Quantitation Report (QT Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122723\
Data File : BF136754.D

Acqg On : 27 Dec 2023 12:53

Operator : CG\JU

Sample : 05791-11RE

Misc . MW-1B-EE-NNRE

ALS vial : 8 Sample Multiplier: 1

Manual Integrations
Quant Time: Dec 27 13:17:46 2023 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M Reviewed By :Yogesh Patel | 12/28/2023
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :mohammad ahmed ~ 12/28/2023
QLast Update : Thu Dec 21 01:54:25 2023
Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.781 152 76324 20.000 ng -0.01
21) Naphthalene-d8 8.057 136 281974 20.000 ng -0.01
39) Acenaphthene-die 9.816 164 131821 20.000 ng -0.01
64) Phenanthrene-d10 11.310 188 214531 20.000 ng # 0.00
76) Chrysene-di12 13.963 240 146092 20.000 ng # 0.00
86) Perylene-di12 15.451 264 151821 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.428 112 340391 69.586 ng 0.00

7) Phenol-dé 6.428 99 274734 43.344 ng -0.01
23) Nitrobenzene-d5 7.345 82 251904 45.714 ng -0.01
42) 2,4,6-Tribromophenol 10.610 330 184295 118.710 ng -0.01
45) 2-Fluorobiphenyl 9.133 172 485754 49.562 ng -0.02
79) Terphenyl-di4 12.904 244 381303 36.474 ng -0.01

Target Compounds Qvalue
15) Benzyl Alcohol 6.928 79 63111 14.759 ng 99
32) Benzoic acid 7.798 122 7732m 2.485 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\BF122723\
Data File : BF136754.D

Acqg On : 27 Dec 2023 12:53

Operator : CG\JU

Sample : 05791-11RE

Misc . MW-1B-EE-NNRE

ALS vial : 8 Sample Multiplier: 1

Manual Integrations
Quant Time: Dec 27 13:17:46 2023 APPROVED

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Thu Dec 21 01:54:25 2023

Response via : Initial Calibration

Reviewed By :Yogesh Patel  12/28/2023
Supervised By :mohammad ahmed  12/28/2023

Abundance TIC: BF136754.D\data.ms
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Abundance Scan 800 (6.792 min): BF136645.D\data.ms (-79 #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 6.781 min Scan# 7{gSidtipl=lpies
Ref 50 115.0 Delta R.T. -0.011 min [Z0AWZ
520 78.1 Lab File: BF136754.D [(CUEhISEIelEIl0H
‘ Acq: 27 Dec 2023 12:53 WANEAEES=SNININE
0\\\‘i\\‘\‘\“\\\“!”i\“\‘\\‘\\H“\\H‘H“\“\‘HH‘HH‘\
miz--> 40 60 80 100 120 140 160 180 200 Tgt Ion:152 Resp: 7632 hﬂanualnuegraﬂons
Abundance  Scan 798 (6.781 min) BF136754 D\datams | 10N Ratio  Lower Upper BRAGLMON=0)
150.0 152 1ee Reviewed By :Yogesh Patel  12/28/2023
150 159.1 127.8 198.68 supervised By :mohammad ahmed — 12/28/2023
115 61.5 49.0 73.4
Raw 50
1150 Abundance
52.0 780 150000
m/z--> 40 60 80 100 120 140 160 180 200 ‘
Abundance 100000
150.0
Sub 50000
50 115.0
520 78.0
o) STV PR MOV | MR | N, . 0
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 6.75 6.80

Abundance Scan 568 (5.428 min): BF136645.D\data.ms (-56 #5
112.0 2-Fluorophenol
Concen: 69.586 ng

64.0 RT: 5.428 min Scan# 568
Ref 50 Delta R.T. ©.000 min
92.0 Lab File: BF136754.D
Acq: 27 Dec 2023 12:53
39.1 51.0‘ sod) ‘
0 \‘\H‘“‘HH‘}‘\‘\‘MN\‘\H\‘\H\\‘rHH‘\‘H\‘HH“‘H\‘H
miz--> 30 40 50 60 70 80 90 100 110 120 A Tgt Ion:112 Resp: 340391

Abundance  Scan 568 (5.428 min) BF136754 D\data.ms | 10N Ratio  Lower Upper
112.0 112 100

64 59.2 51.1 76.7

64.0 63 29.6 26.1 39.1
Raw 50
Abundance
‘ 92.0 5.428
38.0 ‘
0\‘\\\‘“‘\\?\Oi‘.\(‘)\l\“}\‘\\‘\\\8\0“\}\\‘\\\\‘\\\\"\\\‘\\ 300000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance
112.0 200000
64.0
sub gy 100000
92.0
o 38.0 50.0 80.0
T TR T e T T
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 5.40 5.50
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Abundance Scan 740 (6.439 min): BF136645.D\data.ms (-73 #7

99.1 Phenol-d6
Concen: 43.344 ng
RT: 6.428 min Scan# 71EdllEgies
Ref 50 Delta R.T. -0.012 min [Z\AWlZ
io 711 Lab File: BF136754.D (SUCQISCUIEIE
540 Acq: 27 Dec 2023 12:53 WANEAEES=SNININE
0\\‘\H\H‘M\‘\‘H“H“\“\H1‘\‘1“‘1\\\8’2\.\]-\\‘\E\HHH‘
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion:‘99 RESpZ 27473 hﬂanualnuegraﬂons
Abundance  Scan 738 (6.428 min): BF136754.D\datams | 100 Ratio Lower Upper EEeULSEISE
99.1 29 1@ Reviewed By :Yogesh Patel  12/28/2023
42 19.0 16.1 24.18 supervised By :mohammad ahmed ~ 12/28/2023
71 32.5 27 .4 41.2
Raw 50
71.1 Abundance
42.1 300000
Al ‘\ \5\4\.1\ | H 82.0 1
G\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 30 40 50 60 70 80 90 100
Abundance 200000
99.1
Sub
50 100000
71.1
42.1
54.1
NN Y O | . S Ol
m/z--> 30 40 50 60 70 80 90 100 Time--> 6.40 6.50

Abundance Scan 825 (6.939 min): BF136645.D\data.ms (-81 #15

79.1 150.0 Benzyl Alcohol
108.1 Concen: 14.759 ng
RT: 6.928 min Scan#t 823
Ref 50 Delta R.T. -0.012 min
52.0 Lab File: BF136754.D
Acq: 27 Dec 2023 12:53
O' \“\h‘\\‘\‘f‘\‘}“\\\\‘\\w\‘\\\\‘\\\\‘\\'\\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion: 79 Resp: 63111
Abundance  Scan 823 (6.928 min): BF136754.D\datams | 10N Ratio Lower Upper
79.1 79 100
108.1 108 77 .3 61.0 91.6
77 61.1 49.8 74.8
Raw 50
Abundance
51.0
40000
0\\\“’\\‘U\“U\\M\H\\H‘\\‘\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance 30000
79.1
108.1 20000
Sub
50
10000
51.0
ol e ma
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 6.90 7.00
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Abundance Scan 1017 (8.069 min): BF136645.D\data.ms (-1 #21

136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 8.057 min Scan# 1At
Ref 50 Delta R.T. -0.012 min [Z\AWlZ
Lab File: BF136754.D |(GUCINEETIEIR
54.1 108.1 Acq: 27 Dec 2023 12:53 WIIEAEESSNNEEE
O+ ‘\H“\ \“\‘\}““\‘\\\ \‘1\\ \\}H T T T T T .
miz--> 4b 6‘0 8‘0 160 ]éo 11‘10 1(‘30 1éo 260 Tgt Ion:136 Resp: 28197 Manual Integratlons
Abundance Scan 1015 (8.057 min): BF136754 D\datams | 10N Ratio Lower Upper Eadielisy
136.1 136 166 Reviewed By :Yogesh Patel  12/28/2023
137 11.2 Supervised By :mohammad ahmed  12/28/2023
54 8.5
Raw 50 68 5.9
Abundance
G \\“\s\ﬂ.\-J‘-\‘\‘?ﬁ“"]\.\\\J‘-\OES\.%‘\\}H‘\\\\‘\\\\‘\\\\’\\\\ 300000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
136.1 200000
Sub o 100000
54.1 78.1 108.1
o R
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 8.00 8.05 8.10

Abundance Scan 896 (7.357 min): BF136645.D\data.ms (-89 #23
8

21 Nitrobenzene-d5
Concen: 45.714 ng
54.1 RT: 7.345 min Scan# 894
Ref 50 128.1 Delta R.T. -0.012 min
Lab File: BF136754.D
98.1 Acq: 27 Dec 2023 12:53
0 49-‘1 L ‘ L 68"1 1l ‘ 112'0 L
LI ‘ L ‘ T ‘ T T T ‘ L ‘ T T
miz--> 40 60 30 100 120 Tgt Ion: .82 Resp: 251904
Abundance  Scan 894 (7.345 min): BF136754.D\datams | 10N Ratio Lower Upper
82.1 82 100
128 46.9 35.3 52.9
54.1 54 54.7 44.5 66.7
Raw 50 ' 128.1
Abundance
98.1
400 | 680 |, 1121 250000
LI ‘ L ‘ T T T ‘ T T T ‘ L ‘ T T T
Abundance
82.1 150000
54.1 100000
Sub 50 128.1
50000
98.1
ol 400 68.0 112.1 0 , .
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘\\\\‘\\\\‘
miz--> 40 60 80 100 120 Time--> 7.30 7.35 7.40
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Abundance Scan 981 (7.857 min): BF136645.D\data.ms (-96 #32

105.0 Benzoic acid
122.0
77.0 Concen: 2.485 ng m
RT: 7.798 min Scan# 91l Eies
Ref 50 Delta R.T. -0.059 min [El\AWZ
51.0 . f .
Lab File: BF136754.D [(CUEhISEIelEIl0H
Acq: 27 Dec 2023 12:53 WANEAEES=SNININE
0\\36\"(‘)\‘\“1\‘\“\\‘m“\\\‘\‘\‘\\\“\\\\‘
miz--> 40 60 80 100 120 140 Tgt Ion:122 RESpZ 773 WY ERIEL Integrations
Abundance  Scan 971 (7.798 min) BF136754 D\datams | 10N Ratio  Lower Upper BRAGLON=0)
105.0 122.0 122 100 Reviewed By :Yogesh Pate
77.0 ' le5 123.9 100.8 140.8 Supervised By :mohammad ahmed
: 77 83.3 70.9 110.9
Raw 50
51.0 Abundance
b
oL— ‘\‘ \}‘ ‘\ U H\‘\ “H“\“\l“\\“\\‘ L ‘\ “‘ , ‘H‘ “ S ‘
m/z--> 40 60 80 100 120 140 4000
Abundance
105.0 1220 3000
77.0
Sub 2000
50 51.0
1000
G\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\
m/z-> 40 60 80 100 120 140 Time--> 7.75 7.80 7.85

12/28/2023

162.1

Abundance Scan 1316 (9.827 min): BF136645.D\data.ms (-1

#39

Acenaphthene-d1e

Concen: 20.000 ng

RT: 9.816 min Scan# 1314

Ref 50 Delta R.T. -0.012 min
Lab File: BF136754.D
Acq: 27 Dec 2023 12:53
0 54\.'0 ‘8‘%1 106'1 13%'1 h‘\ q
\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘\\\\‘\\ . .
miz--> 40 60 80 100 120 140 160 180 200 220 18t Ion:164 Resp: 131821
Abundance Scan 1314 (9.816 min): BF136754.D\datams | 10N Ratio Lower Upper
162.1 164 100
162 101.9 81.6 122.4
160 45.9 34.9 52.3
Raw 50
Abundance
80.1 9.816
. 106.1 132.1 150000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
1621 100000
sub o 50000
80.1
o 54.0 106.1132.1 205.2
MR TN TN A e TR | H i St S ——
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 9.759.809.859.90
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Abundance Scan 1451 (10.621 min): BF136645.D\data.ms (- #42

329.6 2,4,6-Tribromophenol
Concen: 118.710 ng
RT: 10.610 min Scan# 14{[{dVlEliss

62.0

Ref 50 Delta R.T. -0.012 min [ZNZWS
140.9 Lab File: BF136754.D [(CUEhISEIelEIl0H
H 221.9 Acq: 27 Dec 2023 12:53 WWEIEES=ENNGIE
O‘MWHMWWM;M“‘W‘Jﬁ“"MM‘¢““‘ — y
m/z--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 18429 Iwanualnuegranons

I[sJold  APPROVED

Reviewed By :Yogesh Patel  12/28/2023
Supervised By :mohammad ahmed  12/28/2023

Abundance Scan 1449 (10.610 min): BF136754.D\datams 1o Ratio Lower
3206 330 100

332 95.7 77.4 116.0
141 28.6 23.4 35.2

62.0
Raw 50
141 0 Abundance
221.9 10.610
oL L J Mu “JW‘“N“\“M“ﬁ“‘ T 150000
m/z--> 5 100 150 200 250 300
Abundance
329.¢ 100000
Sub 62.0
50 50000
141.0
221.9
0 102.8 0 -
e e e e B T T T T
m/z--> 50 100 150 200 250 300 Time--> 10.60 10.70

Abundance Scan 1201 (9.151 min): BF136645.D\data.ms (-1 #45

172.1 | 2-Fluorobiphenyl

Concen: 49.562 ng

RT: 9.133 min Scan# 1198
Ref 50 Delta R.T. -0.018 min

Lab File: BF136754.D

Acq: 27 Dec 2023 12:53
5.0 850  1p00 1461 | ca ec
0\\\“\\H\\“\\\H“‘\\\\‘\\\\‘\\\\‘\\“\‘\‘\\‘\‘\
miz--> 40 60 80 100 120 140 160 1g0 I8t Ion:172 Resp: 485754
Abundance Scan 1198 (9.133 min): BF136754.D\datams | 10N Ratio Lower Upper
1721 | 172 100

171 34.9 29.0 43.6

176 23.2 19.06 28.4

Raw 50
Abundance
500000 9.133
o 51.0 8? 1 1200 1511
\\\‘\\M\\“\\\Hw‘\‘\\\‘\\\\‘\\\‘\‘\\‘\\‘\\‘\
miz--> 40 60 80 100 120 140 160 180 400000
Abundance
172.1 300000
Sub 200000
50
100000
o 51.0 85.1 1200 151.1 0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 Time--> 9.10 9.15 9.20
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Abundance Scan 1569 (11.316 min): BF136645.D\data.ms (- #64

188.2 Phenanthrene-di10
Concen: 20.000 ng
RT: 11.310 min Scan#t 1{gigiigl=gles
Ref 50 Delta R.T. -0.006 min [Z\lg
Lab File: BF136754.D |(GUCINEETIEIR
80.1 158.1 Acq: 27 Dec 2023 12:53 WANBAEES=NNINS
0\4\2% T ‘\”1 i“‘lwlgw-(\) T “?.\ \m\ T T ‘2\65\‘
m/z--> 50 100 150 200 250 Tgt Ion:188 Resp: 21453 hﬂanualnuegraﬂons
Abundance Scan 1568 (11.310 min): BF136754 D\datams 10N Ratio Lower Upper BRAGLMON=0)
188.1 188 1600 Reviewed By :Yogesh Patel  12/28/2023
94 8.4 7.5 11.3 Supervised By :mohammad ahmed  12/28/2023
80 8.0 8.1 12.
Raw 50
Abundance
11/310
94.1 158.1
G\ \5‘2.(\)‘\ ‘1 \“ ‘ \1-2\4\.0\ ‘ “1 T \““\ ‘ T T T T ‘ T T 200000
m/z--> 50 100 150 200 250
Abundance 150000
188.1
100000
Sub
50
50000
94.1
ol 520 Mzt ol L
m/z--> 50 100 150 200 250  Time-> 11.25 11.30 11.35

Abundance Scan 2020 (13.968 min): BF136645.D\data.ms (- #76

240.2 Chrysene-di12
Concen: 20.000 ng
RT: 13.963 min Scan# 2019
Ref 50 Delta R.T. -0.006 min
Lab File: BF136754.D
120.1 Acq: 27 Dec 2023 12:53
0 \7\'9‘ \7\8\.9 i“‘ﬂ“‘” T \1‘69.\1\29?‘.}\‘1‘”““’ LA B A
miz--> 50 100 150 200 250 300 Tgt Ion:24@ Resp: 146692
Abundance Scan 2019 (13.963 min): BF136754.D\datams | 10N Ratio Lower Upper
240.2 240 100
120 10.0 10.3 15.5#
236 25.0 19.4 29.2
Raw 50
Abundance
57.1
‘ 97.1 H 150000
0\ \“ ‘L\ ‘M \LH \‘L“‘ “‘\“‘H‘\S\g.‘l\]-\B\z\-]-‘ ‘\‘ T \m“ ’ \2\8\]-;3‘ 3\2\3\.2\ ‘
miz--> 50 100 150 200 250 300
Abundance
2402 100000
sub o 50000
57.1 118.1
Ob i, 15801981 . 28503203 o
miz--> 50 100 150 200 250 300 Time-->  13.90 14.00
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Abundance Scan 1841 (12.915 min): BF136645.D\data.ms (- #79

244.2 Terphenyl-di4
Concen: 36.474 ng
RT: 12.904 min Scan#t 1{gigiil=gles
Ref 50 Delta R.T. -0.012 min [Z\AWlZ
Lab File: BF136754.D |(GUCINEETIEIR
Acq: 27 Dec 2023 12:53 WANEAEES=SNININE
04— “6\6‘.\1\” \‘ “\ \‘\ \1‘6\0\1\1\98‘%\‘\“\‘““ L
miz--> 50 100 150 200 250 300 Tgt Ion:244 Resp: 38130 hﬂanualnuegraﬂons
Abundance Scan 1839 (12.904 min): BF136754 D\data.ms 10N Ratio  Lower APPROVED
244.2 244 100 Reviewed By :Yogesh Patel  12/28/2023
212 5.9 5.0 7. Supervised By :mohammad ahmed ~ 12/28/2023
122 10.2 9.0 13.
Raw 50
Abundance
oL 571 12f1 16019981 | ag74 400000
T ‘ L ‘ T T T ‘ \ T T ‘ T T T ‘ L ‘ T
m/z--> 50 100 150 200 250 300
Abundance 300000
244.2
200000
Sub
50
100000
122.1
o431 821 160.1 1981 2871 0 A\
S R et T
miz--> 50 100 150 200 250 300 Time--> 12.90  13.00

Abundance Scan 2271 (15.445 min): BF136645.D\data.ms (- #86

264.1 Perylene-d12
Concen: 20.000 ng
RT: 15.451 min Scan# 2272
Ref 50 Delta R.T. ©0.006 min
Lab File: BF136754.D
1321 Acq: 27 Dec 2023 12:53
0 66.1 J” 208.1 ‘
\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ . .
miz--> 50 100 150 200 250 300 350 400 Tgt Ion:264 Resp: 151821
Abundance Scan 2272 (15.451 min): BF136754.D\datams | 10N Ratio Lower Upper
264.2 264 100
260 23.6 18.3 27.5
57.1 265 22.0 17.0 25.6
Raw 50
Abundance
111.1
o 2092 38123832 445 100000
m/z--> 50 100 150 200 250 300 350 400
Abundance
264.1
50000
Sub
50
132.1
ol 760 204.1 319 2374.2428.4 oF— 4 ° _
e hl s e
m/z--> 50 100 150 200 250 300 350 400 Time--> 15.40 15.50
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