Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072022\
Data File : BGO54331.D

Acqg On : 20 Jul 2022 17:22
Operator : CG/JU

Sample : N3767-07 5X

Misc

ALS vial : 9 Sample Multiplier: 1

Manual Integrations

Quant Time: Jul 21 01:25:05 2022 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@71522.M Reviewed By :Christian Giraldo  07/21/2022
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :Jagrut Upadhyay ~ 07/21/2022

QLast Update : Fri Jul 15 15:54:11 2022
Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 7.995 152 18680 20.000 ng 0.00
21) Naphthalene-d8 10.803 136 72987 20.000 ng # 0.00
39) Acenaphthene-die 14.628 164 59207 20.000 ng 0.00
64) Phenanthrene-d10 17.372 188 146371 20.000 ng # 0.00
76) Chrysene-di12 21.644 240 173248 20.000 ng # 0.00
86) Perylene-di12 24.846 264 186235 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.568 112 24187 27.034 ng 0.00

7) Phenol-dé 7.166 99 30231 24.659 ng 0.00
23) Nitrobenzene-d5 9.158 82 26010 19.407 ng 0.00
42) 2,4,6-Tribromophenol 16.115 330 38013 30.579 ng -0.01
45) 2-Fluorobiphenyl 13.248 172 84707 20.183 ng -0.01
79) Terphenyl-di4 19.981 244 191305 21.906 ng 0.00

Target Compounds Qvalue
32) Benzoic acid 10.145 122 18178m  49.860 ng

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quantitation Report (LSC Reviewed)

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072022\
: BGO54331.D

: 20 Jul 2022 17:22

: CG/JU

: N3767-07 5X

: 9 Sample Multiplier: 1

Quant Time: Jul 21 01:25:05 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri Jul 15 15:54:11 2022

Response via : Initial Calibration

Manual Integrations
APPROVED

Reviewed By :Christian Giraldo
Supervised By :Jagrut Upadhyay

07/21/2022
07/21/2022
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Abundance Scan 785 (8.000 min): BG054299.D\data.ms (-77 #1
150.0  1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 7.995 min Scan# 7{EdtEpies
Ref 50 115.0 Delta R.T. -0.005 min VA
521 784 ' Lab File: BG@54331.D (SlEERISEIIAEI
‘ ‘ Acq: 20 Jul 2022 17:22 L=WIiSE
0\3\\.‘\\‘\\‘\\\H\“\\\\‘\\\}“\\\\‘\‘\
Mz 100 120 140 Tgt Ion:152 Resp: 1868 Manual Integrations
Abundance Scan 784 (7.995 mm). BG054331 D\datams | ton Ratio Lower Upper BRAGLLOMN=0)
150.0 152 160 Reviewed By :Christian Giraldo  07/21/2022
150 160.8 131.6 197.4 Supervised By :Jagrut Upadhyay 07/21/2022
115 60.5 50.9 76.3
Raw 50
115.0 Abundance
521 /81 ]
15000 A
m/z--> 0 60 100 120 140
Abundance
150.0 10000
Sub
5000
50 115.0
521 181
0351
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\’\\\\‘\\\\‘\\\
miz--> 40 60 80 100 120 140 Time--> 7.95 8.00 8.05
Abundance Scan 371 (5.567 min): BG054299.D\data.ms (-3¢ #5
112.0 2-Fluorophenol
Concen: 27.034 ng
64.1 RT: 5.568 min Scan# 371
Ref 50 Delta R.T. ©0.001 min
92.0 Lab File: BG@54331.D
%1 591‘ q‘ ‘ | Acq: 20 Jul 2022 17:22
G\‘\\\‘\‘\\\\“\‘\\\“\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\
miz--> 30 40 50 60 70 80 90 100 110 Tgt Ion:112 Resp: 24187
Abundance  Scan 371 (5.568 min): BG054331.D\data.ms | 10N Ratio Lower Upper
112.0 112 100
64 54.8 55.1 82.7#
641 63 36.8 30.4 45.6
Raw 50
92.0 Abundance
39.1 51 1‘
0\‘\\\‘H‘\\\\“M\‘\\‘\“\‘\‘\}‘\\‘\\“\\‘\\‘\\\\‘\\\\"\\\‘\
miz--> 30 40 50 60 70 80 90 100 110 10000
Abundance
112.0
Sub 64.1 5000
50
92.0
391 511 ;
0Lt e i el -
m/z--> 30 40 50 60 70 80 90 100 110 Time-->  5.50 5.55 5.60 5.65
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Abundance Scan 644 (7.171 min): BG054299.D\data.ms (-63 #7

99.1 Phenol-d6
Concen: 24.659 ng
RT: 7.166 min Scan# 64lgfiidiipl=lgies
Ref 50 7.1 Delta R.T. -0.005 min |2
Lab File: BG@54331.D (GUEIEERTIEIH
421 TANK-P
5 Acq: 20 Jul 2022 17:22
0\‘\\\\“H\‘\‘\\“\‘\‘\\‘\‘\“\‘\“‘\\\\‘\\\\‘\1\1“\\\\‘
miz--> 30 40 50 60 70 80 90 100 Tgt Ion: ‘99 Resp: 3023 Manual Integrations
Abundance  Scan 643 (7.166 min): BG054331.D\datams | 10N Ratio Lower Upper Betgiielisy
99.1 29 1o Reviewed By :Christian Giraldo 07/21/2022
42 24.0 17.0 25. Supervised By :Jagrut Upadhyay 07/21/2022
71 44.7 33.8 50.8
Raw 50 71.1
Abundance
42.1
54. 15000
G\‘\\\}‘M\‘\‘\\‘\‘\‘\\‘i\‘}\‘\“‘\\\\8‘2\\1-\\‘\\\1“\\\\
m/z--> 30 40 50 60 70 80 90 100
Abundance
991 10000
Sub 50 711 5000
42.1
0 54.1 82.1 / -
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 30 40 50 60 70 80 90 100 Time--> 7.10 7.15 7.20 7.25

Abundance Scan 1263 (10.808 min): BG054299.D\data.ms (; #21

136.1  Naphthalene-d8

Concen: 20.000 ng

RT: 10.803 min Scan# 1262

Ref 50 Delta R.T. -0.005 min
Lab File: BGO54331.D
Acq: 20 Jul 2022 17:22
0 \\.“\ T H\ T P \Hi‘\‘ =TT T T \‘“ T
miz--> 40 60 30 100 120 140 T8t Ion:136 Resp: 72987

Abundance Scan 1262 (10.802 min): BG054331.D\data.ms ~ 1ON  Ratio  Lower Upper
136.1 136 100

137 10.
54 6.
Raw 50 68 3.
Abundance
521 781 108.1 I
0 \\“\\\\‘\“\‘\\Hi‘\‘\\\‘\‘\\\‘\\\“‘\\
miz--> 40 60 80 100 120 140 30000
Abundance
136.1 20000
Sub
50 10000
108.1 A\
54.1 78.1
ol 3L Ay O
miz--> 40 60 80 100 120 140 Time--> 10.80
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Abundance Scan 983 (9.163 min): BG054299.D\data.ms (-97 #23

82.1 Nitrobenzene-d5
Concen: 19.407 ng
54.1 RT:  9.158 min Scan# 9{ELAUnIEl|es
Ref 50 128.1 Delta R.T. -0.005 min
Lab File: BG@54331.D [(GICEHIEEIelEI(CH
98.1 Acq: 20 Jul 2022 17:22 L=WIiSE
40.1 ‘ 681 | 112.1

e o L . .
‘\H\‘HH‘HH‘HH‘HH‘\H‘HH‘HH‘HH‘HH‘HH .
m/z--> 30 40 50 60 70 80 90 100110120 130 Tgt Ion: 82 RESpZ 2601V ELIE] Integratlons
Abundance  Scan 982 (9.158 min): BG054331 D\datams | 10N Ratio  Lower Upper BRAGLON=0)

82.1 82 1600 Reviewed By :Christian Giraldo  07/21/2022
128 39.9 27.9 41.9 Supervised By :Jagrut Upadhyay 07/21/2022

o

. 54.1 54 56.6 41.2 61.8
aw 50
128.0 Abundance
98.1
01 g1 120
G‘\HHHHiHH‘HH‘HH“ \H‘\H\‘HH‘HH‘HH“HH 10000
m/z--> 30 40 50 60 70 80 90 100110120130
Abundance
82.1
Sub 54.1 5000
50 128.0
98.1
0 40.0 68,0 112.0 /
[ e e e R ARRARBARRASRERER
m/z--> 30 40 50 60 70 80 90 100110120130 Time--> 9.10 9.15 9.20

Abundance Scan 1151 (10.150 min): BG054299.D\data.ms (; #32

105.0 1220 Benzoic acid
77.1 .
Concen: 49.860 ng m
RT: 10.145 min Scan# 1150
Ref 50 51.1 Delta R.T. -0.005 min
Lab File: BG@54331.D
Acq: 20 Jul 2022 17:22
81| | <4 u
0\‘H\‘\H‘H‘\\“\‘\H‘H‘H‘\‘\‘\‘\“\H\‘H‘H‘Hl\‘\\\\‘\‘\H‘\
miz--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:122 Resp: 18178
Abundance Scan 1150 (10.145 min): BG054331.D\data.ms | 10N Ratio Lower Upper
105.1 122.0 122 100
77.0 : 105 122.2 111.8 151.8
77 96.2 109.4 149.4#
Raw 50
511 Abundance
38.1 ‘
0\‘H\‘““\‘\‘\\“\“\‘H}\‘\w\‘\‘m1‘\H\‘\}H‘Hl\‘\\\\‘\‘\H‘\
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance 4000
77.0 105.1 122.0
Sub 2000
50 51.1
38.1 0
Ottt A e e
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 10.10 10.20
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Abundance Scan 1914 (14.633 min): BG054299.D\data.ms (| #39

162.1 Acenaphthene-dle
Concen: 20.000 ng
RT: 14.628 min Scan#t 1{gigiil=gles
Ref 50 Delta R.T. -0.005 min IA_
Lab File: BG@54331.D (GUEIEERTIEIH
Acq: 20 Jul 2022 17:22 L=WIiSE
0 54 H‘\ 106.0 13%1 L
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\ .
miz--> 20 60 80 100 120 140 160 180 Tgt IOI’]Z:!.64 RESpZ 5920 WY ERIEL Integratlons
Abundance Scan 1913 (14.628 min): BG054331.D\data.ms | 10N Ratio  Lower Upper BRAGLON=0)
162.1 164 10 Reviewed By :Christian Giraldo  07/21/2022
162 1e1.9 82.3 123.5 Supervised By :Jagrut Upadhyay 07/21/2022
160 43.8 34.2 51.2
Raw 50
Abundance
541 8‘?“0 1000 1321 /| 187.0
G\\‘\\\\‘MH‘HH‘HH‘\H“\‘H\‘ TTT T 30000
m/z--> 40 60 80 100 120 140 160 180
Abundance
Sub
50 10000
0 541 800,500 1321 187.0 0
R e e S —
miz--> 40 60 80 100 120 140 160 180  Time--> 14.60 14.70

Abundance Scan 2168 (16.126 min): BG054299.D\data.ms (; #42

329.7 2,4,6-Tribromophenol
Concen: 30.579 ng

RT: 16.115 min Scan# 2166

Ref 50 Delta R.T. -0.011 min
62.1 1429 Lab File: BGO54331.D
221.8 Acq: 20 Jul 2022 17:22
0“*\““ ‘_H\ ‘1‘”‘““”“”‘\“”H‘H
miz--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 38013

Abundance Scan 2166 (16.115 min): BG054331.D\data.ms ~ LoN  Ratio  Lower Upper
320.¢ 330 100

332 98.6 76.0 114.0
141 21.3 27.1 40.7#

Raw 50
62.1 Abundance
‘ 142.9 2028
0l \H {r Q H Ll - HH\\‘ ‘\“u‘ SR 20000
m/z--> 5 100 150 200 250 300
Abundance 15000
329.¢
10000
Sub
50
5000
62.1
142.9 2218
104.0 0 =L
ot e T
m/z--> 50 100 150 200 250 300 Time--> 16.10
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Abundance Scan 1680 (13.258 min): BG054299.D\data.ms (; #45

172.0 | 2-Fluorobiphenyl
Concen: 20.183 ng
RT: 13.248 min Scan#t 1(lgigiipl=gles
Ref 50 Delta R.T. -0.011 min
Lab File: BG@54331.D (GUEIEERTIEIH
Acq: 20 Jul 2022 17:22 L=WIiSE

391 631 850 1200 146.0

m/z--> 40 60 80 100 120 140 160 Tgt Ion:172 RESpZ 8470 Manual Integrations
Abundance Scan 1678 (13.248 min): BG054331.D\data.ms | 10N Ratio  Lower Upper BRAGLON=0)

1720 172 1ee Reviewed By :Christian Giraldo  07/21/2022
171 35.0 28.5 42.78 supervised By :Jagrut Upadhyay —07/21/2022
170 22.1 18.9 28.3

Raw 50
Abundance
50000
o 51.1 751 99,0 120.0 14‘6-“0 ‘
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-—> 40 60 80 100 120 140 160 40000
Abundance
172.0 30000
2
ub 0000
50
10000
o 51.1 75.1 990 120.0 146.0 0
SRRSO St R T R B eSS
miz--> 40 60 80 100 120 140 160 Time--> 13.20 13.30

Abundance Scan 2381 (17.377 min): BG054299.D\data.ms (- #64

188.1 Phenanthrene-di10
Concen: 20.000 ng
RT: 17.372 min Scan# 2380
Ref 50 Delta R.T. -0.005 min
Lab File: BGO54331.D
Acq: 20 Jul 2022 17:22
oit21 B0ume TRV oese
miz--> 50 100 150 200 250 Tgt Ion:188 Resp: 146371
Abundance Scan 2380 (17.372 min): BG054331.D\data.ms |~ 1oN Ratio  Lower Upper
188.1 188 100
94 4.0 5.4 8.0#
80 4.5 6.8 10.2#
Raw 50
Abundance
551 9411p00 1Pt | 2656 goono
miz--> 50 100 150 200 250
Abundance 60000
188.1
40000
Sub
50
20000
041.1 80.1 1220 158.1 263.8 ol o
miz--> 50 100 150 200 250 Time--> 1730 17.40
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Abundance Scan 3107 (21.643 min): BG054299.D\data.ms (. #76

240.1 Chrysene-d12
Concen: 20.000 ng
RT: 21.644 min Scan#t 3l
Ref 50 Delta R.T. 0.001 min |
Lab File: BG@54331.D (SlEERISEIIAEI
Acq: 20 Jul 2022 17:22 L=WIiSE
0 66.1 172“01 170.0 m “M\u‘ﬂ‘
miz--> 56 160 1%0 260 2%0 360 3%0 Tgt Ion:240 RESpZ 17324 hﬂanualnuegraﬂons
Abundance Scan 3107 (21.644 min): BG054331.Didatams | 10N Ratio Lower Upper BEldieiisy
240.1 240 160 Reviewed By :Christian Giraldo  07/21/2022
120 3.1 4.6 7.0@ supervised By :Jagrut Upadhyay — 07/21/2022
236 24.2 20.2 30.4
Raw 50
Abundance
100000 21/644
55.1
9t 1800 315.1357.1
G\\‘\\\\‘\\\\’\\\\‘\\\‘\\\\‘\\\\‘\\ 80000
m/z--> 50 100 150 200 250 300 350
Abundance
240.1 60000
Sub 40000
u
50
20000
66.0 118.1 198.1 282.9327.1 o] — —
T T e e e B B B B A
m/z--> 50 100 150 200 250 300 350 Time--> 21.60 21.70

Abundance Scan 2825 (19.986 min): BG054299.D\data.ms (- #79
2441 Terphenyl-di4

Concen: 21.906 ng

RT: 19.981 min Scan# 2824
Ref 50 Delta R.T. -0.005 min

Lab File: BGO54331.D

Acq: 20 Jul 2022 17:22
54.1 122.1160.1198.3

miz--> 50 100 150 200 250 300 gt Ion:244 Resp: 191365
Abundance Scan 2824 (19.981 min): BG054331.D\data.ms | 10N Ratio Lower Upper
244.1 244 100
212 7.0 6.5 9.7
122 4.3 5.0 7.44
Raw 50
Abundance
S51 122116011081 | 09
T ‘ T T ‘ T 1T ‘ T ‘ T ‘ T T T ‘ LU
miz--> 50 100 150 200 250 300 100000
Abundance
244.1
Sub 50000
50
ol 541 122.1160.1 1981 279.1 0 S
Dt S M s SRR L' 2 S s
miz--> 50 100 150 200 250 300 Time--> 19.90 20.00
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Abundance Scan 3651 (24.839 min): BG054299.D\data.ms (; #86
264.1 Perylene-d12
Concen: 20.000 ng
RT: 24.846 min Scan# 3([Eiginl=lies
Ref 50 Delta R.T. ©.007 min |
Lab File: BG@54331.D |SUEHIEEIIEIEE
Acq: 20 Jul 2022 17:22 L=WIiSE
ol571 1321 1040 | .

\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\ .
miz--> 50 100 150 200 250 300 350 400 Tgt Ion:264 Resp: 18623 Manual Integrations
Abundance Scan 3652 (24.846 min): BG054331.D\datams | 10N Ratio Lower Upper Betgiiellsy

264.1 264 100 Reviewed By :Christian Giraldo 07/21/2022
260 23.7 19.0 28.68 supervised By :Jagrut Upadhyay — 07/21/2022
265 21.5 17.4 26.2
Raw 50
Abundance
57.1 60000
G T \u ‘H\ d\‘ ‘\H‘]\.‘ﬁ)?.\‘]}-\\ ‘ T \2\0‘?.\()\‘ T ‘N\H\ T \3‘1-\5\.\2\ ‘3\7\1-\.]\-’ \4.\3\1-\-
m/z--> 50 100 150 200 250 300 350 400
Abundance 40000
264.1
Sub
uw o 20000
oL571 132.0 2061 322.1374.2 431, 0

R e R R S e e L e SR

miz--> 50 100 150 200 250 300 350 400  Time-->
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