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Data : Saira-=107-Aug=2004 M0

Date : 07-Aug-2024 11:13

Sample | P-Ba
Note : MStation
Inlet : Direct Ion Mcde - El+
Epeatrum Typa : Mormal lon [Ml' Lirh;al']
RT: 1.30 min Seand - 4D
BP: m/z 136 Int, ; 1599.93 (167 76960)
Output m/z range : 35 to 500 Cut Level: 000%
(%]
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Data : Seizo—EIHR.08-Aug-2024.001 Date : 08-Aug-2024 14:08
Instrument : MS700D
Sample : P-8a
Note : MStation
Inlet : Direct Ion Mode : EI+
RT : 1.36 min Scanit : 35
Elements : C 150/0, H 250/0, N 6/0, O 50/0, S 1/0
Mass Tolerance : dSmmu
Unsaturation (U.S.) : 0.0 — 15.0
Observed m/z Int% Errlppm / mmul U.S. Composition
1 336.1159 100.00 +14 .6 / +4 .9 13.0 C19 H16 N2 04
2 -6.9 / -2.3 9.0 C13 H16 N6 OS5
3 -10.9 / -3.7 8.5 C15 H18 N3 06
4 +1.1 7/ +0.4 4.5 C10 H18 N5 08
5 =29 -1.0 4.0 C12 H20 N2 09
6 +9.1 / +3.0 0.0 (QZ_H_Z_OMM 1
7 +0.5 / +0.2 14.0 (C17 H16 N6 S
8 -3.4 / -1.2 3.5 C19 H18 N3 S
E_J =il of -2.5 13.0 €21 H20 02 S



WD A, Wavelenoth=254 nm
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Signal: VWD1 A, Wavelength=254 nm
RT [min] Type Width [min] Area Height
1.205 BB 0.1352 27.1629 3.3487
6.096 Vv 0.3568  9098.6418 373.25
Sum  9125.8047
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Areah MName
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Data : Seizo-ELOT-Aug-2024.003 Date : 07-Aug-2024 11:21
Sample : P-8b

Neote : MStation

Inlet : Direct Ton Mode : EI+

Spectrum Type : Normal lon [MF-Linear]

RT : 1.50 min Scant : 46

BP : m/z 250 Int. : 1598 98 (16776960}

Output m/z range : 35 to 500 Cut Level - 0,00 %
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Data : Seizo—EIHR.08-Aug-2024.002 Date : 08-Aug-2024 14:15
Instrument : MS700D

Sample : P-8b

MNote : MStation

Inlet : Direct lon Mode : El+

RT : 1.76 min Scan# : 45

Elements : © 15070, H 250/0, N 6/0, O 500, 5 1/0

Mass Tolerance : Smmu

Unsaturation (U.S.) : 0.0 - 15.0

-6.

Observed m/z Int% Errlppm / mmu]
1 350.1317 100.00 -6.2 / -2.2
2 -10.0 / -3.5
3 -13.9 / -4.9
4 +1.5 / +0.5
5 -2.4 / -0.8
6 +9.1 7/ +3.2
1 +1.0 / +0 .3 1
g -2.9 / -1.0 1
9 T -2.4 1
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Composition

C14 H18 N& 05

C16 H20 N3 O6

C18 H22 07
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C13 H2Z NZ 0O9

C8 H22 N4 011
(C18 Hig N6 _§ ¥
C20 H20 N3 O S
C22 H22 02 S
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[ Mass Spectrum ]

Data : Seizo~EL0T-Aug=2024.004 Date : 07-Aug-2024 11:28
Samgle : P-Bc

Mote : MStation

Inlet : Direct lon Mode : El+

Spectrum Type : Normal lon [MF-Linear]

RT: 157 min Scand ; 48

EPF : m/z 354 Int. : 1599.98 (16776960)

Output m/z range : 35 to 500 Cut Level : 0,00 %

[%]
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Data : Seizo—EIHR.08-Aug—2024.003 Date : 08=Aug-2024 14:22
Instrument : MST00D

Sample : P-8c

Mote ; MStation

Inlet ; Direct lon Mode : El+

RT : 1.16 min Scand - 30

Elements : G 1500, H 250/0, F 170, N 6/0, O 50/0, 5 1/0

Mass Tolerance : Srmu

Unsaturation (US): 0.0 = 150

Observed m/z  Int% Errlppm / mmu] u.
1 354 1070 100,00 -1.8 / -0.7 13.
2 -5.6 / ~-2.0 12.
] 5.1/ =1.8 9.
4 -9.4 / =3.3 12.
] -8.9 /5 =3.1 8.
1] =12.17 / =4.5 8.
T +5.7 F +2.0 8.
] +1.8 / +0.7 8
9 +2.5 / +0.9 q
10 -1.3 / -0.3% 4.
11 +13.3 / +4.7 4.
12 +9.5 / +3.4 3.
13 +10.1 / +3.6 0.
14 +2.0 / +0.7 14,
15 -1.8 / -0.6 13.
16 -5.6 / -2.0 13.
17 +12.8 / +4.5 13.

- R-E- - - - L -N-ELE-N]
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Composition

G116
G118
c13
G20
Cis
ci17
C13
C15
Cio
ci1z
C10
Gi12

H14
H16
H15%
H18
H17
H19
H16
H1&
H17T
H19
H1&
HZ0

NG 04
N3 05

F NE 05
06

F N3 O6
F O7

MG Q7
NZ O8

F N3 08
F Nz 08
M4 010
M o1l

T H19 F N4 011

[G17 HIS F NG S

C19 HI1T F Nd O &

c21

H19

F 02 5

G17 H16 N5 02 3

mez
500



WD A Waaselangth=251 rm

%10 2
3.2

281
25
244
22

1.84
1 6+
144
1.24

il

.84
[
04
.24

Signal:
RT [min] Type Width [min]
2175 W

7.6681 BB

a

e

YWD1 A, Wavelength=254 nm
Area
14,9135
5048.3491
8083.2626

0.1047
0.4335
Sum

7 ] g 10 1 12 13 14
Tirme [min]

Area% Name
0.1646
99,8354 Compound peak

Height
21973
307.5952
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Data : Seizo~-EL08-Aug-2024.001 Date : 08-Aug-2024 09:08
Sample : P-8e

MNote : MStation

Inlet : Direct lon Mode : El+

Spectrum Type : Normal lon [MF-Linear]

AT : 1.44 min Scan® : 44

BP :m/z 416 Int. : 452.31 (4742784)

Qutput m/z range : 35 to 550 Cut Level : 0.00 %

[x]

4742784
100

80~

60

8 216

40 -
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20- 104

a1 119 23
51 g7 1 1641

100 200 300

Data : Seizo-EIHR08-Aug-2024005  Date : 09=Aug=2024 09:14
Instrument : MS700D

Sample : P-Be

Note : MStation

Inlet : Direct  lon Moda : El+

RT:19 min  Scant: 52

Elements : C 150/0, H 250/0, 798r 1/0, 818 1/0, N 6/0, 5 1/0
Mass Tolerance  : Smmu

Unsaturation (US): 00 - 150

338

Observed m/z Inth Erelppm / mmu] U.§5. Composition
1 414,0262 94,79 1.7/ +0.1 6.5 C18 H24 7%Br B1Br N
2 .8/ =i.1 2.5 C15 H28 79Br 81Br N §

416

400

3 0.1/ -0.0 14,00 C17 H1§ 79Br N§ S&—

500

miz
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Data : Seizo=EL0B=Aug=2024.002 Data : 08=Aug=2024 09:11
Sample : P-8f

Note : MStation

Inlet : Direct lon Mode : El+

Spectrum Type : Normal lon [MF-Linear]

RT : 1.84 min Scan# : 59

BP : m/z 366 Int. : 159898 (16776960)

Output m./z range : 35 to 500 Cut Level : 0.00 %

%]
16776960
100

80
60~
40 78

107122

20- a2

121
13545

216

247
1183 31

288

50 100 150

200 250

300

351

350
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mE
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Instrument : MSTOOD

Sample : P=8f

Mote : MStation

Inlet : Direct lon Made : EI+
RT : 2.64 min Scand# ; 67

Elements : G 150/0, H 2500, N 6/0, O 50/0, S 1/0

Mass Tolerance

. B

Unsaturation (L.5.): 0.0 - 15.0

Composition

—

ci119
Ci4
Cid
cia

Ccii

H1g
Hig
H20
H22
H20

N4 O4
NG Of
N3 OF
o]

N5

o}

Observed m/z Int% Errelppm / mmul
1 J66.1287 81.13 -11.2 / =41
2 -0.2 / =0.1
3 =3.8% /5 -1.48
4 -7.8 + =2.8
5 +7.1 /5 +2.6
] +3.4 5 +1.3
7 +6.6 /S +2.4
8 +2.8 5 #1.1
: E‘ -0.7 / -0.3
x10 2 :
7 hE
554 HE
] |
58 | 1
34 i
4.5
g A '
= a5
34
254
24 1
.54 |
14 o 1
0.5 ! |
04 ' _T.. _(J ."-;._
] 3 4 4 § & ¥ & 4§ 1w
Time [men]
Signal: VWD A, Wavelength=254 nm
RT [min] Type Width [min] Area Height
1.254 BY 0.0707 68.9217 14 9498
§.258 VB 0.6022 30579.2371 715.9852

Sum  30648.1588

G113

C20 HZO N3 02 S
G22 H22 03 S

3 & i b e D O W L O
SO oo moSon

———

Area% Name

0.2249
99.7751Comound peak
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Inlet : Direct lon Mode : El+

Spectrum Type : Normal lon [MF-Linear]

RT : 1,90 min Scand : 58

BP . m/z 404 Int. : 1333.30 (13980672)

Output m./z range : 35 to 550 Cut Level : 0.00 %

(%]
13980672
100+ 216

80-

78
60

40~

104 145

X 1334760
51 11 164 231

404

406

325

m'z

100 200

Data : Seizo-EIHR08-Aug-2024.003 Date : 09-Aug=2024 0817
Instrument : MET00D

Sample : P-Bg

Note - MStation

Inlat : Direct lon Mode : El+

RT : 1.84 min Scarn¥ : 40

Elements : © 15070, H 25070, 35C1 270, 37C1 270, N 670, 5 1/0
Mass Tolerance  : Smmu

Unsaturation (U.S.): 0.0 - 150

Observed miz Intk Errlppm / mmu]
1 404 0386 100.00 +4.6 / +1.8
2 -10.3 / -4.2
3 =38 F  =1:H
4 +0.7 F +0.3
5 +2.0 / +0.8

300 400 500

U.%5, Composition

13.5 €22 H17 35C| 37CI2Z N
13.0 €21 H17 35C12 37CI N2
9.5 C19 H21 35CI 37CI2 N §
14.5 C20 H16 37C12 N3 §
14.0 (C17 HI4 35C12 N6 S &—



