Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030123\
Data File : BF132588.D

Acqg On : 01 Mar 2023 13:32
Operator : CG\JU

Sample : 01701-03

Misc

ALS vial : 6 Sample Multiplier: 1

Manual Integrations
Quant Time: Mar 02 03:16:18 2023 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@22223.M Reviewed By :Yogesh Patel  03/02/2023
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :Jagrut Upadhyay ~ 03/02/2023
QLast Update : Fri Feb 24 23:17:30 2023
Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 7.004 152 218330 20.000 ng 0.00
21) Naphthalene-d8 8.286 136 802191 20.000 ng 0.00
39) Acenaphthene-di10 10.051 164 430863 20.000 ng 0.00
64) Phenanthrene-d10 11.545 188 809212 20.000 ng 0.00
76) Chrysene-di12 14.198 240 463723 20.000 ng # 0.00
86) Perylene-di12 15.751 264 398966 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.634 112 1029878 76.557 ng 0.00

7) Phenol-d6 6.622 99 968512 55.165 ng -0.01
23) Nitrobenzene-d5 7.569 82 1558127 92.153 ng 0.00
42) 2,4,6-Tribromophenol 10.845 330 667023 143.349 ng 0.00
45) 2-Fluorobiphenyl 9.369 172 2439440 86.209 ng 0.00
79) Terphenyl-di4 13.139 244 2840845 103.578 ng 0.00

Target Compounds Qvalue
32) Benzoic acid 8.116 122 12928 5.035 ng 97
92) Benzo(g,h,i)perylene 17.827 276 30570 2.841 ng # 90

(#) = 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\BF@30123\
Data File : BF132588.D

Acqg On : 01 Mar 2023 13:32
Operator : CG\JU

Sample : 01701-03

Misc

ALS vial : 6 Sample Multiplier: 1

Manual Integrations
Quant Time: Mar 02 03:16:18 2023 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
QLast Update : Fri Feb 24 23:17:30 2023
Response via : Initial Calibration

Reviewed By :Yogesh Patel  03/02/2023
Supervised By :Jagrut Upadhyay  03/02/2023
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Abundance Scan 710 (7.013 min): BF132504.D\data.ms (-70 #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 7.004 min Scan# 7{gSidtipgl=lpies
Ref 50 115.0 Delta R.T. -0.003 min \A_
52 o 780 Lab File: BF132588.D [(GlEhlSEnlellEll0fs
“ Acq: 01 Mar 2023 13:32 ESEECIE
¢}

0\\\‘i\\‘\\‘\\\“\‘\\\\‘\\\\‘\\\\‘\\\“\‘\\\\‘\\\\‘\\\\ .
miz--> 40 60 80 100 120 140 160 180 200 Tgt IOI’]Z:!.SZ Resp: 21833( Manual Integrations
Abundance  Scan 751 (7.004 min): BF132588.D\datams 10N Ratio Lower Upper BRVEOMN=0)

150.0 152 1ee Reviewed By :Yogesh Patel  03/02/2023
150 151.6 125.4 188.28 supervised By :Jagrut Upadhyay — 03/02/2023
115 56.8 47.8 71.6
Raw 50
115.0 Abundance
78.0
52.0 ‘

G H\“H!\‘\\\“!‘\‘\H‘\H\“\H\‘\\\“\‘\\H‘\H\‘H\\ 300000
m/z--> 40 60 80 100 120 140 160 180 200 7ldoa
Abundance Scan 751 (7.004 min): BF132588.D\data.ms (-73

15p.0 200000
Sub
50 115.0 100000
78.0
52 0 ‘

S S O O R e
miz--> 40 60 80 100 120 140 160 180 200 Time--> 6.95 7.00 7.05
Abundance Scan 476 (5.637 min): BF132504.D\data.ms (-47 #5

112.0 2-Fluorophenol
64.0 Concen: 76.557 ng
' RT: 5.634 min Scan# 518
Ref 50 Delta R.T. ©.003 min
Lab File: BF132588.D
‘ L Acq: ©1 Mar 2023 13:32

0 TT \‘H‘ T \h\‘l“”\‘\ \‘\‘8\6\ T \‘\\ ‘\‘\\\\‘\\\\]‘-6\\7\\8‘\\\\2‘(\)\7\]\.
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:112 Resp: 1629878
Abundance  Scan 518 (5.634 min): BF132588.D\data.ms Ion Ratio Lower Upper

112.0 112 100
64 57.0 51.6 77 .4
64.0 63 29.6 27.4 41.2
Raw 50
Abundance
1000000 5.634

Ol \‘H‘.\ \”\“1““‘\‘1 86£ T ‘\ AARESERRERRERRE RAR \2‘0\\7\(\1 800000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 518 (5.634 min): BF132588.D\data.ms (-46

( o ( 600000
400000
Sub 64.0
50
200000

DO ke 1 —

m/z--> 40 60 80 100 120 140 160 180 200 Time--> 560 5.70
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Abundance Scan 647 (6.642 min): BF132504.D\data.ms (-64 #7

99.1 Phenol-d6
Concen: 55.165 ng
RT: 6.622 min Scan# 6{gsiidiipl=lgies
Ref 50 711 Delta R.T. -0.015 min \A_|
‘ Lab File: BF132588.D (GUCINEETSIEIR
42.1 Acq: 01 Mar 2023 13:32 LEEEECNI
0\\‘H\1MM\\\wa‘HlﬂJH\\‘H\\‘H\J}H\\‘H
miz--> 30 40 50 60 70 80 90 100 110 Tgt Ion:‘99 Resp: 96851 Manual Integrations
Abundance  Scan 686 (6.622 min): BF132588.D\datams 10N Ratio Lower Upper BRNEON=0)
99.0 99 160 Reviewed By :Yogesh Patel  03/02/2023
42 15.5 13.9 20.9 Supervised By :Jagrut Upadhyay  03/02/2023
71 32.6 28.5 42.7
Raw 50
71.1 Abundance
54.0 1000000 6.422
G\\‘\\\}}‘!‘\‘\\“11\1‘\\\\“‘\\\\8‘2\9\‘\\\1“\\\\‘\\
miz--> 30 40 50 60 70 80 90 100 110 800000
Abundance Scan 686 (6.622 min): BF132588.D\data.ms (-63
99.0 600000
Sub 400000
50
711 200000
42.0 54.0
obrlie ol 820 O
m/z--> 30 40 50 60 70 80 90 100 110 Time--> 6.60 6.70

Abundance Scan 929 (8.301 min): BF132504.D\data.ms (-92 #21

136.1 Naphthalene-d8

Concen: 20.000 ng

RT: 8.286 min Scan# 969

Ref 50 Delta R.T. -0.003 min
Lab File: BF132588.D
54.0 108.1 Acq: 01 Mar 2023 13:32
0\\\‘\\H\‘\w?“iw\\\‘\!\\‘\\}““\\\]\-?:\3\.\8\‘\\]-\9\8"\8\\\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:136 Resp: 802191
Abundance  Scan 969 (8.286 min): BF132588.D\datams | 1°0 Ratio Lower Upper
136.1 136 100
137 11.5 8.9 13.3
54 7.8 6.2 9.4
Raw s5g 68 6.8 5.2 7.8
Abundance
1000000 8.286
54.0 108.1
780 A 166.0
OWWW‘WH\‘\\H‘\\\W\\\\M\\ EARERREREEEEREE RN 800000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 969 (8.286 min): BF13:2588.D\data.ms (-91 600000
136.1
400000
Sub
50
200000
54.0 108.1
S T Y N (=X —
miz--> 40 60 80 100 120 140 160 180 200  Time--> 825 8.30
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Abundance Scan 806 (7.578 min): BF132504.D\data.ms (-80 #23

82.0 Nitrobenzene-d5

Concen: 92.153 ng

RT: 7.569 min Scan# 8{lgisiidiipl=lgies

Ref 50 54.0 128.0 Delta R.T. -0.083 min
Lab File: BF132588.D (SUERISEUICIe
98.0 Acq: 01 Mar 2023 13:32 LEEEECNI
0“3‘8"‘\9‘ “!“ \ ““* SR “\ T T T T
miz--> 40 60 80 100 120 140 @ Tgt Ion: 82 Resp: 155812 VETIIEINIgIETo[E=1i[o]gF
Abundance  Scan 847 (7.569 min): BF132588.D\data.ms | 10N Ratio Lower Upper BRAGLON=0)
8.1 82 1600 Reviewed By :Yogesh Patel  03/02/2023

128 40.9 32.2 48.2
54 45.8 38.4 57.6

Supervised By :Jagrut Upadhyay  03/02/2023

Raw 50 54.0
128.0
AU e
98.0 '
G\\sws‘.iqw\!‘\‘\‘\‘\}‘i‘\\\\“\]\-1\3\-1‘\\‘\\‘\
m/z--> 40 60 80 100 120 140 1000000
Abundance Scan 847 (7.569 min): BF132588.D\data.ms (-79
82.1
Sub 500000
50 54.0 128.0
98.0
o O - A O
m/z-> 40 60 80 100 120 140 Tjme-> 7.50 7.55 7.60 7.65
Abundance Scan 891 (8.078 min): BF132504.D\data.ms (-87 #32
105.0 Benzoic acid
77.0 Concen: 5.035 ng
RT: 8.116 min Scan# 940
Ref 50 Delta R.T. ©0.050 min
51.0 Lab File: BF132588.D
‘ Acq: 01 Mar 2023 13:32
0 \H‘H‘ \‘\“1\‘\“H‘W‘H\‘\‘\‘\H“\H\‘\\\\‘\\\\‘]-\9\(\)\.‘9\\\\2%5\.\5
miz--> 40 60 80 100 120 140 160 180 200 220 '8t Ion:122 Resp: 12928
Abundance  Scan 940 (8.116 min): BF132588.D\data.ms Ion Ratio Lower Upper
105.0 122 100
77.0 105 119.7 102.6 142.6
77 94.2 70.2 110.2
Raw 50
51.0 Abundance
ol 136.9 15000 8.116
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 940 (8.116 min): BF132588.D\data.ms (-88
105.0 10000
77.0
Sub
50 5000
miz--> 40 60 80 100 120 140 160 180 200 220 Time-->  8.05 8.10 8.15 8.20
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Abundance Scan 1228 (10.060 min): BF132504.D\data.ms (1 #39

Reviewed By :Yogesh Patel
Supervised By :Jagrut Upadhyay

162.1 Acenaphthene-d1e
Concen: 20.000 ng
RT: 10.051 min Scan#t 1gigiil=gles
Ref 50 Delta R.T. -0.003 min VA
80.0 Lab File: BF132588.D (GUCINEETSIEIR
: Acq: 01 Mar 2023 13:32 LEEEECNI
106.0 132.0
0 .
miz--> 40 60 80 100 120 140 160 180 200 Tgt IOI’]Z:!.64 Resp: 43086 Manual Integratlons
Abundance Scan 1269 (10.051 min): BF132588.D\datams = 10N Ratio Lower Upper BELuCNZE
169.1 164 100
162 99.9 79.8 119.8
160 45.5 35.8 53.6
Raw 50
Abundance
80.0 500000 10.p51
54.0 L Hm‘ 108013% 1 | 187.
G\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘\\\\ 400000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance 1269 (10.051 min): BF132588.D . 1
Scan 1269 (10.051 min) 315685.;1 \data.ms ( 300000
200000
Sub
50
100000
80.0
ol 20, ) 10601321 ]| 1882
copere b e T e e TR o
miz--> 40 60 80 100 120 140 160 180 200  Time--> 10.00  10.10
Abundance Scan 1364 (10.860 min): BF132504.D\data.ms (- #42
329.€ | 2,4,6-Tribromophenol
Concen: 143.349 ng
RT: 10.845 min Scan# 1404
Ref 50 62.0 Delta R.T. -0.003 min
' 140.9 Lab File: BF132588.D
H 2218 Acq: 01 Mar 2023 13:32
Ol A a028 | 1827 | joras
m/z--> 50 100 150 200 250 300 Tgt Ion:33@ Resp: 667623
Abundance Scan 1404 (10.845 min): BF132588.D\data.ms 10N Ratio Lower Upper
3206 330 100
332 95.3 76.2 114.4
141 33.0 28.4 42.6
Raw 50/ 62.0
140.9 Abundance
10.845
ZZTS 600000
0' O 827 Hh‘\ T ‘l“2\7\2\5\ ‘ L
miz--> 50 100 150 200 250 300
Abundance Scan 1404 (10.845 min): BF132588.D\data.ms (1 400000
329.¢
Sub 1 620 200000
140.9
221.8
o tloaoos | sers | o2 ol
miz--> 50 100 150 200 250 300 Time--> 10.80 11.00
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Abundance Scan 1112 (9.377 min): BF132504.D\data.ms (-1 #45

172.1 2-Fluorobiphenyl
Concen: 86.209 ng
RT: 9.369 min Scan#t 1{SEgilnlEies
Ref 50 Delta R.T. -0.003 min |
Lab File: BF132588.D (SUERISEUICIe
Acq: 01 Mar 2023 13:32 ERESCIVIE
0 5]\“0 \\\85\\.0 120'0\14%\0 | ‘ . !

\H“\\‘H“\H‘\‘\‘H‘\”‘\‘\Hi\”\u‘i\‘\‘\“u REERERRE .
miz--> 40 60 80 100 120 140 160 180 200 Tgt IOI’]Z:!.72 RESpZ 243944C N\ ERIVEL Integratlons
Abundance Scan 1153 (9.369 min): BF132588.D\data.ms 10" Ratio Lower Upper BRtE i ON=0)

172.1 172 100 Reviewed By :Yogesh Patel  03/02/2023
171 36.4 28.8 43.28 supervised By :Jagrut Upadhyay — 03/02/2023
1706 24.8 19.7 29.5
Raw 50
Abundance
2500000 9.369
51.0 85.0 120.0 146.0
0 2000000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1153 (9.369 min): BF132588.1D7\daita.ms 1 1500000
1000000
Sub
50
500000
500 850 120.0‘14‘6h0 ol
Ol gt e bt e R e e
miz--> 40 60 80 100 120 140 160 180 200 Time->  9.30 9.35 9.40

Abundance Scan 1482 (11.554 min): BF132504.D\data.ms (- #64

188.1 Phenanthrene-d10
Concen: 20.000 ng
RT: 11.545 min Scan# 1523
Ref 50 Delta R.T. -0.003 min
Lab File: BF132588.D
80.0 158.1 Acq: 01 Mar 2023 13:32
01420 . | 1180 [ || 2310263
miz--> 50 100 150 200 250 Tgt IOI’\Z:!.SS Resp: 809212
Abundance Scan 1523 (11.545 min): BF132588.D\datams A 100 Ratio Lower Upper
188.1 188 100
94 9.4 8.3 12.5
80 9.5 8.7 13.1
Raw 50
Abundance
80.0 11.545
ol420 “[moo P 800000
miz--> 50 100 150 200 250
Abundance Scan 1523 (11.545 min): BF132588.D\data.ms (- 600000
188.1
400000
Sub
50
200000
80.0
ol 498 [maoe R
m/z--> 50 100 150 200 250 Time--> 11.50 11.55 11.60
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Abundance Scan 1935 (14.218 min): BF132504.D\data.ms (- #76

240.2 Chrysene-d12

Concen: 20.000 ng

RT: 14.198 min Scan#t 1{gigiil=gles

Ref 50 Delta R.T. -0.009 min
Lab File: BF132588.D (SUERISEUICIe
120.0 Acq: 01 Mar 2023 13:32 ERESCIVIE
ol 880, U 1941 ld 2820 _
miz--> 50 100 150 200 250 300 350 T8t Ion:240 Resp: 46372FVERNEIRGICELIETIE
Abundance Scan 1974 (14.198 min): BF132588.D\data.ms 10N Ratio Lower Upper SREULLECNIZE;

240.2 240 100
120 11.2 7.2 10.8
236 26.3 21.8  32.

Reviewed By :Yogesh Patel  03/02/2023
Supervised By :Jagrut Upadhyay  03/02/2023

Raw 50
Abundance
14.198
1201 500000
of2l ] 1981 | 2820 355
\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350 400000
Abundance Scan 1974 (14.198 min): BF132588.D\data.ms (-
240.2 300000
200000
Sub
50
100000
120.1
o780 194.0 | 2811  354. ]
\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\ \\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 Time-> 14.10 14.20 14.30
Abundance Scan 1753 (13.148 min): BF132504.D\data.ms (- #79
244.2 Terphenyl-di4
Concen: 103.578 ng
RT: 13.139 min Scan# 1794
Ref 50 Delta R.T. -0.003 min
Lab File: BF132588.D
66.0 12‘2'1 16?.1 21‘2.1 H Acq: 01 Mar 2023 13:32
0h— “\‘.\ T \”‘“\ el T e “ \‘\‘\“‘\““ T
miz--> 50 100 150 200 250 Tgt IOI’]Z?44 Resp: 2840845
Abundance Scan 1794 (13.139 min): BF132588.D\datams = 10N Ratio Lower Upper
244.2 244 100
212 7.9 6.5 9.7
122 8.7 7.5 11.3
Raw 50
Abundance
2500000 13:439
1221 1601 2121 5
0\4\2-%‘ T ‘\8%.]\-‘ T Ly ‘\‘ by T ‘1‘ (I “ ‘\“ T ‘\ “!‘H“ T
m/z--> 50 100 150 200 250 2000000
Abundance Scan 1794 (13.139 min): BF132588.D\data.ms (-
244.2 1500000
Sub 1000000
50
500000
122.1 160.1 212.1
ob 240 900, I O
miz--> 50 100 150 200 250 Time--> 13.10 13.20
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Abundance Scan 2198 (15.765 min): BF132504.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.000 ng

RT: 15.751 min Scan#t 2/gigil=glies

Ref 50 Delta R.T. -0.003 min
Lab File: BF132588.D [(GlEhlSEnlellEll0fs
132.1 Acq: 01 Mar 2023 13:32 LEEEECNI
0,860 il zoar | s
miz--> 50 100 150 200 250 300 350 400 Tgt Ion:264 RESpZ 39896 hAanuaIHuegraﬂons
Abundance Scan 2238 (15.751 min): BF132588.D\datams 10" Ratio Lower Upper BRUE OS]
264.1 264 100 Reviewed By :Yogesh Patel  03/02/2023

260 24.0 18.8 28.2
265 21.4 17.1 25.7

Supervised By :Jagrut Upadhyay  03/02/2023

Raw 50
Abundance
132.0 15751
oL570 | 2070 | o6 s 250000
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350 400 200000
Abundance Scan 2238 (15.751 min): BF132588.D\data.ms (-
264.1 150000
Sub 100000
50
50000
132.0
oL 711 | 2080 ‘.‘\‘ 3411 420, o
el 34L2 42), : —_
miz--> 50 100 150 200 250 300 350 400  Time--> 15.80

Abundance Scan 2556 (17.871 min): BF132504.D\data.ms (- #92

276.1 Benzo(g,h,i)perylene
Concen: 2.841 ng
RT: 17.827 min Scan# 2591
Ref 50 Delta R.T. -0.027 min
138.0 Lab File: BF132588.D
’ Acq: 01 Mar 2023 13:32
0L T T T \"\‘”\ [T \‘2\2\1\.\9“ T \h\ 7 \:\3\4\0‘9\ T ‘4\\2\9\
miz--> 50 100 150 200 250 300 350 400 Tgt Ion:276 Resp: 30576
Abundance Scan 2591 (17.827 min): BF132588.D\data.ms Ion Ratio Lower Upper
276.1 276 100
207.0 277 28.1 18.9 28.3
' 138 25.3 16.2 24 . 4%
Raw 50
138.0 Abundance
73.0 ‘ ' 1727
0 “\‘LI\ ‘““.“ \‘ULW\I\\“‘\JL‘Hnw\“h“ — “L\.“ “‘ TP | S ‘3‘5‘\“:‘8‘ — 10000
m/z--> 50 100 150 200 250 300 350 400
Abundance Scan 2591 (17.827 min): BF132588.D\data.ms (-
276.1
5000
Sub
50
138.0
0 55“C‘) gl ﬂ L2219 | 3‘5?8 01
b e e e e e L T It
miz--> 50 100 150 200 250 300 350 400  Time--> 17.80 17.90
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