Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@061323\
Data File : BF133731.D

Acqg On : 13 Jun 2023 15:16
Operator : CG\JU

Sample : 03094-01

Misc

ALS Vvial : 12 Sample Multiplier: 1

Manual Integrations
Quant Time: Jun 13 15:41:23 2023 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@60923.M Reviewed By :Yogesh Patel  06/14/2023
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :mohammad ahmed ~ 06/16/2023
QLast Update : Tue Jun 13 11:26:55 2023
Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.834 152 75747 20.000 ng 0.00
21) Naphthalene-d8 8.116 136 247386 20.000 ng 0.00
39) Acenaphthene-die 9.880 164 98185 20.000 ng 0.00
64) Phenanthrene-d10 11.386 188 164404 20.000 ng # 0.02
76) Chrysene-di12 14.039 240 158197 20.000 ng # 0.02
86) Perylene-di12 15.492 264 114917 20.000 ng 0.01

System Monitoring Compounds

5) 2-Fluorophenol 5.451 112 334894 76.969 ng 0.00

7) Phenol-dé 6.463 99 368346 65.038 ng 0.00
23) Nitrobenzene-d5 7.392 82 237878 52.373 ng -0.01
42) 2,4,6-Tribromophenol 10.680 330 87657 70.529 ng 0.01
45) 2-Fluorobiphenyl 9.192 172 391576 56.692 ng 0.00
79) Terphenyl-di4 12.986 244 446770 43.699 ng 0.03

Target Compounds Qvalue
32) Benzoic acid 7.828 122 7686 3.445 ng 95

88) Benzo(b)fluoranthene 15.068 252 15849m 2.270 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\BF061323\
Data File : BF133731.D

Acqg On : 13 Jun 2023 15:16
Operator : CG\JU

Sample : 03094-01

Misc

ALS vial : 12  Sample Multiplier: 1

Manual Integrations
Quant Time: Jun 13 15:41:23 2023 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
QLast Update : Tue Jun 13 11:26:55 2023
Response via : Initial Calibration

Reviewed By :Yogesh Patel 06/14/2023
Supervised By :mohammad ahmed  06/16/2023

Abundance TIC: BF133731.D\data.ms
9500000

9000000

8500000

8000000

7500000

7000000

Terphenyl-d14,S

6500000

Phenanthrene-d10,!

6000000

5500000

5000000

2,4,6-Tribromophenol,S

4500000

4000000

Chrysene-d12,|

3500000

3000000

Acenaphthene-d10,!

2500000

2-Fluorobiphenyl,S

2000000

Phenol-d6,S

2-Fluorophenol,S
1,4-Dichlorobenzene-d4,1

1500000

Nitrobenzene-d5,S
Naphthalene-d8,|
Benzo(b)fluoranthene
Perylene-d12,!

1000000

Benzoic acid

500000

OL/LA s ol
LN B o s N AL

e
Time--> 300 400 500 600 7.00 800 900 1000 11.00 12.00 13.00 14.00 1500 16.00 17.00 18.00

8270-BF060923.M Wed Jun 14 10:00:03 2023 Page: 2



Abundance Scan 808 (6.840 min): BF133668.D\data.ms (-80 #1

150.0 1,4-Dichlorobenzene-d4

Concen: 20.000 ng

RT: 6.834 min Scan# 8{giidtipl=lgies
Ref 50 115.0 Delta R.T. -0.000 min i
Lab File: BF133731.D |(GUEINEENIEIH

52.0 78.1
‘ Acq: 13 Jun 2023 15:16 WU
(B \‘i T \‘\‘\‘ T \M!‘ 't \“\‘\9?.‘9\ T 1“ \1\3-\1\9‘ T \“\“\ T
m/z--> 40 60 80 100 120 140 160 Tgt Ion:152 Resp: 7574 hAanuaIHuegraﬂons

Abundance  Scan 807 (6.834 min): BF133731.D\data.ms 10N Ratio Lower Upper BRAGZHONZD)

1500 152 1600 Reviewed By :Yogesh Patel  06/14/2023

156 158.7 124.3 186.58 supervised By :mohammad ahmed — 06/16/2023
115  62.4 48.5 72.7

Raw 50 115.0
78.0 Abundance
‘ ‘ 150000
(o \“}‘”\ \‘\“\‘ “\ T \“‘ T \ \ T ‘ T 1 [T T T T
miz--> 40 60 100 120 140 160 o Haa
Abundance Scan 807 (6.834 mm) BF133731.D\data.ms (-79 100000 ]
150.0
Sub 50000
50 115.0
52.0 78.0
miz--> 40 60 80 100 120 140 160 Time--> 6.80 6.85

Abundance Scan 572 (5.451 min): BF133668.D\data.ms (-56 #5
112.1 2-Fluorophenol
Concen: 76.969 ng

64.0 RT: 5.451 min Scan# 572
Ref 50 Delta R.T. 0.006 min
92.0 Lab File: BF133731.D
Acq: 13 Jun 2023 15:16
G \‘\\3\‘%‘\0\ 5%080r$‘ ‘\\\‘\\
miz--> 30 40 50 60 70 80 90 100 110 120 | Tgt Ion:112 Resp: 334894

Abundance  Scan 572 (5.451 min): BF133731.D\datams | 10N Ratio Lower Upper
112.0 112 100

64 60.2 49.0 73.4

64.0 63 34.6 26.8 40.2
Raw 50
Abundance
92.0 5451
38.0 50.0 ‘ 300000
0\‘\\\‘U‘\\\\}‘\‘\l}“1\‘\\‘\‘\\\“\}\\‘\\\\‘\\\\"\\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance in): -
Scan 572 (5.451 min): BF133731.D\datlal.?(s) (-52 200000
64.0
Sub 100000
92.0
38.0 50.0 d ‘ L
O bbbl o Z9R b O
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 5.40 5.50
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Abundance Scan 745 (6.469 min): BF133668.D\data.ms (-73 #7

99.1 Phenol-d6
Concen: 65.038 ng
RT: 6.463 min Scan# 74{EdllEIes
Ref 50 Delta R.T. -0.006 min |
21 Lab File: BF133731.D |(GUEINEENIEIH
‘ Acq: 13 Jun 2023 15:16 WU
O‘h‘h\ww‘”uHH_‘H_‘H_‘H
miz--> 100 150 200 250 Tgt Ion: 99 Resp: 36834 WY ERIEL Integrations
Abundance Scan 744 (6.463 min): BF133731.D\datams | 10N Ratio Lower Upper BREGLLIONMSE
99.1 99 160 Reviewed By :Yogesh Patel  06/14/2023
42 25.6 19.9 29.9 Supervised By :mohammad ahmed  06/16/2023
71 41.0 32.2 48.4
Raw 50
Abundance
421 400000 6.463
ol “u‘h M o 2069 281
m/z--> 100 150 200 250 300000
Abundance Scan 744 (6.463 min): BF133731.D\data.ms (-69
99.1
200000
Sub
50 100000
420
0 . 2089 281 B
miz—-> 100 150 200 250 Time--> 6.40 6.45 6.50 6.55

Abundance Scan 1026 (8.122 min): BF133668.D\data.ms (-1 #21

136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 8.116 min Scan# 1025
Ref 50 Delta R.T. -0.006 min
Lab File: BF133731.D
54.1 108.1 Acq: 13 Jun 2023 15:16
0\3\5\.‘9\\1‘\“\‘\‘\7}8%‘];\\\‘\‘!\\‘\\1“‘\\\\‘\\\
miz--> 40 60 80 100 120 140 160 Tgt Ion:136 Resp: 247386
Abundance Scan 1025 (8.116 min): BF133731.D\data.ms Ion Ratio Lower Upper
136.1 136 100
137 0.9 8.8 13.2
54 9.3 7.4 11.0
Raw 5 68 5.5 4.4 6.6
Abundance
540 49 1081 SIS
0\3\5\.‘8\\Hi‘M\“HH\‘\‘1\\‘\\}““\\\\%QQ.9
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1025 (8.116 min): BF133731.D\data.ms (-9 200000
136.1
sub o 100000
54.0 108.1
o388 I TR0 Tl 1660
miz--> 40 60 80 100 120 140 160  Time--> 8.10 8.20
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Abundance Scan 905 (7.410 min): BF133668.D\data.ms (-89 #23

821 Nitrobenzene-d5
Concen: 52.373 ng
54.1 RT: 7.392 min Scan# 9(giSidtipl=lgies
Ref 50 128.1 Delta R.T. -0.012 min \
Lab File: BF133731.D |(GUEINEENIEIH
‘ | Acq: 13 Jun 2023 15:16 WU
0H\““\\‘\”\‘i‘u}”i“uu“uu‘u‘u‘HH‘HH‘HH‘HH .
miz--> 40 60 80 100 120 140 160 180 200 Tgt Ion: ‘82 Resp: 23787 Manual Integratlons
Abundance  Scan 902 (7,392 min): BF133731.D\datams | 10N Ratio Lower Upper BRLLENISE
82.1 82 100 Reviewed By :Yogesh Patel  06/14/2023
128 39.4  34.2 51.28 supervised By :mohammad ahmed  06/16/2023
54.1 54 62.1 46.5 69.7
Raw 50
128.1 Abundance
7.392
‘ 250000
GH\‘HH‘\”\H‘\‘\}‘“\H\“\H‘\‘H‘H‘HH‘HH‘HHZ‘Q\?-\C\
m/z--> 40 60 80 100 120 140 160 180 200 200000
Abundance Scan 902 (7.392 min): BF133731.D\data.ms (-85
82.0 150000
Sub 54.0 100000
50 128.1
50000 J
GHH}‘m!u‘wumm‘_m‘mwmWHWHZ‘Q‘??C‘ AR ,k; —
m/z--> 40 60 80 100 120 140 160 180 200 Time-> 7.30 7.40 7.50

Abundance Scan 987 (7.892 min): BF133668.D\data.ms (-97 #32

105.0 Benzoic acid
77.0 122.1 Concen: 3.445 ng
RT: 7.828 min Scan# 976
Ref 50 51.0 Delta R.T. -0.065 min
Lab File: BF133731.D
Acq: 13 Jun 2023 15:16

0\3’6\‘.‘9\‘\‘\‘\“\”\\“‘“‘\\\‘\‘\“\\\“\\\\‘\\
miz--> 40 60 80 100 120 140 gt Ion:122 Resp: 7686
Abundance  Scan 976 (7.828 min): BF133731.D\data.ms Ion Ratio Lower Upper
05.0 122 100
77.0 1221 105 128.6 116.3 156.3
77 100.1 82.4 122.4
Raw 50 51.0
Abundance
ol “““m;“‘“‘““l“‘ \‘MMH‘ ol “‘m ‘1‘3?‘1‘ 6000
miz--> 40 60 80 100 120 140
Abundance Scan 976 (7.828 min): BF133731.D\data.ms (-93
105.0 4000
77.0 122.1
Sub
! 50 51.0 2000
bt bl el 1391 o
miz--> 40 60 80 100 120 140 Time-> 7.80 7.85 7.90
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BF133731.D 8270-BF060923.M

Wed Jun 14 10:00:06 2023

Abundance Scan 1325 (9.881 min): BF133668.D\data.ms (-1 #39
Acenaphthene-d10
Concen: 20.000 ng
RT: 9.880 min Scan# 1lgSiigilpgl=gles
Ref 50 Delta R.T. ©0.000 min VA
Lab File: BF133731.D |(GUEINEENIEIH
Acq: 13 Jun 2023 15:16 WU
0- .
miz--> 40 60 80 100 120 140 160 180 200 220 240 Tgt IOI’]Z:!.64 RESpZ 9818 Manual Integratlons
Abundance Scan 1325 (9.880 min): BF133731.D\datams 10N Ratio Lower Upper BRAGLON=0,
164 100 Reviewed By :Yogesh Patel  06/14/2023
162 98.0 80.8 121.28 supervised By :mohammad ahmed — 06/16/2023
160 44.5 36.7 55.1
Raw 50
Abundance
9.880
0- 100000
m/z--> 40 60 80 100120 140 160 180 200 220 240
Abundance Scan 1325 (9.880 min): BF133731.D\data.ms (-1
50000
Sub
a T T ‘ L ‘ T 1T
miz--> 40 60 80 100 120 140 160 180 200 220 240 Time--> 9.85 9.90
Abundance Scan 1460 (10.675 min): BF133668.D\data.ms (- #42
329.€ | 2,4,6-Tribromophenol
Concen: 70.529 ng
RT: 10.680 min Scan# 1461
Ref 50 Delta R.T. ©.012 min
62.0 1410 Lab File: BF133731.D
‘ 221.9 Acq: 13 Jun 2023 15:16
ol H 1028 \ A
miz--> 50 100 150 200 250 300 Tgt Ion:33@ Resp: 87657
Abundance Scan 1461 (10.680 min): BF133731.D\datams 190 Ratio Lower Upper
55.1 330 100
332 95.8 77.2 115.8
95.1 141 32.7 24.9 37.3
Raw 50
329:€ Abundance
372 100000f  10.580
177.2 221.9
0 ‘ML“ “‘i H\ \M “‘ m m u\hu‘ \‘2}6‘0‘ e H‘ 80000
miz--> 50 100 150 200 250 300
Abundance Scan 1461 (10.680 min): BF133731.D\data.ms (-
60000
329.¢
40000
Sub
50| 62,0
123.1 20000
0 \‘L‘\ \\‘H\ " H\ ‘1‘ Ly ‘H‘“H \\‘a‘ﬁp‘l‘ . ‘u‘ . 0 L
m/z--> 50 150 200 250 300 Time--> 10.70
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Abundance Scan 1210 (9.204 min): BF133668.D\data.ms (-1 #45

1721 2-Fluorobiphenyl
Concen: 56.692 ng
RT: 9.192 min Scan# 1lgEgilalEgles
Ref 50 Delta R.T. -0.006 min \A_
Lab File: BF133731.D [(GICHIEEIelECH
Acq: 13 Jun 2023 15:16 WIS
0 51 0 \\\8!:_7\ 0 120 1\14\6\“1 ‘ !

\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘ .
miz--> 40 60 80 100 120 140 160 180 200 Tgt IOI’]Z:!.72 Resp: 39157 \ERIEL Integratlons
Abundance Scan 1208 (9.192 min): BF133731.D\datams 10" Ratio Lower Upper BRNEON=0)

17p.1 172 100 Reviewed By :Yogesh Patel  06/14/2023
171 35.3 28.6 43.00 supervised By :mohammad ahmed ~ 06/16/2023
170 23.9 19.1 28.7
Raw 50
Abundance
500000 9.192
G\ T \"M\ \5“\5‘\‘ ‘]-‘\ ‘\‘ \“‘\‘8“?“\0\\]‘-(\)\‘9\ \]-“]\‘_\3\‘3\ ‘]_\“\“\‘ \ ‘ T \ ‘\ ‘ \179\\5‘.2\\ TT ‘ 400000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1208 (9.192 min): BF133731.D\data.ms (-1
¢ ) 170 1 ( 300000
200000
Sub
50
100000
51.0 850 120.0146.1
O ettt il 1962 o
miz--> 40 60 80 100 120 140 160 180 200  Time--> 9.15 9.20 9.25

Abundance Scan 1578 (11.369 min): BF133668.D\data.ms (- #64

188.2 Phenanthrene-d10

Concen: 20.000 ng

RT: 11.386 min Scan# 1581
Ref 50 Delta R.T. ©.018 min

Lab File: BF133731.D
Acq: 13 Jun 2023 15:16

80.1
421 | 1821 ‘H

miz--> 50 100 150 200 250 Tgt Ion: :!.88 Resp: 164404
Abundance Scan 1581 (11.386 min): BF133731.D\datams 100 Ratio Lower Upper
55.1 188 100
94 20.4 6.8 10.2#
95.1 188.1 80 22.5 7.8 11.6#
Raw 50 '
Abundance
37.2 11.886
0 Il st \‘m 221.2 258.2292.
T T ’ T i ‘ i Ll ‘ T T T ‘ T T L ‘ 150000
miz--> 50 100 150 200 250
Abundance Scan 1581 (11.386 min): BF133731.D\data.ms (-
18p.1 100000
Sub
50 50000
57.1
‘ ‘ %1 1372
ol L Llid 372y L #7204 L
miz--> 50 100 150 200 250 Time--> 11.35 11.40 11.45
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Abundance Scan 2028 (14.016 min): BF133668.D\data.ms (- #76

240.2 Chrysene-d12
Concen: 20.000 ng
RT: 14.039 min Scan#t 2(gigiil=gles
Ref 50 Delta R.T. 0.024 min |
Lab File: BF133731.D |(GUEINEENIEIH
1201 Acq: 13 Jun 2023 15:16 WIS
0 \5\2‘.\1\\1“"\“”\\‘:\L\Bp\-}h\‘\w L B B R R .
m/z--> 50 100 150 200 250 300 350 400 Tgt Ion:g4e Resp: 15819 VEGIENIgI(TolE 1ol gk
Abundance Scan 2032 (14.039 min): BF133731.D\datams 10" Ratio Lower Upper BRNE i ON=0)
240.2 240 100 Reviewed By :Yogesh Patel  06/14/2023
43.1 120 12.2 8.1 12.14@ supervised By :mohammad ahmed  06/16/2023
236 27.1 20.5 30.
Raw 50
95.1 Abundance
14.039
151.1
o ol 290:2348,4400.3 150000
m/z--> 50 100 150 200 250 300 350 400
Abundance Scan 2032 (14.039 min): BF133731.D\data.ms (-
240.2 100000
Sub
50 50000
118.1
ol-otl ) 1701, 4 3082 3951 R
miz--> 50 100 150 200 250 300 350 400  Time--> 14.00 14.05

Abundance Scan 1848 (12.957 min): BF133668.D\data.ms (- #79

244.2 Terphenyl-d14

Concen: 43.699 ng

RT: 12.986 min Scan# 1853

Ref 50 Delta R.T. ©0.029 min
Lab File: BF133731.D
2. Acq: 13 Jun 2023 15:16
o4 \‘Sﬁ.\]‘-\ f \”“‘\ ‘\‘ Ty T ‘1‘ t \1\9?.\2\‘\”\““ LML B
miz--> 50 100 150 200 250 300 350 I8t Ion:244 Resp: 446770
Abundance Scan 1853 (12.986 min): BF133731.D\data.ms Ion Ratio Lower Upper
2442 244 100
212 6.7 5.4 8.2
122 10.6 8.1 12.1
Raw 50 55.1
9 Abundance
e 500000/  12.p86
160.1
ol s bl “20‘34‘ “L\‘ 286.‘2327.2‘
T T T =TT T T T 4
miz--> 50 100 150 200 250 300 350 00000
Abundance Scan 1853 (12.986 min): BF133731.D\data.ms (-
o4l 2 300000
200000
Sub
50
100000
o 801121 1081 | 28623272 0
e v e C
m/z--> 50 100 150 200 250 300 350 Time--> 13.00
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Abundance Scan 2277 (15.480 min): BF133668.D\data.ms (- #86

264.1 Perylene-d12
Concen: 20.000 ng
RT: 15.492 min Scan#t 2/gigil=gles
Ref 50 Delta R.T. 0.012 min \A_
Lab File: BF133731.D [(GICHIEEIelECH
132.1 Acq: 13 Jun 2023 15:16 WU
0 66.0 | 204.1 ‘ .

\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ .
miz--> 50 100 150 200 250 300 350 400 450 Tgt Ion: ?64 RESpZ 11491 WY ERIEL Integratlons
Abundance Scan 2279 (15.492 min): BF133731.D\datams 10" Ratio Lower Upper BRtE O]

264.2 264 100 Reviewed By :Yogesh Patel  06/14/2023
260 23.3 18.2 27.2 Supervised By :mohammad ahmed  06/16/2023
265 21.5 17.8 26.6
Raw 50
Abundance
55.1 132.1 100000 15.492
oL ” ‘“\ d\‘ \‘Jh‘h‘ \‘H\‘\IU‘ flo \2\ ‘?\]\-\ “L\ \ \??\4\%3\8%‘2\449‘4\ T 80000
m/z--> 50 100 150 200 250 300 350 400 450
Abundance Scan 2279 (15.492 min): BF133731.D\data.ms (- 60000
264.1
Sub 40000
u
50
20000
132.0
0L 660 | 2041 “L 324.1382.1440.4 0

R R E e S ARAaammaax U B B A e

miz--> 50 100 150 200 250 300 350 400 450  Time--> 15.45 15.50

Abundance Scan 2204 (15.051 min): BF133668.D\data.ms (- #88

252.1 Benzo(b)fluoranthene
Concen: 2.270 ng m
RT: 15.068 min Scan# 2207
Ref 50 Delta R.T. ©0.012 min
Lab File: BF133731.D
126.1 Acq: 13 Jun 2023 15:16
0\\‘\\\\‘\”\“\\‘\].\8\\8‘]\-\“\\\\\‘\\\\‘\'\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350 400 450 500 '8t Ion:252 Resp: 15849
Abundance Scan 2207 (15.068 min): BF133731.D\data.ms Ion Ratio Lower Upper
a3.1 252 100
253 34.3 17.0 25.6#
125 52.3 7.3 10.9%#
Raw 50 9.1
252.1 Abundance
189.1 10000 15/go8
ol 13162 4004 522,
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500 8000
Abundance Scan 2207 (15.068 min): BF133731.D\data.ms (-
252.1 6000
Sub 4000
50
2000
01498 | 83104004 522, 0
A R A ma L aRRRRS e R R
m/z--> 50 100 150 200 250 300 350 400 450 500 Time--> 15.00 15.05 15.10
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