Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052224\
Data File : BF137998.D

Acqg On : 22 May 2024 11:14
Operator : CG\JU

Sample : PB161028BL

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Time: May 22 11:44:44 2024

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Wed May 15 04:12:16 2024

Response via : Initial Calibration

Compound R.T. QIon Response Conc Units Dev(Min)

Internal Standards

1) 1,4-Dichlorobenzene-d4 7.034 152 154496 20.000 ng -0.01
21) Naphthalene-d8 8.316 136 597588 20.000 ng -0.01
39) Acenaphthene-di10 10.081 164 343603 20.000 ng 0.00
64) Phenanthrene-d10 11.575 188 615834 20.000 ng 0.00
76) Chrysene-di12 14.227 240 395714 20.000 ng 0.00
86) Perylene-di12 15.786 264 308093 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.669 112 1171914  128.849 ng 0.00
7) Phenol-d6 6.651 99 1435446  128.120 ng 0.00
23) Nitrobenzene-d5 7.598 82 876876 86.355 ng -0.01
42) 2,4,6-Tribromophenol 10.875 330 496339 143.262 ng 0.00
45) 2-Fluorobiphenyl 9.398 172 1896443 85.018 ng 0.00
79) Terphenyl-di4 13.169 244 2320287 86.417 ng 0.00
Target Compounds Qvalue
19) n-Nitroso-di-n-propyla... 7.598 70 115086 18.283 ng # 74
25) Isophorone 7.598 82 876869 49.756 ng # 64
51) 2,6-Dinitrotoluene 10.081 165 44875 9.074 ng # 29
57) 2,4-Dinitrotoluene 10.081 165 44875 7.019 ng # 33
67) 4-Bromophenyl-phenylether 10.875 248 31320 4.639 ng # 1

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052224\
Data File : BF137998.D

Acqg On : 22 May 2024 11:14
Operator : CG\JU

Sample : PB161028BL

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Time: May 22 11:44:44 2024

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Wed May 15 04:12:16 2024

Response via : Initial Calibration

Abundance TIC: BF137998.D\data.ms
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Abundance Scan 843 (7.045 min): BF137914.D\data.ms (-83 #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 7.034 min Scan# 84kt

Ref 50 115.1 Delta R.T. -0.011 min VA
78.1 Lab File: BF137998.D |(GUEEEEIER
521 Acq: 22 May 2024 11:14 |HESGHIPELER
0 T \‘i T \‘!‘\ ‘ =TT \‘ ‘ \‘\9\5\‘8\ T \ \“ \]-\3\1\8‘ \‘\‘\“\ ‘\
m/z--> 40 60 80 100 120 140 160 Tgt Ion:152 Resp: 154496

Abundance  Scan 841 (7.034 min): BF137998.D\data.ms | 1N Ratio Lower Upper
1500 152 100

150 155.5 125.7 188.5
115 58.5 47.0 70.6

Raw 50
e b,
521 /81
0\\\‘i\\‘!‘\“\\\““\\9\5\‘8\\\}“\]-\3\]-.\8‘\\‘\“\‘\
miz--> 40 60 80 100 120 140 160 -loaa
Abundance Scan 841 (7.034 min): BF137998.D\data.ms (-82 200000
150.0
sub 100000
115.0
521 /81
ol | 958 | 1318 |
et 398 1318 W s
miz--> 40 60 80 100 120 140 160 Time> 7.00 7.5

Abundance Scan 608 (5.663 mln) BF137914.D\data.ms (-60 #5
11

2.1 2-Fluorophenol
Concen: 128.849 ng
64.1 RT: 5.669 min Scan# 609
Ref 50 Delta R.T. ©0.006 min
Lab File: BF137998.D
Acq: 22 May 2024 11:14
el )l
G\\\“\\‘\‘\‘H\‘\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200  'gt Ion:112 Resp: 1171914
Abundance  Scan 609 (5.669 min): BF137998.D\datams | 10N Ratlo Lower Upper
1121 112 100
64 54.9 42.4 63.6
64.1 63 28.3 21.4 32.2
Raw 50
Abundance
5.669
‘ l} 1000000
0\\\‘H.\\‘\w““\‘\\\‘a\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\aq\e.\g\
m/z--> 40 60 80 100 120 140 160 180 200 800000
Abundance Scan 609 (5.669 min): BF137998.D\data.ms (-55
1121 600000
Sub 64.1 400000
50
200000
mlz--> 40 60 80 100 120 140 160 180 200  Time--> 560 5.70
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Abundance Scan 777 (6.657 min): BF137914.D\data.ms (-77 #7

99.1 Phenol-d6
Concen: 128.120 ng
RT: 6.651 min Scan# 71EdllEgies
Ref 50 Delta R.T. -0.006 min |
711 Lab File: BF137998.D (SUEMisClelEIlE
42.1 Acq: 22 May 2024 11:14 [EEERRIOZEEIE
obrrettlb ol 822
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 99 Resp: 1435446
Abundance  Scan 776 (6.651 min): BF137998.D\datams 10N Ratio Lower Upper
99.1 99 100
42 15.8 12.6 18.8
71 33.7 27.1 4.7
Raw 50
71.1 Abundance
6.651
oH_Hewu‘sﬁ‘ls_Mlmﬁ?hmuw‘ 1000000
miz--> 30 40 50 60 70 80 90 100
Abundance Scan 776 (6.651 min): BF137998.D\data.ms (-72
99.1
500000
Sub 50
71.1
42.1 .
ou_HJMM‘w‘m_Mlmﬁ?hmuw‘ o =
miz--> 30 40 50 60 70 80 90 100 Time--> 6.60  6.70

Abundance Scan 912 (7.451 min): BF137914.D\data.ms (-90 #19

105.1 n-Nitroso-di-n-propylamine
Concen: 18.283 ng
RT: 7.598 min Scan# 937
Ref 509431 Delta R.T. 0.147 min
Lab File: BF137998.D
Acq: 22 May 2024 11:14
oLl Al as102500 2211 aono ars
miz--> 50 100 150 200 250 300 350 400 450 Tgt Ion: 7@ Resp: 115686
Abundance  Scan 937 (7.598 min): BF137998.D\data.ms Ion Ratio Lower Upper
82.1 70 100
42 41.2 42.2 63.44#
101 0.0 8.8 13.2#
Raw 50 130 2.7 19.8 29.8#
Abundance
\ 100000
O ASSh) SAAAR AN RARS S SRR NRRANRAARSRARRA LRRAY
m/z--> 50 100 150 200 250 300 350 400 450
Abundance Scan 937 (7.598 min): BF137998.D\data.ms (-86
82.1
50000
Sub
50
0 ‘“\"\“‘L"”\"”\”H\Hw”wmw”w”w or T
m/z--> 50 100 150 200 250 300 350 400 450 Time--> 755 7.60
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Abundance Scan 1061 (8.328 min): BF137914.D\data.ms (-1 #21

136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 8.316 min Scan#t 1({gSiilEies
Ref 50 Delta R.T. -0.012 min |
Lab File: BF137998.D [(GlEhlSElnlellEll0f
. YPB161028BL
541 75, 1081 Acq: 22 May 2024 11:14
0\\\"\\H\‘H}\“i‘w\\\‘\‘1\\‘\\}““\\\1\6‘]\“\9\\‘\\?\0‘0\.\6
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion:136 Resp: 597588
Abundance Scan 1059 (8.316 min): BF137998.D\datams = 10N Ratlo Lower Upper
136.1 136 100
137  11.0 8.7 13.1
54 7.1 5.4 8.2
Raw gg 68 5.6 4.6 7.0
Abundance
8.316
108.1
0 . 5“1‘-1“‘76‘& . ! 600000
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1059 (8.316 min): BF137998.D\data.ms (-1
136.1 400000
sub 200000
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 8.20 8.30 8.40

Abundance Scan 939 (7.610 min): BF137914.D\data.ms (-93 #23

821 Nitrobenzene-d5

Concen: 86.355 ng

RT: 7.598 min Scan# 937

Ref 50 54.1 1281 pelta R.T. -0.812 min

Lab File: BF137998.D

98.1 Acq: 22 May 2024 11:14

0 49'\1 H‘ . 68‘1 1l ‘ 112.1 L
T 1T ‘ L ‘ L [ T T T ‘ T T ‘ T T ‘
miz--> 40 60 80 100 120 Tgt Ion: .82 Resp: 876876
Abundance  Scan 937 (7.598 min): BF137998.D\data.ms Ion Ratio Lower Upper
82.1 82 100

128 50.9 40.3 60.5
54 47.1 36.8 55.2

Raw gg 54.1 1281
Abundance
98.1 800000 7-$98
401 || esh | | 1121 |
T 1T ‘ L ‘ L ‘ T T T ‘ T T ‘ T T T ‘
m/z--> 40 60 80 100 120 600000
Abundance Scan 937 (7.598 min): BF137998.D\data.ms (-88
82.1
400000
sub 541 128.1
200000
98.1
oL 401 || e8| | 1121 |
e A = e T R
miz--> 40 60 80 100 120 Time—> 750  7.60
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Abundance Scan 981 (7.857 min): BF137914.D\data.ms (-97 #25

82.1 Isophorone
Concen: 49.756 ng
RT: 7.598 min Scan# 91EidllElies
Ref 50 Delta R.T. -0.259 min |
Lab File: BF137998.D (SIS0
54.1 1381 Acq: 22 May 2024 11:14 HERGRIPERER
0\\\‘i“u‘\“‘\‘\“\HH“‘\H‘\‘:I-\]-\(\).\J‘-‘HH“HH‘HH‘HH‘H.\\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion: 82 Resp: 876869
Abundance  Scan 937 (7.598 min): BF137998 D\datams 10" Ratlo Lower Upper
82.1 82 100
95 0.0 6.0 9.0#
138 0.0 15.0 22.44
Raw 59l 541 1281
Abundance
800000 7398
0\\\‘i‘u‘!‘\‘\‘\‘\H“HH“HH‘H‘\\‘HH‘HH‘HH‘HH
miz--> 40 60 80 100 120 140 160 180 200 600000
Abundance Scan 937 (7.598 min): BF137998.D\data.ms (-93
82.1
400000
Sub 50 54.1 128.1
200000
o‘m;h!u_uWm“_m‘HuWm_m_m_m O
miz--> 40 60 80 100 120 140 160 180 200  Time--> 7.557.60 7.65

Abundance Scan 1360 (10.086 min): BF137914.D\data.ms (- #39

164.2  Acenaphthene-di10
Concen: 20.000 ng
RT: 10.081 min Scan# 1359
Ref 50 Delta R.T. -0.005 min
Lab File: BF137998.D
80.0 Acq: 22 May 2024 11:14
0 . Eﬁll dadl 109'1 13%:1 \‘\
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ . .
miz--> 40 60 80 100 120 140 160 Tgt Ion:164 Resp: 343603
Abundance Scan 1359 (10.081 min): BF137998.D\data.ms Ion Ratio Lower Upper
1642 164 100
162 98.0 79.4 119.2
160 41.6 33.1 49.7
Raw 50
Abundance
10.p81
80.1 400000
54.1 | 108.1 132.1 ‘
0 \\“H“\‘i‘\‘\}““H‘H‘\\‘H‘\H“\“H\1‘
m/z--> 40 60 80 100 120 140 160 300000
Abundance Scan 1359 (10.081 min): BF137998.D\data.ms (-
164.2
200000
Sub
50
100000
80.1
54.1 108.1 132.1 | ol
et e T TN ————
m/z-—-> 40 60 80 100 120 140 160  Time-> 10.00  10.10
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Abundance Scan 1495 (10.880 min): BF137914.D\data.ms (- #42

2,4,6-Tribromophenol
Concen: 143.262 ng
RT: 10.875 min Scan#t 14gigiipl=gles
Delta R.T. -0.006 min
Lab File: BF137998.D (SIS0
Acq: 22 May 2024 11:14 [EEERRIOZEEIE

Ref 50

0,
m/z--> 50 100 150 200 250 300 Tgt Ion:330@ Resp: 496339

Abundance Scan 1494 (10.875 min): BF137998.D\datams 1°" Ratio Lower Upper
3206 330 100

332 96.2 75.8 113.8
141 27.2 23.8 35.6

Raw 50
Abundance
10.875
500000
0,
miz--> 50 100 150 200 250 300 400000
Abundance Scan 1494 (10.875 min): BF137998.D\data.ms (-
329.€ 300000
Sub 200000
50
62.1 141.0 100000
H 221.9
olt MH w4028, | 1828 L 42746 s
miz--> 50 100 150 200 250 300 Time-->  10.80 10.90 11.00

Abundance Scan 1243 (9.398 min): BF137914.D\data.ms (-1 #45

172.1 2-Fluorobiphenyl
Concen: 85.018 ng
RT: 9.398 min Scan# 1243
Ref 50 Delta R.T. ©.000 min
Lab File: BF137998.D
Acq: 22 May 2024 11:14
0 51.0 \\85\)\.1 120'1\14%\1 | ‘
\\\“H”\\“\H”\‘\H‘\“HH“\”\H‘M‘\‘\“H\‘HH‘HH . .
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:172 Resp: 1896443
Abundance Scan 1243 (9.398 min): BF137998 D\datams 100 Ratio Lower Upper
172.1 172 100
171 36.6 28.9 43.3
170 23.9 18.9 28.3
Raw 50
Abundance
9.398
ol 511 851 12011461 | 556
\H‘H”H“\Hm\“\‘u\“HH“\‘\H‘M‘\‘\“H T T 1500000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1243 (9.398 min): BF137998.D\data.ms (-1
1721 1000000
Sub
50 500000
ol 511 851 12011461 | 556 0 L
L B e e B e e e A e E R R e
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 9.30 9.40 9.50
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Abundance Scan 1322 (9.863 min): BF137914.D\data.ms (-1 #51

165.1 2,6-Dinitrotoluene
Concen: 9.074 ng
890 RT: 10.081 min Scan#t 1lgigill=gles
Ref 50 63.1 ' Delta R.T. ©.218 min u
Lab File: BF137998.D (SIS0
39.1 121.0 Acq: 22 May 2024 11:14 @eRlHIPEETE
O‘H‘H‘“!h‘”H\“uH“MH\\“‘H“H‘“““H“H
m/z--> 40 80 100 120 140 160 180 18t Ion:165 Resp: 44875
Abundance Scan1359(10081num.BF137998[ndmarns Ton Ratio Lower Upper
165 100
63 0.8 38.9 58.3#%
89 0.9 40.4 60.6%
Raw 50
Abundance
80.1 10.p81
o841, 10811321 | 50000
miz--> 45 60 80 160 120 130 160 180 40000
Abundance Scan 1359 (10.081 min): BF137998. D\data ms (-
30000
Sub 20000
50
10000
80.1
0 54 Lol 108.1 1321 ‘ 0
miz--> 40 6b 80 100 120 130 160 180 Time--> 10.05 1010

Abundance Scan 1391 (10.269 min): BF137914.D\data.ms (- #57

165.1 2,4-Dinitrotoluene
Concen: 7.019 ng
89.1 RT: 10.081 min Scan# 1359
Ref 50 Delta R.T. -0.188 min
63.0 Lab File: BF137998.D
391 119.1 Acq: 22 May 2024 11:14
o T o ‘H‘\‘_,W\\‘ T N N
miz--> 40 60 80 100 120 140 160 180 I8t Ion:165 Resp: 44875
Abundance Scan 1359 (10.081 min): BF137998.D\data.ms Ion Ratio Lower Upper
164.2 165 100
63 0.8 25.3 37.9%#
89 0.9 45.9 68.9%#
Raw 5o 182 0.0 2.2 3.44
Abundance
80.1 10.p81
0 54 1 T 108 1 13% 1 \‘ 20000
m/z--> 45 eb 80 160 120 130 160 180 40000
Abundance Scan 1359 (10.081 min): BF137998.D\data.ms (-
164.2 30000
Sub 20000
50
10000
80.1
0 541 Ll 108.1 13%1 \‘ 0
mlz--> 40 Gb 80 100 120 140 160 180 Time--> 10,05 10,10
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Abundance Scan 1614 (11.580 min): BF137914.D\data.ms (- #64
188.2 Phenanthrene-d10
Concen: 20.000 ng
RT: 11.575 min Scan#t 1Sl
Ref 50 Delta R.T. -0.006 min \A_
Lab File: BF137998.D (SIS0
801 Acq: 22 May 2024 11:14 [HEELRR0ZEEIR
0 ﬂ"z\\]-\\‘\\Hl\\H\‘\\\\‘173\\2\‘]-\\\1w\\\\‘!MH‘\\\\‘H\\"\
m/z--> 40 60 80 100 120 140 160 180 200 220 240 18t Ion:188 Resp: 615834
Abundance Scan 1613 (11.575 min): BF137998.D\datams = 10N Ratlo Lower Upper
188.2 188 100
94 9.8 7.0 10.4
80 9.9 7.7 11.5
Raw 50
Abundance
11.675
80.1
oL 521 | 1081 ol
H‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘\ ARRRRRERREREE 600000
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance Scan 1613 (11.575 min): BF137998.D\data.ms (-
188.2 400000
Sub
50 200000
80.1 160.1
SE- i ot Sl IR ol
m/z--> 40 60 80 100 120 140 160 180 200 220 240 Time--> 11.60
Abundance Scan 1535 (11.116 min): BF137914.D\data.ms (- #67

248.0 4-Bromophenyl-phenylether
1411 Concen: 4.639 ng
771 RT: 10.875 min Scan# 1494
Ref 50 Delta R.T. -0.241 min
Lab File: BF137998.D
J“ ‘ Acq: 22 May 2024 11:14
G‘w““‘\‘H‘“““\“‘\\1”7‘9“‘”“ e
miz--> 50 100 150 200 250 300 Tgt Ion:248 Resp: 31320
Abundance Scan 1494 (10.875 min): BF137998.D\datams = 10N Ratlo Lower Upper
3206 248 100
250 190.3 77.6 116.4#
141 402.4 61.4 92.2#
Raw 50
62.1 1410 Abundance
H 221.9
ol “‘ 1028 | 1828 | o741
m/z--> 50 100 150 200 250 300
: 100000
Abundance Scan 1494 (10.875 min): BF137998.D\data.ms (-
329.
Sub 50000 a7s
621 141.0
H 221.9
ool 1028 | 1828 | |27as
miz--> 50 100 150 200 250 300 Time--> 10.85 10.90

BF137998.D 8270-BF051424.M
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Abundance Scan 2064 (14.227 min): BF137914.D\data.ms (- #76

240.2 Chrysene-d12
Concen: 20.000 ng
RT: 14.227 min Scan#t 2{gSagiinlEalee
Ref 50 Delta R.T. ©0.000 min |
Lab File: BF137998.D [(GlEhlSElnlellEll0f
1201 Acq: 22 May 2024 11:14 [HEELRR0ZEEIR
0421 780, | 1561 2081 | 280,
T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T ‘ T T T T
m/z--> 50 100 150 200 250 Tgt IOHZ?40 RESpZ 395714
Abundance Scan 2064 (14.227 min): BF137998.D\datams = 10N Ratlo Lower Upper
240.2 240 100
120 9.6 8.9 13.3
236 25.7 21.0 31.4
Raw 50
Abundance
400000{ 14.p27
120.1
0,549 80, | 156.1 208.1 MM 281.1
T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T ‘ T T T T
miz--> 50 100 150 200 250 300000
Abundance Scan 2064 (14.227 min): BF137998.D\data.ms (-
240.2
200000
Sub
50 100000
120.1
0 54.9 8810 | 156.1 20%'1 mm 280.!
\‘\\\\’\\\\‘\\\\‘\\\ ‘\\\\ \\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 Time--> 14.20 14.30 14.40

Abundance Scan 1883 (13.163 min): BF137914.D\data.ms (- #79

244.2 Terphenyl-di4

Concen: 86.417 ng

RT: 13.169 min Scan# 1884
Ref 50 Delta R.T. ©.006 min

Lab File: BF137998.D

122.1 Acq: 22 May 2024 11:14
160.1 212.2
0 421 82.1 | ‘ . e Ll

T “\‘\ i \”“\ A T \“ — \”‘ T
miz--> 50 100 150 200 250 | Tgt Ion:244 Resp: 2320287
Abundance Scan 1884 (13.169 min): BF137998.D\datams 10N Ratlo Lower Upper
244.2 244 100

212 6.9 5.6 8.4
122 9.5 8.8 13.2
Raw 50
Abundance
2560050, 13 160
122.1 1601 2122
54.1 :
05— “\ T \‘9‘0\‘]; Ly ‘\‘ T T ‘1‘ [ — “ \‘ T “M“ T 2000000
miz--> 50 100 150 200 250
Abundance Scan 1884 (13.169 min): BF137998.D\data.ms (- 1500000
244.2
1000000
Sub
50
500000
1221 1601 2122
ol 541 901 °T7 DT S oL
miz--> 50 100 150 200 250 Time--> 13.20

BF137998.D 8270-BF051424.M Wed May 22 11:46:00 2024 Page 10



Abundance Scan 2329 (15.786 min): BF137914.D\data.ms (- #86

264.1  perylene-d12
Concen: 20.000 ng
RT: 15.786 min Scan#t 2lgigill=gles
Ref 50 Delta R.T. ©.000 min _
Lab File: BF137998.D |(GUEINEETSIEIR
‘ Acq: 22 May 2024 11:14 [EEERRIOZEEIE

431850 M 1661 2821 M‘h

m/z--> 50 100 150 200 250 Tgt Ion:264 RESpZ 308093

Abundance Scan 2329 (15.786 min): BF137998.D\datams 1°" Ratio Lower Upper
264.2 264 100

260 22.3 18.3  27.5
265 20.9 17.6 26.4

o

Raw 50
Abundance
132.1 200000 1586
0440 901 ‘H 166019802321 H
T ‘ T T T T ‘ T T T T T T ‘ T T \ T T T T T
miz--> 50 100 150 200 250 150000
Abundance Scan 2329 (15.786 min): BF137998.D\data.ms (-
264.1
100000
Sub
50 50000
132.1
0430 1000, ‘H 166.0198.0 232.1 H 0
S S Sty | B e
miz--> 50 100 150 200 250 Time--> 15.80
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