400 asec
R 6.30 usec
1 298,1 K
D1 1,00000000 sec
0 1

mwammnne CHANNEL £1 ===
FOL

s 400,1924713 Mz
Kucl bt}

s 15,00 usec
PLNL 10.39393962 W

F2 - Procasning parammtars
st

s 430,1900000 Min
wow =™

558 o

18 0,30 He
) )

FC 1.00

L

Microanalytical Unit - FOchl- NMR laboratory
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3.8178
3.8053

_~3.8297
_~3.1654

<
=

3.1531
3.1410
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2.5140
2.5096
2.5053
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Current Data Parameters
Eman Salah_H_N39
10

EXPNO
PROCNO 1

F2 - hcquisition Parameters
Date_ 20160809
Time

INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPRCG g

™ 65536
SOLVENT DMSO

NS 32

s 2

Shi 8012.820 Hz

H
FIDRES 0.122266 Hz

aQ 4.0894465 sec
RG .

oW 62.400 usec
DE 6.50 usec
= 298.1

Dl 1.00000000 sec
™0 1
i CHNNNET, £, oo
sFo1 400.1924713 MHz
NuC1 1

1 15.00 usec
BLHL 10.39999962 W
F2 - Processing parameters
ST 6

SF 400.1900000 Mz
WOW EM

ssB 0

18 0.30 Hz
68 0

BC 1.00

T T T T T T T T 5% T T T T T
770 765 760 755 750 745 740 735 730 725 720 715 710 705 7.00 6.95 ppm

F’ T

16.47
5.40
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Current Data Parameters
NAME Eman Salah_H_N39
10

EXPNO

BROCNO 1

F2 - Acquisition Parameters
Date_ 20160809
Time 5
INSTRUM spect
PROBED  § mm PABBO BB/
PULBROG 2930

™ 65536
SOLVENT DMSO

NS 32

DS 2

swE 012,820 Hz
FIDRES 0.122266 Hz
a0 4.0884465 sec
RG 56.39

DW 62.400 usec
DE 6.50 usec
IE 298,

D1 1.00000000 sec
0 1
smemmm== CHANNEL fl s
sFo1 400.1924713 Mz
NUCL 18

) 15.00 usec
PLWL 10.39999962 W

F2 - Processing parameters
st

sF 400.1900000 Mz
WDW ™

ssB 0

1B 0.30 Hz
GB 0

BC 1.00

T T T T T T T T T T T T T T T T T T T
895 8090 8.85 880 875 870 8.65 860 855 850 845 840 835 830 825 820 8.15 810 8.05 8.00 ppm

L

10
0
0

5.37
10.77
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C><)
BRORKER

D20
PN TONMDNN OO N =~ m < ]
ChEOAHMOVYO O~ Or O o 0 © ™~
M A TN OMNNO®0DW S © 0 a —
OO NIODTITINO OO o~ o n
00 00 00 00 [~ [~ P~ [~ [~ [ [~ [~ [~ [~ [~ [~ < ™ ] ~
Curzent Data Parameters
N Eman Salah_F_N33_D20
EXPNO 10
PROCNO 1
F2 - Acquisition Paramsters
Date_ 20160809
Time 1
THSTRUM spect s
PROEHD 5 mm PABBO B3/
PULFROG 2930
™ 65536
SOLVE! DMSO
KS 32
oS 2
SWH 8012,820 Bz
FPIDRES 0.122266 Hz
aQ 4.0854465 sec
RG .2
ow 62.400 usec
DE 6.50 usec
16 298.1 K
o1 1.00000000 zec
™0 1
mmmsmmss CHANNEL £1 = =
SFO1 400.1924713 MHz
NUC1
el 15.00 usec
PLNL 10.39993362 W
F2 - Processing parameters -
SI L]
s¥ 400.1900000 MRz
wow EM
S5B o
13 0.30 Bz
GB o
pC 1.00
Py
T T T T T T T T T T T T
15 14 13 12 9 8 7 6 5 4 3 0 ppm
1) | (k)] 0| © ")
o @ (@0 ]| N N el
i< N || [ =] i~ I~ ™
i | 1= L -
» v A
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DO

Microanalytical Unit - FOPCU - NMR laboratory

www.pharma.cu.edu.eg

dir-mau.fopcu@pharma.cu.edu.eg B(‘>§2R

D20 RU
© ™M S MmN MWW NN =~ ooy
~ O H M WO WO~ oo
[l = N O SO N O @ W o
O 0 SO N nonwnwn ST M c oo
@ @ @ o~ ol =l ol b o~

Current Data Parameters

U Eman Salah H_N38_D20

EXPNO 10

PROCNO 1

F2 - Bequisition Parameters

Date_ 2016080

Time 14,37

INSTRUM spect

PROBED S mm PASBO BB/

PULERCG 2930

™ 65536

SOLVENT Duso

NS 32

bE} 2

e 2012.820 Hz

FIDRES 0.122266 Hz

AQ 4.0894465 sec

RG €4.21

oW 62.400 usec

DE 6.50 usec

T2 298,

DL 1.00000000 sec

™0 1

mmmm==== CHANNEL fl ========

sl 400.1524713 MHz

NUCL 18

Pl 15.00 usec

PIM1 10.39999962 W

F2 - Processing parameters

ST 65536 . »

SF 400.1800000 MHz

wow

SSE 0

B 0.30 Ha

GB 0

BC 1.00

T T T T T T T T T T T T T T T T T T T T T
90 89 88 87 86 85 84 83 82 81 80 79 78 V7 76 75 74 73 72 74 ppm
)| o ~ 1 |
= b ] i o
-r o o L <
fe= —
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Compound 5

2-(4-oxo-2-phenylquinazolin-3(4H)-yl)acetohydrazide

NH,
Ox_NH
N
~
N
5

IR of compound 5

120 e - — ———— — =
110 /ﬂ
o
‘//
//
LNl g N
R\ el
\ /
|5
| /
‘ vf
90 J‘
[
1
80— < 2o A 1 Sl 7 - =5
4000 3000 2000 1000
Wavenumber [em-1)
[Comments]
! 2
Comment 1/2/2015
User IR
Division IR
Company MAC
[ Result of Peak Picking ]
No. Position Intensity No. Position Intensity No. Position Intensity
1 3316.96 84.5929 2 3061.44 99.1221 3 2363.34 107.423
4 1661.73 93.4305 5 1602.56 86.5978 6 1529.27 84.8541
7 1447.31 86.8308 8 1331.61 97.3051 9 1302.68 95.5283
10 1255.43 101.838 11 1189.86 109.477 12 1163.83 108.862
13 1133.94 110.243 14 1110.8 109.68 15 1075.12 110.324
16 1048.12 110.9 17 1028.84 111.414 18 997.017 112.866
19 941.092 107.144 20  901.558 110.563 21 881.309 112.723
22 795.493 114.372 23 755959 102.236 24 701.962 93.3053
25 666.285  108.206 26 638.323 107.846 27  587.218 110.827
28 530.328 113.45 29  508.151 111.989
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'H NMR of compound 5

Microanalytical Unit - FOPCU - NMR laboratory

www.pharma.cu.edu.eg  dir-mau.fopcu@pharma.cu.edu.eg B
)
2l HH OO ~ONTONY A~ © o= O WO
9] HOWUNCETANNONONNANOFTOND ™ N ~ 0~ YW
[ o] COUUWMNOORWOWNM—NWNN™ W o~ o~ SN~ O
. O~oOOoOUVLWOLONUINSFTNOOC — MO NANN
— QO o o

|
|

Current Data Parameters
NAME Imansalah_3_H
10

EXENO
PROCNO 1
F2 - Acquisition Parameters
Dats, 20141120
Tie
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zq30
§5536
SOLVENT SoCL3
NS T
D3 z
] 8012.820 Kz
FIBRES ©0.122266 Hz
aQ 40834465 sec
RG 165.46
DR 62,400 usec
DE 6.50 usec
TE 298.1 K
D1 1.00000000 sec
00 1
= CHANNEL f1 mmmmmm—s
400.1324713 MH=
3] 15.00 usec
PLAL 10.39999962 W
F2 - Processing parameters
51 65536
SF 400.1800000 MHz
WDW EM
ssB ]
B 0.30 He
GB a
pc 1.00

TR [ R G S T T PR Sy CEnhLereey T T T
16 15 14 13 12 11 10 9

o
-
o
3}
FS
@ ]
r
-
o
4

20.24
1.50
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Current Data Parameters
NAME I

EXPNO
PROCNO

imanSalah_3_E
10
1

F2 - Acquisition Parameters
2014 120

Date_

mmemmms= CHANI

PLW1

P —1 us/
2930

65536

cocl3

16

2
8012.820 Hz
0.122266 Hz

4.0894465 sec
69.46
usec
usec

298.1 K
1.00000000 sec
1

NEL £1 ===mmms=
400.1924713 MHz

usec
10. 39999962 W

F2 - Processing parameters

400.1300000 MHz
EM

0.30 Hz
1.00

Microanalytical Unit - FOPCU - NMR laboratory
www.pharma.cu.edu.eg dir-mau.fopcu@pharma.cu.edu. ed

— 0 o OO NSOWNOM — &
— O o~ CANNOMNDO DO < w0 N
o @ n m OO WM O <« o~
o~ oo DWW NN T o~ oo
© © © [l sl ol el Sl ] o~ ill\/

7.0608

B%ﬂ

T
9.1

90 89 88 87 86 85

B

T

T T T T T l T T T T
84 83 82 81 80 79 78 77 76 75 74 73 72 741

)
S
<

17.46
46

25

T
7.0 ppm




DO

D20

Current Data Parameters
ImanSalah_3_H_D20
1

NAME ]
EXPNO a
FROCNO 1

F2 - Acquizition Parameters
Date_ 20141123
Time 8.54
THSTRUM sct
PROBAC 5 mm PABBO BB/
PULPROG 2g30

™ 65536
SOLVENT ¢nel13

NS 16

DS 2

SKA 8012.820 Nz
FIDRES 0.122266 Hz
AQ 4.0834465 sec
RG 202,37

Dw €2.400 usac
DE .50 usec
TE 2980

D1 1.00000000 sec
00 i
S==mmae CHANNEL £1 ===
srFoL 400.1324713 MHz
wUC1 1

P1 15.00 usec
PLu1 10.39399962 W
F2 - Processing parameters
ST 5

SF 400.1900162 Mz
WoW B

S5B 0

LB 0.30 Hz
] 0

BC 1.00

—=11.8225

%

Microanalytical Unit - FOPCU - NMR laboratory

cu.edu.eg

www.pharma.cu.edu.eg  dir-mau
VAN ON AN AN AO T A NONO™ OO
DA NUNOSETNON HMUNONNMMF NN
WO AW TNNNAN™OTTOTNO
CroOOONONOITITITTITINOCODO S
L N e e e e el al a al a el al  a aNNEe

1.2978
1.278%
1.2343
1.2177
1.2005

¢
X

Co<)
BRORER

aaasassss

T I I T T T T T
10 9 8 7 6 5 4 3
IR g
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Microanalytical Unit - FOPCU - NMR laboratory
www.pharma.cu.edu.eg

dir-mau.fopcu@pharma.cu.edu.eg

o © NHOAAN—H O™ =~ NW o~ o~
ISR O =HNONAMLWO O NN ™ M. 10
— O O FNNNA O~ O < O TN
o o Caltel s lTe RTo T RYo R Vo IS S S o~ oo o
o~ ot ol ol el el o S el ol ~ - .
Current Data Paramet
ImanSalah_3_H_D20
Exeno 10
PROCNO 1
F2 - Acquisition Parameters
Date_ 20141123
Time 8.54
INSTRUM spect 4
PROBHD 5 mm PABBO BB/
PULPROG 2930
T 65536
SOLVENT cocl3
NS 16
2
8012.820 Hz
s 0.122266 Az ‘
4.0894465 sec
202.37
. 62.400 usec
6.50 usec
298.0
1.00000000 sec
1
CHANNEL £l ==mmmmms
400.1924713 Mtz
1B
15.00 usec
10.39993962 W
F2 - Processing parameters
ST . 65536
SF 1900162 MHz
wow EM
ssB 0
LB 0.30 Bz
GB 0
»C 1.00
4
T T T T T T T T T T T T T T T
86 85 84 8.2 77 76 75 74 73 72 71 70 69 68 67 ppm
o | =
% ml//“\'q‘/\yq
< ] 0 @
= g
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EI-MS of compound 5

Cairo University
Micro Analytical Center

DI Analysis
Shimadzu Qp-2010 Plus
Sample Information Method
Analyzed by : N.Bagato
Analyzed : 17/02/2015 04:40:16 —— Analytical Line | ——
Sample Name : sample 3 TonSourceTemp 250.00 °C
Sample ID : e [MS Tabie]
Customer Name ~ : gwa Ol - osiad Uypea ~Group 1-Event 1
Data File : CAGCMSsolution\Data\Project1\sample 3.QGD Start Time :0.00min
Org Data File +C:\GCMSsolution\Data\Project\sample 3.QGD End Time - +10.00min
Method File : C:\GCMSsolution\Data\Project1\A.GABR.qgm ACQ Mode :Scan
Org Method File : C:A\GCMSsolution\Data\Project\A.GABR.qgm Event Time :0.50sec
Report File : Scan Speed 1769
Tuning File : C:\GCMSsolution\System\Tune1\_defaultl.qgt Start m/z 50,00
$EndIfSModified by : N.Bagato End vz :400.00
Modified : 17/02/2015 04:45:03 »

Electron Voltage :70eV
Tonization Mode :EI

CAGCMSsolution\Data\Project 1\sample 3.QGD

Chromatogram sample 3 C:\GCMSsolution\Data\Project]\sample 3.

1,887,572

-TIC*1.00

| P e T

0.1 1.0 20 3.0 N 4.0 4.7
min
Spectrum
Line#:1 R.Time:3.4(Scan#:406)
MassPeaks:232 -
RawMode:Single 3.4(406) BasePeak:105(12731)
BG Mode:None Group 1 -Event 1
100 7 s o #*40.0
ot i

804
70 ;
60- . 17 :'
50-

70 $0 90 100 110 120 130 140 150 160 170 180 190 200 200 220 230 240 250 260 270 280 290

236

mz
Mass Table &
Line#:1 R.Time:3.4(Scan#:406)
MassPeaks:232
RawMode:Single 3.4(406) BasePeak:105(12731)
BG Mode:None Group 1 - Event 1
# mwz Abs. In Rel. Int. # mwz Abs.In Rel. Int.
1 5000 3502 27.51 4 5300 754 5.92
2 51.00 4284 33.65 5 5405 762 5.99
3 5205 1071 8.41 6 5505 4677 36.74

m/z Abs. I Rel. Int.
56.05 1622 12.74
57.05 5134 4033
58.05 576 4.52

O 00 N 3
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#
10
11
12
13
14
15
16
17
18
19
20
21
2
23
24
25
26
27
28
29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
7
73
74
75
76
77
78

nm/z
59.00
60.00
61.00
62.00
63.00
63.95
65.00
65.95
67.00
68.00
69.00
70.05
71.05
72.00
73.00
74.00
75.00
76.00
77.00
78.00
79.00
80.00
81.05
82.05
83.05
84.05
85.05
86.05
87.00
88.00
89.05
90.00
91.05
92.00
93.05
94.05
95.05
96.05
97.10
98.05
99.10
100.05
101.05
102.05
103.05
103.95
105.05
106.05
107.05
108.10
109.10
110.10
111.05
112.10
113.10
114.10
115.10
116.05
117.05
118.05
119.05
120.05
121.10
122.10
123.10
124.10
125.15
126.10
127.10

Abs. Ir

1105
2668
961
618
2007
3350
1087
639
1764
908
3161
1452
2863
714

12398

1380
1636
4831
12298
1362
930
556
1507
1024
2293
1147

1680 °

331
714
311
734
2273
1512
1735
756
662
1291
1042
2174
1296
905
349
518
1266
1390
2278
12731
1267
592
358
882
754
2048
652
796
306
686
415
398
658
6803
2088
615
385
532
414
688
454
550

Rel. Int.

8.68
20.96
7.55
4.85
15.76
26.31
8.54
5.02
13.86
7.13
24.83
11.41
22.49
5.61
18.84
10.84
12.85
37.95
96.60
10.70
731
4.37
11.84
8.04
18.01
9.01
13.20
2.60
5.61
2.44
577,
17.85
11.88
13.63
5.94
5.20
10.14
8.18
17.08
10.18
7.11
2.74
4.07
9.94
10.92
17.89
100.00
9.95
4.65
2.81
6.93
5.92
16.09
342
6.25
240 .
5.39
3.26
3.13
5.17
53.44
16.40
4.83
3.02
4.18
3.25
5.40
3.57
432

#
79
80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99

100
101
102
103
104
105
106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
131
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147

m/z
128.10
129.10
130.10
131.10
132.10
133.10
134.10
135.10

13610 :

137.10
138.05
139.05

140.05

141.05
142.10
143.10
144.10
145.05
146.00
147.00
148.00
149.05
151.05
152.05
153.05
154.10
155.10
156.10
157.10
158.10
159.10
160.10
161.10
162.10
163.10
164.10
165.10
166.10
167.10
168.10
169.10
170.10
171.10
172.10
173.10
174.10
175.10
176.10
177.05
178.05
179.05
180.05
181.05
182.10
183.10
184.10
185.10
186.10
187.10
188.10
189.10
190.10
191.10
192.10
193.10
194.10
195.10
196.05
197.05

Abs. In Rel. Int.

374
1058
654
353
308
303
327
388
223
433
315
1427
442
553
166
308
156
290
1121
290
154
457
877
1204
720
258
212
194
268
137
142
129
143
86
167
196
230
239
319
178
153
110
257
132
126
132
100
113
322
1135
2405
2252
592
154
151
122
298
73
84
63
66
63
222
204
214
247
230
340
369

2/3

294
831
5.14
2.77
242
2.38
2.57
3.05
175
3.40
247
1121
3.47
434
1.30
2.42
123
228
8.81
228
1.21
3.59
6.89
9.46
5.66
2.03
1.67
1.52
2.11
1.08
1.12
1.01
1.12
0.68
131
1.54
1.81
1.88
251
1.40
1.20
0.86
2.02
1.04
0.99
1.04
0.79
0.89
2:53
8.92
18.89
17.69
4.65
1.21
1.19
0.96
234
0.57
0.66
0.49
0.52
0.49
1.74
1.60
1.68
1.94
1.81
2.67
2.90

#
148
149
150
151
152
153
154
155
156
157
158
159
160
161
162
163
164
165
166
167
168
169
170
171
172
173
174
175
176
177
178
179
180
181
182
183
184
185
186
187
188
189
190
191
192
193
194
195
196
197
198
199
200
201
202
203
204
205
206
207
208
209
210
211
212
213
214
215
216

mz
198.00
199.00
200.00
201.00
202.00
203.00
204.00
205.00
206.00
207.00
208.05
209.00
210.00
211.00
212.00
213.00
214.00
215.00
216.00
217.00
218.00
219.00
220.00

222.00

223.00
224.00
225.05
226.00
227.00
228.00
229.00
230.00
231.00
233.00
234.00
236.05
237.05
238.05
239.10
240.10
241.10
242.10
243.10
246.10
247.10
248.10
249.10
250.10
251.10
252.10
253.10
254.10
255.10
256.10
257.10
258.10
260.10
261.10
262.10
263.10
264.10
265.10
266.10
267.10
268.10
269.10
270.10
271.10
273.10

Abs.In Rel. Int.

100
130
110
71
65
79
70
172
97
532
3737
778
196
138
74
226
95
97
82
110
105
153
127
2082
2383
2071
430
111
126
62
62
71
66
79
79
7346
7776
1339
231
242
226
114
63
82
111
92
95
79
102
86
102
97
138
153
111
73
62
81
121
79
103
111
82
54
54
66
76
86
60

0.79
1.02
0.86
0.56
0.51
0.62
0.55
1.35
0.76
4.18
2935
6.11
1.54
1.08
0.58
1.78
0.75
0.76
0.64
0.86
0.82
1.20
1.00
16.35
18.72
16.27
3.38
0.87
0.99
0.49
0.49
0.56
0.52
0.62
0.62
57.70

61.08

10.52
1.81
1.90
1.78
0.90
0.49
0.64
0.87

. 0.72

0.75
0.62
0.80
0.68
0.80
0.76
1.08
1.20
0.87
0.57
0.49
0.64
0.95
0.62
0.81
0.87
0.64
0.42
0.42
0.52
0.60
0.68
0.47
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#
217
218

219

220
221
222

n/z
276.10
277.10
278.10
279.10
280.10
281.10

Abs.In Rel. Int.
65 0.51
52 0.41
68 0.53
76 0.60
81 0.64
90 0.71

#
223
224
225
226
227
228

mz
282.10
283.10
284.10
285.10
287.10
290.10

Abs.In Rel. Int.

62
76
105
55
66
52

3/3

0.49
0.60
0.82
0.43
0.52
0.41

#
229
230
231
232

mz
292.10
293.10
294.10
295.10

30

Abs. I

63
66
87
55

Rel. Int.

0.49
0.52
0.68
0.43




Compound 6

ethyl 2-(2-(4-oxo-2-phenylquinazolin-3(4H)-yl)acetyl)hydrazinecarboxylate

(0]
Hlle\o/\

[0) NH

(0]
N

s
N
6

IR of compound 6

Peak Find - Memory-62

101
100;*

%T

1
U

75 s

4000
Comments]
Sample name N5
Lomment 9/312015
User IR
Division RD
Company MAC ~
[ Result of Peak Picking ]
No. Position  Intensity
1 3270.68  81.3959
4 1716.37 82.7756
7 1527.35  78.3095
10  1250.61 83.0798
13 909.272 94,6975
16 634.466  94.3554

2000
Wavenumber [cm-1]

No. Position  Intensity No. Position
2 3032.51 94.3123 3 2924.52
5 1663.3 83.6129 6 1599.66
8 1444.42 82.7871 " 9 1311.36
1" 1102.12 94.2055 12 1041.37
14 754.031 92.9911 15 698.105
17 420406  98.1776

31

Intensity
95.6873
85.6961
$7.9941
93.0817
90.2389




'H NMR spectrum of compound 6

ImanSalah-N5-DMSO-1H

Archive directory: /export/home/vimrl/vnmrsys/data
Sample directory: DDSmm_test_12Mar2014-21:34:40
File: PROTON

Pulse Sequence: s2pul

Solvent: DHMSO
Temp . 0C / 303.1 K
Mercury-300BB ~ "NMR300"

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acq. time 4.853 sec

Hz

ions
OBSERVE H1, 300.0687871 MHz
DATA PROCESSING
FT size 65536
Total time 21 min, 7 sec
Date: Mar 11 2015

3.559

——3.388

Ne

Re w Y

5o =e ]

© e e 32 g

2 o !

2 8 s <% 0 =i L
S - | LJ ) se ~
2 s : BS
o S E-
LA

9.341

—~ F

T T T _J
B\

: |
I o \
L J’LJLWJ VAW| )'\JJL_J'%,,, N
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ImanSalah-N5-DMSO-1H
Archive directory:
Sample directory: DD5mm_test_12Mar2014-2
File: PROTON

Pulse Sequence: s2pul
Solvent: DHSO

emp. 30.0 C / 303.1 K
Mercury-300B8 ~ “NMR300"

/export /home/vnmr 1/vnmrsys /data
:38:40

3.338

Relax. delay 1.000 sec
Pulse 45.0 degrees

64 _repetitions v
BSERVE  H1, 300.0687871 MHz %]
DATA PROCESSING S
FT size 65536 o ava
Total time 21 min, Y
Date: Mar 11 2015 & 7 a
<<

\_4.095

|

,—3.563
—"3.559
2.501
2.497

T 117
1.085

4.240

— J‘

2.0 1.5 1.0 ppm

54.75

38.97
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DM8O-1H

Archive directory: sexport/home/vnmri/vnmrsys/data
Sample directory: DDSmm_test_12Mar2014-21:34:40

File: PROTON

Pulse Sequence: s2pul
Solvent: DMSO
T 30

emp . C / 303.1 K
Mercury-300BB  "NMR300"

Relax. delay

59 repetitions

SER! H1, 300.0687871 MHz
DATA PROCESSING
FT size 65536
Total time 21 min, 7 sec
Date: Mar 11 2015

~e 1 EK'H
: | I
| |
[
- )
|
A JJL _J !
_YAI;;.B ‘ ' 9 i5 9 IB 8 15 ' I 8 10
28.92 12.74
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DO

Imansalah=N§~DNS0-D20-1H

Archive directory: sexport/home/vnmri/vnmrsys/data
Sample directory: DD5mm_test_12Mar2014-21:34:40 s
File: PROTON 3

Pulse Sequence: s2pul
Solvent: DNSO

emp. 30.0 C / 303.1 K
Mercury-300BB ~ "NMR300"

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 4.853 sec

Width 6600.7 Hz

22 repetitions
SERVE W1, 300.0687871 MNZ

DATA PROCESSING

FT size 65536

Total time 21 min, 7 sec

Date: Mar 11 2015

3.532

-4.058

2.501

13 12 11 10 9 8 7
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munsnar@nnso-lac

Archiv

3C NMR spectrum of compound 6

ory: /export/home/vnmri/vomrsys/data

e di
unpn Mractoryx DDSmm_test_12Mar2014-21:34:40

File:

Pulse Sequence: s2pul
Solvent: CDC13

Temp. 80.0 C / 803.1 K
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Mass spectrum of compound 6

N 5 ‘e

Line#:2 R.Time:3.1(Scan#:377)

MassPeaks:315

RawMode:Single 3.1(377) BasePeak:105(142912)
BG Mode:None Group 1 -Event 1
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Mass Table
Line#:1 R.Time:1.5(Scan#:179)
MassPeaks:311
RawMode:Single 1.5(179) BasePeak:57(387394)
BG Mode:None Group 1 - Event 1
# m/z Abs. In' Rel. Int. # m/z Abs. In Rel. Int. # m/z Abs. In Rel. Int.
1 5005 7152 1.85 46  95.10 45162 11.66 91 14025 9214 238
2 5105 10390 2.68 47  96.15 29589 7.64 92 14120 18833 4.86
3 5215 2426 0.63 48 97.10 113639 2933 93 14220 2393 0.62
4 53.10 8137 2.10 49  98.15 28697 741 94 143.15 900 0.23
5 5415 15807 4.08 50  99.10 64246 16.58 95 14415 622 0.16
6 5510 161994 41.82 51 100.10 5327 1.38 96 14515 2077 0.54
7 56.15 83300 21.50 52 101.15 834 0.22 97 146.10 3825 0.99
8§ 57.10 387394 100.00 53 102.05 2748 0.71 98 147.10 2052 0.53
9 5810 19431 5.02 54 103.10 3449 0.89 99 14815 1336 0.34
10 59.10 1329 0.34 55 104.15 6808 1.76 100 149.10 5761 1.49
11 60.05 991 0.26 56 105.05 52392 13.52 101 15025 2097 0.54
12 61.05 544 0.14 57 106.05 7185 1.85 102 151.15 7615 1.97
13 6205 1363 035 58 107.10 5914 1.53 103 152.15 6104 1.58
14 63.05 4602 1.19 59 108.15 4387 1.13 104 153.15 9196 237 ”
15  64.00 7292 1.88 60 109.10 28191 7.28 105 15420 6001 1.55
16 65.05 5407 1.40 61 11015 18228 4.71 106 15520 12034 3.11
17 66.15 4677 1.21 62 111.15 69829 18.03 107 15620 1564 0.40
18  67.05 39216 10.12 63 11225 22284 375 108 157.15 604 0.16
19 68.15 23412 6.04 64 113.15 42111 10.87 109  159.15 946 0.24
20 69.05 135862  35.07 65 11420 4076 1.05 110 160.10 518 0.13
21 7015 71106 18.35 66 115.10 1644 0.42 111 161.10 1210 0.31
22 7110 263250  67.95 67 11615 912 0.24 112 162.15 879 0.23
23 7205 15212 3.93 68 117.10 2505 0.65 . 113 163.15 2569 0.66
24 73.05 1575 0.41 69 118.15 2450 0.63 114 16425 1401 0.36
25 7405 1995 0.51 70 119.10 17489 4.51 115 16520 3870 1.00
26 75.05 3287 0.85 71 120.10 4759 1.23 116 16620 2532 0.65
27 76.05 11426 2.95 72 121.10 5121 1.32 117 167.15 5862 1.51
28 77.05 36455 9.41 73 12225 3754 0.97 118 16820 3927 1.01
29 7815 4650 1.20 74 123.15 17081 4.41 119 16920 8071 2.08
30 79.10 12076 3.12 75 12425 11047 2.85 120 17020 1246 032
31 80.15 11853 3.06 76 12520 35666 9.21 121 17120 446 0.12
32 8110 53454 13.80 77 12625 14711 3.80 122 172.10 260 0.07 "
33 8215 35550 9.18 . 78 12720 27463 7.09 123 173.10 596 0.15
34 83.10 116854  30.16 79 12815 4214 1.09 124 175.15 869 0.22
35 8415 45201 11.67 80 129.15 2034 0.53 125 176.15 677 0.17
36 85.10 189042  48.80 81 130.10 1382 0.36 126 177.15 2344 0.61
37 8610 12852 332 82 131.15 2479 0.64 127 178.15 4357 1.12
38 87.10 1017 0.26 83 132,15 1404 0.36 128  179.05 9950 2.57
39 8810 724 0.19 84 133.15 3194 0.82 129  180.10 6206 1.60
40 89.15 1662 0.43 85 13425 1945 0.50 130 181.15 4076 1.05
41 90.05 6728 1.74 86 135.15 4681 1.21 131 18220 3262 0.84
42 91.10 8815 228 87 13625 2729 0.70 132 18320 5962 1.54
43 9210 4929 1.27 88 137.20 10463 2.70 133 18425 1113 0.29
44 9310 8972 232 89 13825 6213 1.60 134 18520 386 0.10
45 9415 6518 1.68 90 139.20 16047 4.14 135 186.20 234 0.06
2/5
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#
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150
151
152
153
154
155
156
157
158
159
160
161
162
163
164
165
166
167
168
169
170
171
172
173
174
175
176
177
178
179
180
181
182
183
184
185
186
187
188
189
190
191
192
193
194

m/z

187.15
188.15
189.10
190.25
191.15
192.10
193.15
194.15
195.15
196.20
197.20
198.20
199.20
200.20
201.20
203.15
204.15
205.05
206.05
207.15
208.05
209.10
210.15
211.20
212.15
213.20
214.20
215.20
217.15
218.15
219.15
220.20
221.20
222.15
223.15
224.15
225.20
226.25
227.30
228.30
229.30
231.20
232.20
233.15
234.05
235.05
236.05
237.05
238.25
239.25
240.15
241.05
242.10
243.15
244.20
245.20
246.25
247.25
248.25

~

Abs. In
458
338
791
485
2008
929
2297
1552
2625
2697
5060
897
239
150
255
764
513
2990
893
2635
7559
2932
2283
3889
771
247
135
282
752
533
1291
775
1759
2914
2994
3611
3799
717
199
113
273
630
460
960
650
2147
11265
4976
2034
3146

821

4109
801
385
244
610
484
818
505

Rel. Int.
0.12
0.09
0.20
0.13
0.52
0.24
0.59
0.40
0.68
0.70
1.31
0.23
0.06
0.04
0.07
0.20
0.13
0.77
0.23
0.68
1.95
0.76
0.59
1.00
0.20
0.06
0.03
0.07
0.19
0.14
0.33
0.20
0.45
0.75
0.77
0.93
0.98
0.19
0.05
0.03
0.07
0.16
0.12
0.25
0.17
0.55
291
1.28
0.53
0.81
0.21
1.06
0.21
0.10
0.06
0.16
0.12
0.21
0.13

Line#:2 R.Time:3.1(Scan#:377)
MassPeaks:315

RawMode:Single 3.1(377) BasePeak:105(142912)

BG Mode:None Group 1 - Event |

it

L —

m/z
50.05
51.05
52.05
53.05

Abs. I
26115
33101
5456
3566

Rel. Int.
18.27
23.16
3.82
2.50

#
195
196
197
198
199
200
201
202
203
204
205
206
207
208
209
210
211
212
213
214
215
216
217
218
219
220
221
222
223
224
225
226
227
228
229
230
231
232
233
234
235
236
237
238
239
240
241
242
243
244
245
246
247
248
249
250
251
252
253

- RN R NV

“x

m/z
249.25
250.30
251.25
252.30
253.30
25425
255.20
256.20
257.20
258.20
259.30
261.30
262.25
263.25
264.15
265.25
266.25
267.30
268.40
269.10
270.15
271.10
272.10
273.10
274.10
27530
276.30
277.30
278.30
279.35
280.30
281.30
282.25
283.30
284.30
285.30
286.30
287.30
288.30
289.20
291.35
29235
293.35
294.35
295.40
296.40
297.40
298.40
299.40
300.40
301.40
302.40
303.40
305.25
306.25
307.25
308.25
309.15
310.15

mz
54.15
55.10
56.15
57.10

¢

Abs. I

1141
1034
1059
1194
2564
529
206
215
314
246
489
620
474
1241
2027
1281
1274
2017
500
218
449
359
322
386
217
447
314
574
674
800
1097
1834
410
193
161
178
116
308
202
465
525
534
617
949
1422
374
161
134
132
129
217
190
359
548
493
506
1230
7388
1562

Abs. In
4243
31598
15548
67569

3/5

Rel. Int.
0.29
0.27
0.27
0.31
0.66
0.14
0.05
0.06
0.08
0.06
0.13
0.16
0.12
0.32
0.52
0.33
0.33
0.52
0.13
0.06
0.12
0.09
0.08
0.10
0.06
0.12
0.08
0.15
0.17
0.21
0.28
0.47
0.11
0.05
0.04
0.05
0.03
0.08
0.05
0.12
0.14
0.14
0.16
0.24
0.37
0.10
0.04
0.03
0.03
0.03
0.06
0.05
0.09
0.14
0.13
0.13
0.32
1.91
0.40

Rel. Int.
2.97
2211
10.88
47.28

#
254
255
256
257
258
259
260
261
262
263
264
265
266
267
268
269
270
271
272
273
274
275
276
277
278
279
280
281
282
283
284
285
286
287
288
289
290
291
292
293
294
295
296
297
298
299
300
301
302
303
304
305
306
307
308
309
310
311

#

10
11
12

nmwz
311.20
312.20
313.20
314.20
315.20
316.20
317.20
318.20
319.35
320.30
321.30
322.35
323.35
32430
325.30
326.30
327.30
328.30
329.30
330.30
331.30
332.30
333.35
334.40
335.45
336.45
337.45
338.35
339.40
340.40
341.40
342.40
343.40
344.40
345.40
346.40
347.35
348.40
349.20
350.35
351.40
352.45
353.40
354.40
355.40
356.40
357.40
358.40
359.40
360.40
361.40
362.40
363.45
364.40
365.35
366.40
367.40
368.40

m/z
58.10
59.05
60.05
61.05

Abs. I
337
94
174
119
236
239
305
286
522
518
474
635
1035
268
135
102
140
137
175
196
295
218
523
415
394
727
1051
475
121
105
145
170
193
193
204
177
452
478
348
752
1138
439
262
126
146
114
193
188
295
177
406
390
366
729
1066
409
178
71

Abs. In
5074
2557
1090
1213

10-Jun-15 17:17:06

Rel. int.
0.09
0.02
0.04
0.03
0.06
0.06
0.08
0.07
0.13
0.13
0.12
0.16
0.27
0.07
0.03
0.03
0.04
0.04
0.05
0.05
0.08
0.06
0.14
0.11
0.10
0.19
0.27
0.12
0.03
0.03
0.04
0.04
0.05
0.05
0.05
0.05
0.12
0.12
0.09
0.19
0.29
0.11
0.07
0.03
0.04
0.03
0.05
0.05
0.08
0.05
0.10
0.10
0.09
0.19
0.28
0.11
0.05
0.02

Rel. Int.
3.55
1.79
0.76
0.85

38




#
13
14
15
16
17
18
19
20
21
2
23
24
25
26
27
28
29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52

54
55
56
37
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81

62.05
63.05
64.00
65.05
66.15
67.05
68.15
69.05
70.15
71.10
72.10
73.05
74.05
75.05
76.05
71.05
78.05
79.05
80.00
81.10
82.15
83.10
84.15
85.10
86.10
87.05
88.10
89.15
90.05
91.10
92.10
93.10
94.15
95.10
96.15
97.15
98.10
99.10
100.10
101.15
102.05
103.15
104.15
105.05
106.05
107.10
108.15
109.10
110.15
11115

112.15°

113.15
114.15
115.10
116.10
117.10
118.15
119.10
120.05
121.10
122.15
123.15
124.25
125.20
126.20
127.20
128.15
129.15
130.10

LS

Abs.In Rel. Int.

4547 3.18
14800 10.36
25409 17.78
8177 5.72
3146 2.20
9732 6.81
5850 4.09
29277 20.49
13062 9.14
41284 28.89
27129 1.91
1747 1.22
6313 4.42
11241 7.87
41322 2891
131527 92.03
11274 7.89
5149 3.60
19450 13.61
14729 1031
8898 6.23
24622 17.23
7879 551
26585 18.60
2265 1.58
1307 0.91
1937 136
4835 3.38
23762 16.63
8593 6.01
11930 835
4966 3.47
2371 1.66
11774 8.24
6818 4.77
23981 16.78
5902 4.13
8910 6.23
1262 0.88
1241 0.87
7760 5.43
8557 5.99
18330 12.83
142912 100.00
12449 8.71
2902 2.03
1531 1.07
7398 5.18
4338 3.04
15093 10.56
4188 2.93
6358 4.45
1175 0.82
1950 1.36
1356 0.95
2450 1.71
4249 297
33103 23.16
17757 12.43
3754 2.63
1376 0.96
5032 3.52
2589 1.81
8402 5.88
3489 2.44
5602 392
2469 1.73
1852 1.30
3366 236

#
82
83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99

100
101
102
103
104
105
106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130
i31
132
133
134
135
136
137
138
139
140
141
142
143
144
145
146
147
148
149
150

~a

nwz
131.10
13215
133.10
134.10
135.15
136.25
137.20
138.25
139.20
140.15
141.20
142.15
143.05
144.05
145.05
146.05
147.10
148.15
149.10
150.15
151.10
152.10
153.10
154.10
155.15
156.15
157.15
158.10
159.10
160.15
161.15
162.10
163.15
164.10
165.15
166.10
167.10
168.15
169.15
170.05
171.10
172.10
173.00
174.00
175.15
176.15
177.15
178.15
179.05
180.05
181.10
182.20
183.20
184.15
185.05
186.00
186.90
187.90
188.90
190.10
191.10
192.05
193.10
194.05
195.10
196.10
197.15
198.10
199.10

-

Abs. In
2260
1197
2730
1454
2009
995
3282
1982
4879
3323
3303
705
836
718
2750
24049
3394
670
1562
1653
7540
10946
6588
1945
1890
532
526
246
734
330
821
503
1132
975
1864
2070
2666
1052
1264
391
580
242
458
230
683
778
3006
13582
32090
15852
3494
817
1004
370
436
178
383
228
289
354
743
879
1292
1168
1575
1170
962
209
236

415

Rel. Int.
1.58
0.84
191
1.02
1.41
0.70
230
1.39
341
233
231
0.49
0.58
0.50
1.92
16.83
2.37
0.47
1.09
1.16
5.28
7.66
4.61
1.36
1.32
0.37
0.37
0.17
0.51
0.23
0.57
0.35
0.79
0.68
1.30
1.45
1.87
0.74
0.88
0.27
0.41
0.17
0.32
0.16
0.48
0.54
2.10
9.50
2245
11.09
2.44
0.57
0.70
0.26
0.31
0.12
0.27
0.16
0.20
0.25
0.52
0.62
0.90
0.82
1.10
0.82
0.67
0.15
0.17

#
151
152
153
154
155
156
157
158
159
160
161
162
163
164
165
166
167
168
169
170
171
172
173
174
175
176
177
178
179
180
181
182
183
184
185
186
187
188
189
190
191
192
193
194
195
196
197
198
199
200
201
202
203
204
205
206
207
208
209
210
211
212
213
214
215
216
217
218
219

nz
200.10
201.10
202.10
203.10
204.15
205.05
206.05
207.05
208.05
209.00
210.05
211.05
212.00
213.00
214.00
215.00
216.00
217.00
219.05
220.05
221.05
222.05
223.05
224.05
225.00
226.00
227.00
228.00
229.00
230.00
231.00
233.00
234.15
235.15
236.05
237.05
238.10
239.20
240.15
241.10
242.10
243.10
244,10
245.10
246.15
247.10
248.15
249.15
250.10
251.20
25235
253.30
254.30
25530
256.30
257.30
258.30
259.30
260.30
261.30
262.15
263.15
264.10
265.10
266.10
267.30
268.30
269.00
270.05

Abs. In
114
191
204
402
619
5875
1646
3113
19253
3788
996
784
196
374
190
233
121
257
762
842
1753
5997
15557
85296
13751
1567
310
118
231
129
231
794
669
4212
31091
11484
1974
788
381
1052
332
146
164
297
358
956
611
625
1031
434
330
489
114
199
167
358
193
263
188
351
346
1315
4529
1086
324
476
73
186
424
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Rel. Int.
0.08
0.13
0.14
0.28
0.43
4.11
1.15
2.18
13.47
2.65
0.70
0.55
0.14
0.26
0.13
0.16
0.08
0.18
0.53
0.59
1.23
4.20
10.89
59.68
9.62
1.10
0.22
0.08
0.16
0.09
0.16
0.56
0.47
2.95
21.76
8.04
1.38
0.55
0.27
0.74
0.23
0.10
0.11
0.21
0.25
0.67
0.43
0.44
0.72
0.30
0.23
0.34
0.08
0.14
0.12°
0.25
0.14
0.18
0.13
0.25
0.24
0.92
3.17
0.76
0.23
0.33
0.05
0.13
0.30
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&
220
221
2
223

225

27

‘
vz
27100
272.00
273.00
274.00
275.00
276.00
277.00
278.00
279.00
280.25
281.20
28220
28320
28420
285.20
286.20
287.20
288.20
289.20
290.20
29120
29220
293.20
29420
295.20
296.20
297.20
298.20
29920
300.20
301.20
30220

.~

Abs. In
22
180
198
183
174
13
185
228
212
414
663
167
9
9
162
132
89
156
186
148
196
178
135
174
231
153
153
127
134
19
145
126

Rel. Int.
0.16
0.13
0.14
0.13
0.12
0.08
0.13
0.16
0.15
029
0.46
0.12
007
007
o
0.09
0.06
0.1
0.13
0.10
014
012
0,09
042
0.16
0.1
0.1
0.09
0.09
0.08
010
0.09

-
mz
303.20
30420
305.20
30620
308.15%
309.15
310.10
31120
31220
31320
31420
31520
31620
31720
31820
31920
320.20
321.20
32220
32320
324.20
325.20
32620
327.20
32820
32920
330.20
331.20

3322

333.20
33420
33520

Abs. In
121
/]
170
170
127
19383
4092
596
127
140
63
4
14
151
116
127
129
182
110
217
66
113
63
108
7
9
90
134
89
148
103
138

Rel. int.
0.08
0.06
0.12
0.12
079
13.56
286
0.42
0.09
0.10
0.04
0.06
0.08
0.11
0.08
0.09
0.09
013
0.08

] mz
284 33620
285 337.20
286 33820
287 33920
288 34020
289 34120
2% 34220
291 34320
292 34520
203 34620
294 34720
295 34820
29 34520
297 35020
298 35120
299 35220
300 353.20
301 354.20
302 35520
303 356.20
34 357.20
305 35820
306 35920
307 36020
308 36120
309 36220
310 36320
311 364.20
32 36520
313 36620
314 367.20
315 368.20

515

Abs. In
175
182
121
191
s2
14
92
100
97
w7
ke
97
162
14
™
65
156
78
14
65
79
78
84
103
191
113
124
132
132
73
76
116
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Rel. Int,
0.12
0.13
0.08
0.13
0.04
0.08
0.06
0.07
0.07
0.07
0.06
007
0.1
0.08
0.07
0.05
0.1
0.0
0.08
0.05
0.06
0.08
006
0.07
0.13
0.08
0.09
0.09
0.09
0.05
0.08
0.08
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