Quantitation Report (QT Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042823\
Data File : BF133130.D

Acqg On : 28 Apr 2023 19:53

Operator : CG\JU

Sample : 02503-02 :
Misc . TR-305A-COMP-01

ALS vial : 8 Sample Multiplier: 1

Manual Integrations
Quant Time: May 01 03:08:02 2023 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8276-BF@42123.M Reviewed By :Christian Giraldo  05/01/2023
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :Jagrut Upadhyay ~ 05/01/2023
QLast Update : Mon May 01 03:03:04 2023
Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.734 152 175137 20.000 ng 0.00
21) Naphthalene-d8 8.016 136 708170 20.000 ng 0.00
39) Acenaphthene-di10 9.769 164 368132 20.000 ng 0.00
64) Phenanthrene-d1e 11.251 188 669428 20.000 ng 0.00
76) Chrysene-di2 13.880 240 500201 20.000 ng -0.01
86) Perylene-di12 15.304 264 398793 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.363 112 1448507 124.938 ng 0.02

7) Phenol-dé6 6.375 99 1645363 114.338 ng 0.00
23) Nitrobenzene-d5 7.298 82 1132884 86.349 ng 0.00
42) 2,4,6-Tribromophenol 10.563 330 535138 144.543 ng 0.00
45) 2-Fluorobiphenyl 9.098 172 1979149 89.944 ng 0.00
79) Terphenyl-di4 12.839 244 2367496 81.630 ng 0.00

Target Compounds Qvalue
32) Benzoic acid 7.734 122 16297m 2.399 ng

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042823\
Data File : BF133130.D

Acq On : 28 Apr 2023 19:53

Operator : CG\JU

Sample : 02503-02 :
Misc . TR-305A-COMP-01

ALS Vial : 8 Sample Multiplier: 1

Manual Integrations

Quant Time: May 01 03:08:02 2023 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8276-BF@42123.M Reviewed By :Christian Giraldo  05/01/2023
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :Jagrut Upadhyay ~ 05/01/2023

QLast Update : Mon May 01 03:03:04 2023
Response via : Initial Calibration

Abundance TIC: BF133130.D\data.ms
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Abundance Scan 793 (6.751 min): BF132969.D\data.ms (-78 #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 6.734 min Scan# 7{gSidtipgl=lpies
Ref 50 115.0 Delta R.T. -0.005 min A
781 Lab File: BF133130.D (SlUEEQISEIAEIE
‘ Acq: 28 Apr 2023 19:53 LIASEIUTSElO]VIZE0E
ow\ 1819
m/z--> 40 60 100 120 140 160 T8t Ion:152 Resp: 17513 FNVERIENINE EIo]g
Abundance  Scan 790 (6.734 mm). BF133130.D\datams 10N Ratio Lower Upper BRULONIZ)
150.0 | 152 160 Reviewed By :Christian Giraldo  05/01/2023
150 154.6 124.8 187.28 supervised By :Jagrut Upadhyay — 05/01/2023
115 60.4 49.9 74.9
Raw 50
115.0 Abundance
52.1 78.1
ol ot “wwm‘“ 960 | 1319 |l 300000
m/z--> 40 60 80 100 120 140 160 6734
Abundance Scan 790 (6.734 min): BF133130.D\data.ms (-77
150.0 200000
Sub
50 115.0 100000
52.1 78.1
oHm;‘m‘wwuh“_‘g“??‘“‘;“‘1‘3‘1-‘9_“u“_ e
miz--> 40 60 80 100 120 140 160 Time--> 6.70  6.75

Abundance Scan 555 (5.351 min): BF132969.D\data.ms (-54 #5
112.1 2-Fluorophenol
Concen: 124.938 ng

64.0 RT: 5.363 min Scan# 557
Ref 50 Delta R.T. ©0.024 min
920 Lab File: BF133130.D
391 5 Acq: 28 Apr 2023 19:53
0 \‘\\\‘\H‘\\\\“‘\‘\1\“1\‘\\‘\\7\\9‘.\\\\‘\\\\‘\\\\‘ ‘\\\‘\\
miz--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:112 Resp: 1448507

Abundance  Scan 557 (5.363 min): BF133130.D\datams | 10N Ratio Lower Upper
1191 112 100

64 52.8 46.8 70.2
63 26.6 23.8 35.8

Raw s 64.1
Abundance
92.1 5.363
391 g ‘
0 Wm‘“m‘guul“mm_ﬁ?mwww b
miz--> 30 40 50 60 70 80 90 100 110 120 1000000
Abundance Scan 557 (5.363 min): BF133130.D\data.ms (-50
112.1
cub a1 500000
50
92.1
39.1 ‘ x
0 WH‘M‘m?guw“mWm‘ﬁ’m_ww‘ aaans Y
miz--> 30 40 50 60 70 80 90 100 110 120 Time->  5.30 5.40 5.50
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Abundance Scan 731 (6.387 min): BF132969.D\data.ms (-72 #7

99.1 Phenol-d6
Concen: 114.338 ng
RT: 6.375 min Scan# 7UgSiAtlEgls
Ref 50 Delta R.T. -0.006 min |
a1 Lab File: BF133130.D |SUEHIEEIEIEE
: Acq: 28 Apr 2023 19:53 LESEUESEO)IEEE
O%Mh“u‘“w““““w o 281
miz--> 50 100 150 200 250 Tgt Ion: 99 Resp: 164536 Manual Integrations
Abundance  Scan 729 (6.375 min): BF133130.D\datams 10N Ratio Lower Upper BREUULIENISE
99.1 4 Reviewed By :Christian Giraldo 05/01/2023
42 18.5 16.3 24.58 Ssupervised By :Jagrut Upadhyay — 05/01/2023
71 32.4 25.6 38.4
Raw 50
Abundance
42.1 6.375
obdudd 4 s
m/z--> 50 100 . 150 200 250 1000000
Abundance Scan 729 (6.375 min): BF133130.D\data.ms (-67
99.1
Sub 500000
50
42.0 L—
AT -1 o)
miz--> 50 100 150 200 250 Time-->  6.30 6.40 6.50

Abundance Scan 1012 (8.039 min): BF132969.D\data.ms (-1 #21

136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 8.016 min Scan# 1008
Ref 50 Delta R.T. -0.006 min
Lab File: BF133130.D
54.1 10‘8.1 H Acq: 28 Apr 2023 19:53
0 \H“H}‘\‘H\‘\”‘-MH‘\‘\H‘H“’\H\‘H'H’HH‘HH’H'\
miz--> 40 60 80 100 120 140 160 180 200 220 18t Ion:136 Resp: 708170
Abundance Scan 1008 (8.016 min): BF133130.D\data.ms 1o Ratlo Lower Upper
136.2 136 100
137 11.3 8.6 13.0
54 8.8 7.0 10.4
Raw s5p 68 7.1 5.4 8.2
Abundance
8.016
S L S R
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1008 (8.016 min): BF133130.D\data.ms (-9 000000
136.2
400000
Sub
50
200000
54.1 108.1 |
0 \u‘wu“\‘1‘\‘\0‘1‘1”\‘\‘\‘”‘”1“,\m‘\m,\m‘\m,m Ol R R
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 8.00 8.05
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Abundance Scan 890 (7.322 min): BF132969.D\data.ms (-88

#23

Manual Integrations

Reviewed By :Christian Giraldo
Supervised By :Jagrut Upadhyay

82. Nitrobenzene-d5
Concen: 86.349 ng
54.1 RT: 7.298 min Scan# S{gELidtilEies
Ref 50 1281 pelta R.T. -0.006 min [\
Lab File: BF133130.D [(GICHIEEIelE(6H:
98.1 Acq: 28 Apr 2023 19:53 LIASEIUTSelo)IZEE
0 49'\0 “H 68‘1 el ‘ 112.1 .
S B T e e R e
miz--> 40 60 80 100 120 Tgt Ion:‘82 RESpI 1132884
Abundance  Scan 886 (7.298 min): BF133130.D\datams | 10N Ratio Lower Upper BRLL NS
82.1 82 100
128 48.5 37.7 56.5
54 51.7 43.0 64.4
Raw 5q 54.1 128.1
Abundance
98.1 7.298
o401 | esa | | apa | 1000000
e e i  PAs et
m/z--> 40 60 80 100 120 800000
Abundance Scan 886 (7.298 min): BF133130.D\data.ms (-83
82. 600000
Sub 54.1 128.1 400000
50 )
200000
98.1
ol 40P 1L oesa, 121 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\\’\\\\‘\\\\‘\\\\‘\
miz--> 40 60 80 100 120 Time--> 7.257.307.35
Abundance Scan 974 (7.816 min): BF132969.D\data.ms (-95 #32
1054-1220 Benzoic acid
77.0 ' Concen: 2.399 ng m
RT: 7.734 min Scan# 960
Ref 50 51.0 Delta R.T. -0.065 min
Lab File: BF133130.D
‘ Acq: 28 Apr 2023 19:53
G\?G\H?\‘\‘\“\‘\H\\‘M“\\\‘\‘\‘\\\"\\\\"\\
miz--> 40 60 80 100 120 140 Tgt Ion:}zz Resp: 16297
Abundance  Scan 960 (7.734 min): BF133130.D\data.ms Ion Ratio Lower Upper
105.0 122.1 122 100
105 116.4 104.2 144.2
77.0 77 77.3 69.7 109.7
Raw 50
51.0 Abundance
‘ 7.734
ol sl
miz--> 40 60 80 100 120 140 10000
Abundance Scan 960 (7.734 min): BF133130.D\data.ms (-92
105.0 122.1
77.0
Sub 5000
50
51.0
0\\\“‘i”\‘\“\h\“ \“\\MH‘\\\‘\‘\“\\\"\\\\‘\\ VH\\‘\\H‘HH‘HH‘\\
miz--> 40 80 100 120 140 Time-> 7.707.757.807.85
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Abundance Scan 1310 (9.792 min): BF132969.D\data.ms (-1 #39

16(.2 Acenaphthene-d1e
Concen: 20.000 ng
RT: 9.769 min Scan# 1lgiigilpl=gles
Ref 50 Delta R.T. -0.006 min |
Lab File: BF133130.D (GUEIEETSIEIR
80.0 Acq: 28 Apr 2023 19:53 UESELEECIIEEE
o 400,
miz--> 50 100 150 200 250 300 350 400 Tgt IOﬂZ:!.64 RESpI 36813 WY ERIEL Integratlons
Abundance Scan 1306 (9.769 min): BF133130.D\datams 10N Ratio Lower Upper BRNEONZ0)
6.2 164 100 Reviewed By :Christian Giraldo  05/01/2023
162 97.9 78.7 118.18 supervised By :Jagrut Upadhyay — 05/01/2023
160 43.4 35.8 53.6
Raw 50
Abundance
80.1 9.769
0 400000
- \\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350 400
Abundance Scan 1306 (9.769 min): BF133130.D\data.ms (-1 300000
164.2
200000
Sub
50
100000
80.1
0' \\\‘\\\\‘\\\\‘\\\\‘\\\\’\ \‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350 400 Time--> 9.70  9.80

Abundance Scan 1444 (10.580 min): BF132969.D\data.ms (- #42

329.€| 2,4,6-Tribromophenol
Concen: 144.543 ng

RT: 10.563 min Scan# 1441

Ref 50 Delta R.T. ©.000 min
62.0 141.0 Lab File: BF133130.D
H 221.9 Acq: 28 Apr 2023 19:53
ohrilot028 4 se28 | yomas
m/z—> 50 100 150 200 250 300 Tgt Ion:330 Resp: 535138

Abundance Scan 1441 (10.563 min): BF133130.D\datams 10N Ratio Lower Upper
320 330 100

332 96.5 77.1 115.7
141 28.7 25.8 38.8

Raw 50
62.0 Abundance
. 141.0 10/663
‘ 2919 500000 D
o loos | ges8 | jerer 0006
miz--> 50 100 150 200 250 300 4
Abundance Scan 1441 (10.563 min): BF133130.D\data.ms (-
320.€ 300000
200000
Sub
50
100000
62.0 141.0
‘ 221.9 L
oo ) o2s | 1e38 | jores
miz--> 50 100 150 200 250 300 Time--> 10.50 10.60 10.70
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Ion:172 Resp: 1979148V ERIVEIRIIE| e 1le]g]
APPROVED

Abundance Scan 1195 (9.116 min): BF132969.D\data.ms (-1 #45
1721 2-Fluorobiphenyl
Concen: 89.944 ng
RT: 9.098 min Scan# 1
Ref 50 Delta R.T. ©0.000 min
Lab File:
Acq: 28 Apr 2023 19:53 UGSEULSEIOIVIEE0E
o B0 LR moguse |
m/z--> 40 60 80 100 120 140 160 180 T8t .
Abundance Scan 1192 (9.098 min): BF133130.D\datams 190 Ratio Lower Upper
1721 | 172 100
171 36.2 28.8 43.2
170 24.4 19.4 29.2
Raw 50
Abundance
2000000 9.098
391 630 851 1901 1461
\\\“\\H\\‘\\\H“\\\\‘\\\\‘\\\\‘\\‘\\‘\\
m/z--> 40 60 80 100 120 140 160 180 1500000
Abundance Scan 1192 (9.098 min): BF133130.D\data.ms (-1
172.1
1000000
Sub
50 500000
39 0 63\ 0 1y 85‘\1 120 1 | 14\6 Hl I 1
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \\\‘\\\\‘\\\\‘\\\
miz--> 40 60 80 100 120 140 160 180 Time--> 9.05 9.10 9.15
Abundance Scan 1561 (11.269 min): BF132969.D\data.ms (- #64
188.2 Phenanthrene-d10
Concen: 20.000 ng
RT: 11.251 min Scan# 1558
Ref 50 Delta R.T. ©.000 min
Lab File: BF133130.D
80.1 58.1 Acq: 28 Apr 2023 19:53
0\4\2.%‘\‘\“! “ 1\18\]\- T ‘?\\ \“\ L ‘2\67\(
m/z--> 50 100 150 200 250 Tgt Ion:}88 Resp: 669428
Abundance Scan 1558 (11.251 min): BF133130.D\data.ms 1o Ratlo Lower Upper
188.2 188 100
94 10.0 9.7 14.5
80 10.7 10.4 15.6
Raw 50
Abundance
800000 11.p51
80.1 15
o421 ') 181 ? I
R Al
m/z--> 50 100 150 200 250 600000
Abundance Scan 1558 (11.251 min): BF133130.D\data.ms (-
188.2
400000
Sub 50
200000
80.1
o2l ) 1181 5? i
\‘\\\ T T T T \\\\‘\\\\‘\\ \\‘\\\\‘\\\\’\\\
m/z--> 50 100 150 200 250 Time--> 11.20 11.25 11.30

BF133130.D 8270-BF042123.M
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Reviewed By :Christian Giraldo
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Abundance Scan 2010 (13.910 min): BF132969.D\data.ms (- #76

240.2 Chrysene-d12
Concen: 20.000 ng
RT: 13.880 min Scan# 2¢gigiil=gles
Ref 50 149.0 Delta R.T. -0.012 min [Z\SIg
Lab File: BF133130.D [SUEQISERICI6M
. . TR-305A-COMP-01
570 106. ‘M g7y | ACO7 28 Apr 2023 19:53
Miz-> 50 100 150 200 250 Tgt Ion:g40 Resp: 50020 88V ERNEIRGICETIETTO
Abundance Scan 2005 (13.880 min): BF133130.D\datams 10" Ratio Lower Upper BENEONZ0)
240.2 240 100 Reviewed By :Christian Giraldo  05/01/2023
120 14.6 10.5 15.7 Supervised By :Jagrut Upadhyay 05/01/2023
236 26.4 21.5 32.3
Raw 50
Abundance
13.880
120.1 500000
ol421 781 | | 1s61 2082 || 281
e e e
m/z--> 50 100 150 200 250 400000
Abundance Scan 2005 (13.880 min): BF133130.D\data.ms (-
240.2 300000
Sub 200000
50
100000
120.1
ol42.1 781 A, \H 1561 2082 || 281 |
\\‘\\\\ \\‘\\\\‘\\\‘\\\\ ‘\\\\‘\\\\‘\\
m/z-—-> 50 100 150 200 250 Time--> 13.80 13.90 14.00

Abundance Scan 1832 (12.863 min): BF132969.D\data.ms (- #79

244.3 Terphenyl-di4
Concen: 81.630 ng
RT: 12.839 min Scan# 1828
Ref 50 Delta R.T. ©.000 min
Lab File: BF133130.D
122.1 Acq: 28 Apr 2023 19:53
\4\2:‘1_‘ T ‘\801‘.]\-” T Ly \‘ T \1‘6‘\‘0 \2\ T ?1\‘2\2‘\ MM‘“ T 2\8\1\
miz--> 50 100 150 200 250 Tgt IOHZ%44 Resp: 2367496
Abundance Scan 1828 (12.839 min): BF133130.D\datams = 1on Ratio Lower Upper
244.3 244 100
212 6.4 5.1 7.7
122 12.2 8.6 13.0
Raw 50
Abundance
12.839
1221 2000000
ouzs 21 || 2P M2
Abundance Scan 1828 (12.839 min): BF133130.D\data.ms (-
244.3
1000000
Sub 50
500000
122.1
oos sy PPz ez | o L
miz--> 50 100 150 200 250 Time--> 12.80 12.90
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Abundance Scan 2251 (15.327 min): BF132969.D\data.ms (- #86

264.1 Perylene-d12
Concen: 20.000 ng
RT: 15.304 min Scan# 21aEigial=laies

Ref 50 Delta R.T. -0.006 min |
1321 Lab File: BF133130.D (SlUEEQISEIAEIE
Acq: 28 Apr 2023 19:53 LESEUESEO)IEEE
000 s01, | 101220 | s
miz--> 50 100 150 200 250 300 350 Tgt Ion:264 RESpI 39879 Manualnnegraﬂons
Abundance Scan 2247 (15.304 min): BF133130.D\datams 10" Ratio Lower Upper BRNEONZ0)
264.2 264 100 Reviewed By :Christian Giraldo  05/01/2023

260 24.5 18.8 28.2 Supervised By :Jagrut Upadhyay 05/01/2023
265 21.9 17.0 25.4

Raw 50
Abundance
132.1 300000 15.804
0420 90.1 HM 207.1 il 355.
B B e
m/z--> 50 100 150 200 250 300 350
Abundance Scan 2247 (15.304 min): BF133130.D\data.ms (- 200000
264.1
Sub
50 100000
132.1
0 76.1 \\M 180.1222.1 rl 01
ey R L o o o e e e T
m/z--> 50 100 150 200 250 300 350 Time--> 15.20 15.40
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