Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111221\
Data File : BF126157.D

Acqg On : 12 Nov 2021 15:23
Operator : JU/CG

Sample : M4572-06

Misc

ALS Vvial : 11 Sample Multiplier: 1

Manual Integrations
Quant Time: Nov 15 06:36:13 2021 APPROVED
Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M Reviewed By -Jagrut Upadhyay  11/15/2021
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :mohammad ahmed ~ 11/17/2021
QLast Update : Wed Nov 03 17:21:25 2021
Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.839 152 128348 20.000 ng -0.02
21) Naphthalene-d8 8.128 136 466886 20.000 ng -0.01
39) Acenaphthene-die 9.880 164 288587 20.000 ng -0.01
64) Phenanthrene-d10 11.363 188 567244 20.000 ng -0.01
76) Chrysene-di12 14.004 240 444931 20.000 ng # 0.00
86) Perylene-di12 15.468 264 306482 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.457 112 477716 63.918 ng 0.00

7) Phenol-dé 6.463 99 285241 27.074 ng -0.02
23) Nitrobenzene-d5 7.404 82 1020300 103.061 ng -0.02
42) 2,4,6-Tribromophenol 10.669 330 523876  158.404 ng -0.01
45) 2-Fluorobiphenyl 9.204 172 1919171 89.869 ng -0.01
79) Terphenyl-di4 12.957 244 2599622 94.217 ng 0.00

Target Compounds Qvalue
32) Benzoic acid 7.845 122 6708m  10.489 ng

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111221\
Data File : BF126157.D

Acqg On : 12 Nov 2021 15:23
Operator : JU/CG

Sample : M4572-06

Misc

ALS vial : 11 Sample Multiplier: 1

Manual Integrations

Quant Time: Nov 15 06:36:13 2021 APPROVED
Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M Reviewed By -Jagrut Upadhyay  11/15/2021
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :mohammad ahmed ~ 11/17/2021

QLast Update : Wed Nov 03 17:21:25 2021
Response via : Initial Calibration

Abundance TIC: BF126157.D\data.ms
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Abundance Scan 811 (6.857 min): BF126018.D\data.ms (-80 #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 6.839 min Scan# S{gSiidtipl=lgies
Ref 50 Delta R.T. -0.018 min |
78.0 Lab File: BF126157.D (SlUEEQISEIIAEI
Acq: 12 Nov 2021 15:23 &
B7.

0' T T LU L L T .
miz--> 50 100 150 260 25‘0 360 35‘0 Tgt IOI’]Z:!.SZ RESpZ 12834 WY ERIEL Integratlons
Abundance  Scan 808 (6.839 min): BF126157.D\datams 10" Ratio Lower Upper BRNEOMN=0)

150.0 152 1ee Reviewed By :Jagrut Upadhyay  11/15/2021
150 151.0 117.6 176.48 supervised By :mohammad ahmed — 11/17/2021
115 65.1 47.1 70.7
Raw 50
78.0 Abundance

0 \6”(‘}‘“‘\““\“‘”} “‘\ T \”‘\ T ‘\ T \\2?7\\0\ L L \3\5‘5\ 200000
m/z--> 50 100 150 200 250 300 350 6.839
Abundance Scan 808 (6.839 min): BF126157.D\data.ms (-79 150000

150.0
100000
Sub
50
78.0 50000

o”r‘J N GKL

miz--> 50 100 150 200 250 300 350 Time--> 6.80 6.85 6.90

Abundance Scan 574 (5.463 min): BF126018.D\data.ms (-56 #5

6a0 1180 2-Fluorophenol
Concen: 63.918 ng
RT: 5.457 min Scan# 573
Ref 50 Delta R.T. -0.006 min
Lab File: BF126157.D
‘ ‘ ‘ Acq: 12 Nov 2021 15:23
G‘\\L‘WH\MHM\H‘ N —
miz--> 50 100 150 200 250 Tgt IOI’IZ:!.].Z Resp: 477716
Abundance  Scan 573 (5.457 min): BF126157.D\datams 100 Ratio Lower Upper
1192.0 112 100
64.0 64 69.9 44 .2 66.2#
63 39.9 26.2 39.2#
Raw 50
Abundance
5.457
ol “ | 1470 3931 2s0; 200
m/z--> 50 100 150 200 250 400000
Abundance Scan 573 (5.457 min): BF126157.D\data.ms (-52
112.0 300000
64.0
Sub 200000
50
100000 L
ok ‘L‘\ A ‘1‘47‘-9 . :‘Lg‘3il‘ — ‘2‘8‘0"( 0 T
miz--> 50 100 150 200 250 Time--> 5.40 550
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Abundance Scan 748 (6.487 min): BF126018.D\data.ms (-74 #7

99.1 Phenol-d6
Concen: 27.074 ng
RT: 6.463 min Scan# 74{EdllEIes
Ref 50 Delta R.T. -0.024 min |
421 Lab File: BF126157.D (SlUEEQISEIIAEI
‘ Acq: 12 Nov 2021 15:23 &
0 \‘“\M }‘H“‘\M‘HEM\‘ \“ L B L L L O
miz--> 50 100 150 200 250 300 350 Tgt Ion: ‘99 RESpZ 28524 WY ERIEL Integrations
Abundance  Scan 744 (6.463 min): BF126157.D\datams 10N Ratio Lower Upper BRGNON=0)
99.1 99 10 Reviewed By :Jagrut Upadhyay  11/15/2021
42 26.4 23.5 35. Supervised By :mohammad ahmed ~ 11/17/2021
71 46.8 25.6 38.
Raw 50
Abundance
42-1 6. 63
0oL “\“‘h “LH\”J‘““\ T T ?‘4\.7‘9\1\9\3‘(\) T T ‘2(\57\\0\ T \3\5‘5\ 300000
m/z--> 50 100 150 200 250 300 350
Abundance Scan 744 (6.463 min): BF126157.D\data.ms (-69
99.1 200000
Sub
50 100000
42.0
b | amoasso a0 s e
miz--> 50 100 150 200 250 300 350 Time--> 6.40  6.50

Abundance Scan 1029 (8.139 min): BF126018.D\data.ms (-1 #21

136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 8.128 min Scan# 1027
Ref 50 Delta R.T. -0.011 min
Lab File: BF126157.D
541 49, 108.1 Acq: 12 Nov 2021 15:23
0\\\“\\H\“}H\“i‘w\\\‘\‘!\\‘\1}H‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:136 Resp: 466886
Abundance Scan 1027 (8.128 min): BF126157.D\data.ms Ion Ratio Lower Upper
136.1 136 100
137 10.2 9.8 14.6
54 8.4 6.4 9.6
Raw s5p 68 4.6 3.3 4.9
Abundance
108.1 500000 8.128
54.0 780
0H\“HH\‘M\WWH\‘\‘!\\‘\\}““\\\\‘\\\\‘\\\\2‘9\7-\0\
miz--> 40 60 80 100 120 140 160 180 200 400000
Abundance Scan 1027 (8.128 min): BF126157.D\data.ms (-9
136.1 300000
200000
Sub
50
100000
108.1
54.0 780 ‘ | 0
) SMMUTR N R VENER B | H e
miz--> 40 60 80 100 120 140 160 180 200  Time--> 810 8.20
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Abundance Scan 907 (7.422 min): BF126018.D\data.ms (-90 #23

82.1 Nitrobenzene-d5
541 Concen: 103.061 ng
' RT: 7.404 min Scan# O(giSiidtipl=lgies
Ref 50 Delta R.T. -0.018 min \A_
128.1 Lab File: BF126157.D (GUCHSCHIIEICE
‘ | | Acq: 12 Nov 2021 15:23 &
0\\\"“HH\‘\‘H\U‘“HH‘HM“H‘\\‘HH‘HH‘HH.‘HH .
miz--> 40 60 80 100 120 140 160 180 200 Tgt Ion: ‘82 Resp: 102030 Manual Integratlons
Abundance  Scan 904 (7.404 min): BF126157.D\datams 10N Ratio Lower Upper BRVEON=0)
82.1 82 1600 Reviewed By :Jagrut Upadhyay  11/15/2021
128 35.1 40.6 60.88 supervised By :mohammad ahmed ~ 11/17/2021
54.1 54 59.7 49.6 74.4
Raw 50
128.0 Abundance
1000000 7.404
G\\\"“\\!\‘\\‘\}“\\\\“\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\2‘(\)\7.\9 800000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 904 (7.404 min): BF126157.D\data.ms (-85
831 600000
54.1 400000
Sub
50
128.0 200000
miz--> 40 60 80 100 120 140 160 180 200  Time--> 7.357.40 7.45 7.50

Abundance Scan 991 (7.916 min): BF126018.D\data.ms (-97 #32

105.0 Benzoic acid
Concen: 10.489 ng m
RT: 7.845 min Scan# 979
Ref 50{ 510 Delta R.T. -0.071 min
Lab File: BF126157.D
Acq: 12 Nov 2021 15:23
oLl ‘\\‘\‘\H‘ S
m/z--> 50 100 150 200 250 Tgt IOI’IZ:!.ZZ Resp: 6708
Abundance  Scan 979 (7.845 min): BF126157.D\datams 10" Ratio Lower Upper
157.0 122 100
105 98.1 97.6 137.6
83.0 77 94.1 59.6 99.6
Raw 50
Abundance
122 207.0 3000 7.845
0! m“\‘u\‘ m\‘ ‘“ L ‘-\ 28\0'1
UL U
miz--> 50 100 150 200 250
Abundance Scan 979 (7.845 min): BF126157.D\data.ms (-94 2000
157.0
Sub 50 83.0 1000
122
0 ‘h“‘ \HH“H“HH o
m/z--> 50 100 150 200 250 Time--> 7.80 7.90
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Abundance Scan 1327 (9.892 min): BF126018.D\data.ms (-1 #39

162.1  Acenaphthene-d10
Concen: 20.000 ng
RT: 9.880 min Scan# 1l[EHAT(Ealss

Ref 50 Delta R.T. -0.012 min \A_
Lab File: BF126157.D [(®lEIEEIslEEI0f
80.0 Acq: 12 Nov 2021 15:23 &
54.0
0 u“ul‘\‘}‘h”“‘ 100.0 13%1 il

m/z--> 40 60 80 100 120 140 160 Tgt Ion:164 Resp: 28858 Manual Integrations

Abundance Scan 1325 (9.880 min): BF126157.D\datams 10N Ratio Lower Upper BRAGLLMON=0)
1441 164 100 Reviewed By :Jagrut Upadhyay  11/15/2021

162 99.5 81.3 121.9 Supervised By :mohammad ahmed  11/17/2021
160 43.5 38.0 57.0

Raw 50
Abundance
80.0 9.880
0 L 5\4 \‘\ H“ 100 0 13%0 \‘\ 300000
T ‘ L T T \ \ T ‘ \ \ T ‘ T ‘ L
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1325 (9.880 min): BF126157.D\data.ms (-1
164.1 200000
Sub
50 100000
80.0
54.1 ‘ 100.0 132.0 ‘
G\\‘\\H\‘}‘}\“‘“‘\{‘\‘\i\w\\“\\\w‘\\\\“ LI O L L B BB A B B
m/z--> 40 60 80 100 120 140 160 Time--> 9.85 9.90 9.95

Abundance Scan 1461 (10.680 min): BF126018.D\data.ms (- #42

329.€ 2,4,6-Tribromophenol
Concen: 158.404 ng

RT: 10.669 min Scan# 1459

Ref 50| 62.0 Delta R.T. -0.012 min
140.9 Lab File: BF126157.D
‘ H 2218 Acq: 12 Nov 2021 15:23
fo N \“ Ly 1“02 § m\\ R “H“‘ : \l\\ AR
m/z--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 523876

Abundance Scan 1459 (10.669 min): BF126157.D\data.ms 1oN Ratio Lower Upper
320 330 100

332 95.5 76.2 114.4

62.0 141 34.7 44.6 66.8#
Raw 50
140.9 Abundance
221.8 10.669
500000
Ll i \h ) '} "
OH | 037 b

Abundance Scan 1459 (10.669 min): BF126157.D\data.ms (-
329€ 300000

62.0
Sub 200000
50 140.9
291.8 100000 K\
ok ‘\ h‘ ol H Mm i \;M‘8‘3‘-7‘ , “H“‘ ‘\l\\‘ P 0 e
miz--> 50 100 150 200 250 300 Time—>  10.60 10.70
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Abundance Scan 1212 (9.216 min): BF126018.D\data.ms (-1 #45

172.1 2-Fluorobiphenyl
Concen: 89.869 ng
RT: 9.204 min Scan# 1lgSEgilplEgles
Ref 50 Delta R.T. -0.012 min \A_
Lab File: BF126157.D [(®lEIEEIslEEI0f
Acq: 12 Nov 2021 15:23 &
0 5:!7 0 \\\85\\ 0 129 0\ 14\6”1 | ‘ !

\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\“\\‘\\‘\\\‘\\\\‘\\.\\ .
m/z--> 40 60 80 100 120 140 160 180 200 Tgt Ion: :!.72 Resp: 191917 Manual Integratlons
Abundance Scan 1210 (9.204 min): BF126157.D\datams 10" Ratio Lower Upper BRNEOMN=0)

17p.1 172 100 Reviewed By :Jagrut Upadhyay  11/15/2021
171 37.1 26.5 39.7 Supervised By :mohammad ahmed  11/17/2021
170 24.5 18.8 28.2
Raw 50
Abundance
9.204
0 51 0 m\85h 0 120 0‘14“6“‘0 ‘ 206.9 2000000

\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1210 (9.204 min): BF126157.D\data.ms (-1 1500000

172.1
1000000
Sub
50
500000
5]\T 0 \\\85\ 0 120. 0\14?\\0 | 206.9 0
O S N L e e eSS T
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 9.15 9.20 9.25

Abundance Scan 1579 (11.375 min): BF126018.D\data.ms (- #64

188.1 Phenanthrene-di10
Concen: 20.000 ng
RT: 11.363 min Scan# 1577
Ref 50 Delta R.T. -0.012 min
Lab File: BF126157.D
80.1 160.1 Acq: 12 Nov 2021 15:23
0 \\‘\5\2\\‘\‘\\U“.\\H\‘\H\‘]_\3\\2\‘]_\\\H“\\H‘!‘H\\‘H\\‘\\\\‘.\\
miz--> 40 60 80 100120140160 180200220240 T8t Ion:188 Resp: 567244
Abundance Scan 1577 (11.363 min): BF126157.D\datams 10" Ratio Lower Upper
188.1 188 100
94 7.8 6.7 10.1
80 8.9 7.5 11.3
Raw 50
Abundance
801 160.1 600000 11.363
0 \\‘\5\2\\(‘)\\\}“\\H\‘\H\‘]-\3\\2\‘]-\\\U“\\H‘!H‘\\‘H\\‘\\\\‘\\
m/z--> 40 60 80 100120 140 160 180 200 220 240
Abundance Scan 1577 (11.363 min): BF126157.D\data.ms (- 400000
188.1
Sub
50 200000
160.1
ol 820 0 ama | Lo
m/z--> 40 60 80 100120140160 180200220240 Time--> 11.30 11.35 11.40
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Abundance Scan 2027 (14.010 min): BF126018.D\data.ms (- #76

240.2 Chrysene-d12
Concen: 20.000 ng
RT: 14.004 min Scan#t 2(Eigil=ies
Ref 50 Delta R.T. -0.006 min \A_
Lab File: BF126157.D |(GUEIEERTIEIH
Acq: 12 Nov 2021 15:23 &
o w0 oo |
miz--> 50 100 150 200 250 Tgt IOI’]Z?40 RESpZ 44493 Manual Integrations
Abundance Scan 2026 (14.004 min): BF126157.D\datams 10N Ratio Lower Upper SRALLICNISE
240.2 240 100 Reviewed By :Jagrut Upadhyay
120 7.2 1.8 16.2% supervised By :mohammad ahmed ~ 11/17/2021
236 25.3 21.6 32
Raw 50
Abundance
500000 14.004
o421 760 1181 1581 2081 || ogp:
T 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 400000
Abundance Scan 2026 (14.004 min): BF126157.D\data.ms (-
300000
240.2
200000
Sub
50
100000
51420 801 H” 1560 2081 || g1
\\‘\\\\ \\\\‘\\\\‘ T ‘\\\\ \‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 Time->  13.95 14.00 14.05

Abundance Scan 1849 (12.963 min): BF126018.D\data.ms (- #79

244.2 Terphenyl-di4
Concen: 94.217 ng
RT: 12.957 min Scan# 1848
Ref 50 Delta R.T. -0.006 min
Lab File: BF126157.D
Acq: 12 Nov 2021 15:23
0+ \‘5‘4‘.-\1‘\ \”9%‘}“:\]-2‘\‘2.\1‘\ ]‘-6“?-} T 51\%\2‘\ “‘M“‘ T
m/z--> 50 100 150 200 250 Tgt IOI’IZ?44 Resp: 2599622
Abundance Scan 1848 (12.957 min): BF126157.D\datams 10" Ratio Lower Upper
2442 244 100
212 8.0 5.9 8.9
122 10.0 9.0 13.4
Raw 50
Abundance
12.957
122.1
T \5‘4\1\ \9\2‘:‘L T \‘ i ]‘.6“?% T flfwl‘\ “‘N“ T
m/z--> 50 100 150 200 250 2000000
Abundance Scan 1848 (12.957 min): BF126157.D\data.ms (-
244.2
Sub 1000000
50
122.1
IS et el i
miz--> 50 100 150 200 250  Time--> 12.90 13.00 13.10
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Abundance Scan 2275 (15.468 min): BF126018.D\data.ms (- #86

264.1 Perylene-d12
Concen: 20.000 ng
RT: 15.468 min Scan#t 2[gSagilnlcalee
Ref 50 Delta R.T. ©0.000 min |
Lab File: BF126157.D (SlUEEQISEIIAEI
1321 Acq: 12 Nov 2021 15:23 &
01520 90.0 7" 180.1218.1
Miz-> 5‘0 160 15‘0 2(‘)0 2!30 360 Tgt Ion:264 Resp: 306488RVENIENGIE[EERNE
Abundance Scan 2275 (15.468 min): BF126157.D\datams 10N Ratio Lower Upper SRALLAICNISE
264.2 264 100 Reviewed By :Jagrut Upadhyay  11/15/2021
260 22.6 19.6  29.4F supervised By :mohammad ahmed ~ 11/17/2021
265 21.4 17.2 25.8
Raw 50
Abundance
1301 250000 15.468
043'1 90.0 Il MH 170-1207'0 L Ll 327.
T ‘ T T T ‘ T T ‘ T T 17T ‘ T 1T ‘ T ‘ T T T
miz--> 50 100 150 200 250 300 200000
Abundance Scan 2275 (15.468 min): BF126157.D\data.ms (-
264.1 150000
Sub 100000
50
50000
132.1
039.0 760 7" 180.12180 i 327. 0
Rl =R e Ol 321 e
miz--> 50 100 150 200 250 300  Time-> 1540  15.50
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