K26 Yv¥aY(Positive) m/z253 DA 4> 7<= b

B xiC er+TCE M3 Sxperment *. 233 CIC te 233 232 smu fram 20181122 _Pan_SESE T wmarr Mex '€8C.2 cp»
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27 Yv¥a(Positive) r.t.14.6-14.8min ®M S
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29 Y vYaY(Positive) r.t.15.4min DM S
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30~31 Yv¥aY(Positive) m/z235, 253 » MS/MS
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32 YvUYa(Positive) m/z235 DA A 7 a< b

B XIC of+TOF MS Experment1.238 121 to 235 205 amu from 20101122_Pos_06SET1 wir Max 14620 cps
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K33 YUY =Y (Positive) m/z235, r.t.17.8-17.9min OM S

I +TOF MS Experiment 1,17 828 17935 mhn from 20101122_Pos_06SET1 wer Max 1601 counts
2=3 $7607217017186360e-004. t10=-5 85974581206392030e+000. sudtractec (1761410 1
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34~35 Y Y=Y (Positive) m/z235, 161 ® MS/MS

I +TOF Product (235.2) Experment 2. 17 305 min from 20101122 _Pos_Q06SET1 wer Max 3.0 counts
2=3 $7607217017186360e-004.t0=-5 35974531206392030e+000. sudtractec (17 555t0 17 6
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l +TOF Procuct (161.1) Experment 2. 17 948 min from 20101122_Pos_O06SET1 wiY Mazx 9.0 counts
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146.0525

90 @35

38
80
7.5
ol miz 1611
6%
60
§8
50
L5
‘0 1321.0242 145.0367 181.0842
38
30 121.0362
28

20 128.0389 _-122.0205

1.5
10l/1€i.">.f)527' 115.432 |H 147 9513

00 + + + g

108 110 115 120 12 130 138 140 148 150 188 160 168 170 178
m/z.amy

— 163 —



36 YUYz (Positive) m/z237 DRIHA > 7 u< b

B XiCof+TCF MS Experment1 237 129 10237.199 amu rom 20101122_Pos_O06SE T1 witt Max 2163 0 cos

163 0.5
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1ace 36

or m/z 237

V9. 7N

37 Yvu¥aY(Positive) r.t.19.8min, m/z237 DM S
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K38 YwYaV(Positive) m/z237 D MS/MS

. «TOF Progustil3? 2) EBxperment 2. 19.860 min from 20101122 _Pos CESET1 wee Max 40 counts
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+TOF MS Experiment1.20455t02061Smmn from 20101122 _POs_06SET1 wr?

39 YUYz (Positive) r.t.20.5min ®M S

3=3 $TEO0T217017186360e-004. 10=-5 835974581206392030e+000. subdtracted (19.543 %01

Max 4432 counts
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m/Z.amy

+TOF Product (237.2): Experiment 2. 20.574 min from 20101122_Pos_06SET 1. wiff

X4 0

V7 2 (Positive) m/z237 ® MS/MS

2=3 57807217017186380e-004, 10=-5.85974581200392030e+000. subtracted (19.466 t0 19 ..
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B xic or-

450

380

3¢¢

4 1Y Y2V (Positive) m/z279 DHiHA A 7 < b

TOF MS Experment 1. 379031 20379 108 amu from 201011232_Pos_OSSETY wire
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K42 YUYz (Positive)r.t.24min, m/z279 DM S
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«TOF MS Experiment1.23.991 %0 24 181 min from 20101122 _Pos_CESETY wr?
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M44~45 Yv¥aY(Positive) r.t.30min, m/z170 DM S
BIWRMS/MS

' «TOF S Experiment1. 30 11920 3¢ 333 mmim from 20101122 _Pos CCSETT wer : Max 182 9 counts
83 STE0TI1701718836Ce-004 0e-5 $597485831206392030e-000. suDtracted (29 278 0 2

170 0709

110
100
90
g0

60
$0
4c

30

‘:..L..JL ,

1 i i "
130 140 160 130 00 2:0 40 s60 sic 300 330 340 H 1 310 400
miz. eme
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3~6 Y vu¥aY(Negative) m/z 375, 517, 341, 827 DA A7 u< b

W@ XIC of -TOF MS:Experiment1,374.960 to 375 110 amu from 20101124 _Neg_008 . .wiff Max. 1688.0 cps
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| xic of -TOF MS:Experiment 1, 341.130 to 341.184 amu from 20101124 _Neg _006 . .wiff Max. 1412.0 cps.
1400 —
1300
1200 - ‘ 5

|

|

a m/z 341.1

1000

2 4 6 8 10 12 14 16 18 20 22 24 26 28 30 32 34
Time, min

B X|C of -TOF MS:Experiment1,827.328 to 827.671 amu from 20101124 _Neg_006.wiff Max.1565.0 cps.
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-TOF MS: Experiment 1, 1.365 to 1.852 min from 20101124_Neg_006.wiff

7 Y Y2 (Negative) r.t.1.4-2.0min ® MS

Max. 32.8 counts.

a=3.57538153066371930e-004, t0=-2.80192555123358030e+000, subtracted (0.513 to 1.06...

32
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124
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0 , " i
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-TOF MS: Experiment 1, 1.974 to 3.007 min from 20101124_Neg_006.wiff
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Ml |
450 500
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8 YUYz (Negative) r.t.2.0-3.0 min ® MS
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250 300 350 400

Max. 77.9 counts.

a=3.57538153066371930e-004, t0=-2.80192555123358030e+000, subtracted (0.513 to 1.06...
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9 Y Y=Y (Negative) m/z 665 ® MS/MS

I -TOF Product (665.3): Experiment 2, 2.372 min from 20101124_Neg_006.wiff Max. 14.0 counts.
a=3.57538153066371930e-004, t0=-2.80192555123358030e+000, subtracted (0.547 to 1.09...

14.0 665.3573

130- 9
12.0 |

10 m/z 665.4— 485.2510
10.0 -
9.0—-
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70
60-
50
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3.0- 5(?3.?150
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10 YvYaY(Negative) m/z 827 D MS/MS

I -TOF Product (827.5): Experiment 2, 2.616 min from 20101124_Neg_006.wiff Max. 26.0 counts.
a=3.57538153066371930e-004, t0=-2.80192555123358030e+000, subtracted (0.547 to 1.09...

26 - 341.1451

5l 10
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485.2100 |
665.4051

i 170
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200 300 400 500 600 700 800 900 1000
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K11~13 Yv¥aY(Negative) m/z317 DHitHA 24> 27 r< k& MS X MS/MS

B X|C of -TOF MS: Experiment1,317.030 to 317.154 amu from 20101124_Neg_006.wiff Max. 1572.0 cps.
1572 3.22
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+000, subtracted (2.764 to 3.0...
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. -TOF Product (317.1): Experiment2, 3.284 min from 2010 24_Neg_006.wiff Max.17.0 counts.
a=3.57538153066371930e-004, 10=-2.80192555123358030e+000, subtracted (0.547 to 1.09...

17.0 317.0846

i 13
120 ] m/z317.1—

11.
1

319(0855

225.0063

N W A O O N ® © O
© © © ©o ©o © © © © © © © © © © © o ©o

120 140 160 180 200 220 240 260 280 300
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14~15 YvU¥aY(Negative) m/z365 DA 4> 7 v~ hB X MS

B XIC of -TOF MS:Experiment1,364.998 to 365.203 amu from 20101124_Neg_006.w iff Max.2314.0 cps.
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eg_006.wiff Max. 109.9 counts.
000, subtracted (2.764 to 3.1...
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M16~17 YUYz Y(Negative) m/z 541 DHIHA A7 u< rBLTMS & MS/MS

1856
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1600
1600
1400
1300
1200
1100
1000
900
800
700
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500
400
300
200
100
0

140
130
120
110
100
90
80
70
60

50

30

20

l -TOF P
2a=3.57538

B XIC of -TOF MS: Experiment1,541.092 to 541.291 amu from 20101124 _Neg_006.wiff Max. 1956.0 cps.
4‘}58
|
f
] i
l
] ‘. 3 16
. |
] m/z 541.2
>
2 4 8 10 12 14 18 18 20 22 24 26 28 30 32 34
Time, min
-TOF MS: Experiment 1, 4.468 to 4.711 min from 20101124_Neg_006.wiff Max. 144.0 counts.
a=3.57538153066371930e-004,t0=-2.80192555123358030e+000, subtracted (4.163 to 4.2...
541.1747
|
i
S s T b gt i add ' . e . + v ey
150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900
m/z, amu
roduct (541.2): Experiment2,4.623 min from 20101124_Neg_006.wiff Max. 3.0 counts.
153066371930e-004,t0=-2.80192555123358030 0, subtracted (0.547 to 1.095...
" 365.1422
m/z 541.2—
. 351.115/5 407.1456
305.0558
>
120 140 160 180 200 220 240 380 400 420
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19~20 Yvu¥aY(Negative) m/z539 DA A7 < FBIUMS

B XIC of -TOF MS:Experiment1,539.075 to 539.258 amu from 20101124 _Neg_006.wiff Max.1210.0 cps.
5.34
1200
1100 -

1

X 19

1000
900 -

m/z 539.2

800 —

700 |

600 l

500 - |

400 - ‘

300 1.]73
|

200 -
4 ‘1
100 »:
I

v T T
6 8 10 12 14 16 18 20 22 24 26 28 3
Time, min

eg_006.wiff Max. 95.5 counts.
000, subtracted (4.833 to 5.01...

| N
0 ! gf\(’,r» A‘,M_w/ '\"V‘f“r/ '}N&Wx,g-vm:«w«w v VA ity T AMMMM.TE .,./\Ma?;,“m‘?;a.ﬁ

. -TOF MS: Experiment 1, 5.259 to 5.441
a=3.57538153066371930e-004, t0=-2.80

a3
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o
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539.1620
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S

M21~23 Yoz

B XIC of -TOF MS: Experiment1,485.188 to 485.277 amu from 20101124_Neg_006.wiff

128 2.44
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54 m/z 485.2
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1
m i A g Mo A Nnns yols Ao s

v (Negative) m./z 485 DHitHA 4> 7 v< B LT MS & MS/MS

Max. 128.0 cps.

& 21

A

i il
o L ming
2

12 20 22 24 26 28

Tlme, mln
006.wiff
subtracted (7.144 to 7.65...

Ex
8153030

-TOF MS:
a=3.5753

509.3277

485.2457
425.1879

447.15653

467.1185

|
‘ 378.9587  407.1984 \

319.0101

‘ | 511.0397.523.2221

478.9994

) 611.0569

283.2968

500

0.0 ! M

240 440 460 480
m/z, amu
_006.wiff

btracted (4.745 to 5§.171...

341.1655

520

-TOF Product (48
a=3.57538153066

xperiment2,7.874 min fro
0e-004,t0=-2.8019255512

X 23

m/z 485.2—

PP W

e Wy

30 32 34

Max. 11.8 counts.

Max. 5.0 counts.

120 140 160 180 200 220
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K24~25 Yy

>3

v

Y (Negative) m/z 447 DA 4 7 v~ B LT MS

ntonsiy, o8

XIC of -TOF MS: Exp 1, 446.892 to 447.481 Da from Sample 1 (Soujutsu-148_Neg) of 20101124_Neg_006.wiff (Turbo Spray)

230
210

190+

8.00

6

Max. 243.0 cps.

24
m/z 447.2

f, it 1 !
\ ’J 'P\"U wlqm{m,ww l\”“““ L ﬂ
' [ v

Time, min

24 26 28 30 32

1

~ Intensity, counts

-TOF MS: Exp 1, 7.961 to 8.083 min from Sample 1 (Soujutsu-148_Neg) of 20101124_Neg_006.wiff

Max. 18.3 counts.

a=3.57538153066371930e-004, t0=-2.80192555123358030e+000 (Turbo Spray), subtracted (7.022 to 7.144 min)

18.0-
170
160-
15.0"
140
13.01‘
120
1.0 |

10.0-

[ 25

212.0668
255.2197

232.9912|,

3652442478 9977

447.1591

407.2786

467.1324

4611181 511.1318

l
e

750
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K26~28 Yvu¥aY(Negative) m/z507 DHIHA F > 7 vu< b LT MS, MS/MS

B xic of

1968
1900

1800
1700
1600
1500

1400

1300
1200
1100
1000
900
8oo
700
600
500
400
300
200
100

20
10

-TOF
a=3.57

N N ® W A A OO DN N ® ® ©

o m o m © m o m O m © »m O »m o »m o o o

-TOF MS: Experiment1,507.253 to 507.336 amu from 20101124_Neg_006 . wiff Max. 1968.0 cps.
8.39
- E 26
] | Ill/fz 507.3
‘l
1 1
J I
| 1
| Il
] i
b Il
] I\
1 i
! il
] i
> 7.?9';
] i\ |
1 R A\ \
2 4 6 8 10 12 14 16 18 20 22 24 286 28 30 32 34
Time, min
MS:Experiment1,8.326 to 8.509 min from 20101124 _Neg_006.wiff Max.199.4 counts.
538153066371930e-004,t0=-2.80192555123358030e+000, subtracted (8.022 to 8.2...
507.2959
]
I
1
|
]
{
]
>
! ] I . B i g
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Product (507.3): Experiment 2, 8.543 min from 20101124_Neg_006.wiff Max. 9.0 counts.
538153066371930e-004, t0=-2.80192555123358030e+000, subtracted (4.745 to 5.171...
447.3093
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b
]
]
]
3
| 491.3057
k|
285.1811
120 140 160 180 200 220 "320 340 360 380 400 430 440
m/z, amu

— 177 —



29~30 YvU¥aY(Negative) m/z3538 DHitHA 4> 7 u< FBITRMS

@ XIC of -TOF MS:Experiment1,352.997 to 353.246 amu from 20101124 _Neg_006.wiff

Max.474.0 cps.
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eg_006.wiff Max.54.5 counts.
000, subtracted (9.299 to 9.54...
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K31~32 Yvu¥aY(Negative) m/z 343 DHIHA A4 7 r< FB LT MS

B XIC of -TOF MS: Experiment1,343.042 to 343.216 amu from 20101124_Neg_006.wiff Max.1015.0 cps.
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Time, min

l -TOF MS: Experiment1, 10.090 to 10.212 min from 20101124_Neg_006.wiff Max. 34.7 counts.
a=3.57538153066371930e-004, t0=-2.80192555123358030e+000, subtracted (9.786 to 9.90...
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