Quantitation Report (QT Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012023\
Data File : BF132173.D

Acqg On : 20 Jan 2023 21:41

Operator : CG\JU

Sample : 01214-06 :
Misc : [TJRC-011723-B3-10-20

ALS Vvial : 11 Sample Multiplier: 1

Manual Integrations
Quant Time: Jan 21 ©3:57:45 2023 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@11923.M Reviewed By :Christian Giraldo  01/23/2023
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :Jagrut Upadhyay ~ 01/23/2023
QLast Update : Fri Jan 20 00:50:42 2023
Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 7.089 152 170704 20.000 ng 0.00
21) Naphthalene-d8 8.378 136 623011 20.000 ng 0.00
39) Acenaphthene-di10 10.142 164 339132 20.000 ng 0.00
64) Phenanthrene-d10 11.636 188 668403 20.000 ng 0.00
76) Chrysene-di12 14.301 240 447513 20.000 ng 0.00
86) Perylene-di12 15.895 264 369959 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.725 112 1171155 119.849 ng 0.02

7) Phenol-d6 6.701 99 1441183 117.159 ng 0.00
23) Nitrobenzene-d5 7.654 82 1099286 93.734 ng 0.00
42) 2,4,6-Tribromophenol 10.936 330 533172  147.186 ng 0.00
45) 2-Fluorobiphenyl 9.454 172 1810996 78.031 ng 0.00
79) Terphenyl-di4 13.236 244 2290246 85.727 ng 0.00

Target Compounds Qvalue
32) Benzoic acid 8.054 122 39031m 12.778 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\BF012023\
Data File : BF132173.D

Acqg On : 20 Jan 2023 21:41

Operator : CG\JU

Sample : 01214-06 :
Misc : [TJRC-011723-B3-10-20

ALS vial : 11 Sample Multiplier: 1

Manual Integrations
Quant Time: Jan 21 ©3:57:45 2023 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
QLast Update : Fri Jan 20 00:50:42 2023
Response via : Initial Calibration

Reviewed By :Christian Giraldo  01/23/2023
Supervised By :Jagrut Upadhyay 01/23/2023

Abundance TIC: BF132173.D\data.ms
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Abundance Scan 723 (7.089 min): BF132144.D\data.ms (-71 #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 7.089 min Scan# 7UgSiAtTlEnles
Ref 50 115.0 Delta R.T. ©.000 min |
52.0 78.0 Lab File: BF132173.D [SUERISERICIoH
‘ “ Acq: 20 Jan 2023 21:41 LNCRyPRTseaiiRl
O\\\HH‘\‘\‘ ”\H“\”‘\“\‘H HH‘ TTTT Hw\ TTT T T T T T T TTTT .
miz--> 4b 6b 8‘0 160 12‘0 1)‘_0 1é0 1é0 260 Tgt Ion:152 Resp: 170704 WVERIEINIIE]E o]}
Abundance  Scan 723 (7.089 min): BF132173 Didatams | 10N Ratio Lower Upper SRLLICNISE
150.0 152 1ee Reviewed By :Christian Giraldo  01/23/2023
150 154.6 125.8 188.88 supervised By :Jagrut Upadhyay —01/23/2023
115 61.3 49.2 73.8
Raw 50
115.0
520 78.1 Abundance
300000
04 i REARES] \H\‘\\‘\“\ T \\\\‘\\\%0\\7.\q
m/z--> 40 60 80 100 120 140 160 180 200
Abundance in): _
u Scan 723 (7.089 min): BF131251;3(‘).D\data.ms (-70 200000
Sub 15.0 100000
52.0 78.1
Ot M 2078 e
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 7.05 7.10

Abundance Scan 488 (5.707 min): BF132144.D\data.ms (-48 #5

112.0 2-Fluorophenol
64.0 Concen: 119.849 ng
' RT: 5.725 min Scan# 491
Ref 50 Delta R.T. ©0.018 min
Lab File: BF132173.D
38.0 ! | Acq: 20 Jan 2023 21:41
0 ‘H”\H\.H‘H R R RN R
miz--> 40 60 80 100 120 140 160 180 200 I8t Ion:112 Resp: 1171155
Abundance  Scan 491 (5.725 min): BF132173.D\datams | 10" Ratio Lower Upper
112.0 112 100
64 65.9 51.4 77.0
64.0 63 37.5 28.2 42.2
Raw gp
Abundance
1000000 5.125
0! 3 ‘M”‘\“Z-\‘\‘H ‘\‘\\H‘\H\‘H\\‘\\\%(\)?-\C\
miz-> 40 60 80 100 120 140 160 180 200 800000
Abundance Scan 491 (5.725 min): BF132173.D\data.ms (-43
112.0 600000
cub 64.0 400000
50
200000
39.1 } k
0' 47-‘1. \\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 5.70 5.80
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Abundance Scan 657 (6.701 min): BF132144.D\data.ms (-65 #7

99.1 Phenol-d6
Concen: 117.159 ng
RT: 6.701 min Scan# 6gSiidiipl=lgies
Ref 50 Delta R.T. -0.000 min A_
Lab File: BF132173.D [SUERISERICIoH
421 Acq: 20 Jan 2023 21:41 LRECSOREEERCS el
O‘\”“NH‘H‘H ‘H\\\\‘\\\\‘\\\\,\2\8\1'\
M/z-> 5 100 150 200 250 Tgt Ion: 99 Resp: 144118 FVERNEIRGICEHIETTOE
Abundance  Scan 657 (6.701 min): BF132173.D\datams 10N Ratio Lower Upper BRAGLON=0)
99.1 99 160 Reviewed By :Christian Giraldo  01/23/2023
42 20.9 16.6 24.8 Supervised By :Jagrut Upadhyay 01/23/2023
71 39.4 30.8 46.2
Raw 50
Abundance
421 6.701
0 T ‘\h‘h ‘H‘\ “H ‘ L L ‘ T L T ‘ L L ’ T 2\8\1.\( 1000000
m/z--> 50 00 150 200 250
Abundance Scan 657 (6.701 min): BF132173.D\data.ms (-60
99.1
500000
Sub
50
42.0
ol e
m/z--> 50 100 150 200 250 Time-> 6.60 6.70 6.80

Abundance Scan 942 (8.378 min): BF132144.D\data.ms (-93 #21

136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 8.378 min Scan# 942
Ref 50 Delta R.T. -0.000 min
Lab File: BF132173.D
541 10‘31 | Acq: 20 Jan 2023 21:41
0\\\‘\\\“\‘}w\“iw\\\‘\\\\‘\\w‘\\\\‘\.\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:136 Resp: 623011
Abundance  Scan 942 (8.378 min): BF132173.D\datams = 100 Ratio Lower Upper
136.1 136 100
137 10.6 8.9 13.3
54 8.3 7.0 10.6
Raw gg 68 5.6 5.8 7.6
Abundance
108.1 8are
54.1 :
O\\\‘\\H\‘\w?%i‘?\\\‘\\\\‘\\“‘\\\\‘\\\\‘\\\\2‘()\?-\9\ 600000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance S 942 (8.378 min): BF132173.D\data. -89
can ( min) b ata.ms ( 400000
sub - 200000
41701 1| :
0 b et e e e e e e
m/z-> 40 60 80 100 120 140 160 180 200 Time--> 835 8.0
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Abundance Scan 819 (7.654 min): BF132144.D\data.ms (-81 #23

82.0 Nitrobenzene-d5
Concen: 93.734 ng
54.1 RT: 7.654 min Scan#t S1pSiiglEies
Ref 50 128.1 Delta R.T. -0.000 min |
Lab File: BF132173.D [(GICHIEEIellEI(eH:
Acq: 20 Jan 2023 21:41 LRECSOREEERCS el
0= \‘“\‘\‘!‘\ T \‘\‘\ ‘\‘i“\ TT \“ Tt T i T \1\6\‘0\-\1\ T ‘1\9\2\-‘2\ \2\\2‘1\-\(
miz--> 40 60 80 100 120 140 160 180 200 220 T8t Ion: 82 Resp: 109928FNVERNEIRGIELIETTOIE
Abundance  Scan 819 (7.654 min): BF132173.D\datams 10N Ratio Lower Upper BRAGLON=0)
82.1 82 1600 Reviewed By :Christian Giraldo  01/23/2023
128 42.6 31.1 46.7 Supervised By :Jagrut Upadhyay 01/23/2023
541 54 52.9 43.9 65.9
Raw 50 ' 128.1
Abundance
1000000 7454
0 H\‘“\‘\‘!‘\H‘\‘\‘\‘i“\\H“HH‘H‘\\‘H\\‘\\\\1‘8\\8\.1‘\\\\‘\\
m/z—-> 40 60 80 100 120 140 160 180 200 220 800000
Abundance Scan 819 (7.654 min): BF132173.D\data.ms (-76
82.1 600000
400000
Sub 54.1
50 128.1
200000
o‘H‘;Mw!u‘;u“w‘“"Hw"uwwwl‘?%?_wH O e
m/z--> 40 60 80 100 120 140 160 180 200 220 Time--> 760 7.65 7.70

Abundance Scan 897 (8.113 min): BF132144.D\data.ms (-88 #32
93.0 Benzoic acid
Concen: 12.778 ng m
RT: 8.054 min Scan# 887

Ref 50 Delta R.T. -0.059 min
Lab File: BF132173.D
490 Acq: 20 Jan 2023 21:41
[ w \‘H‘ \“\ ™ “ \1%“5\0\ T 1\7\1\0\ NI L N B
miz--> 50 100 150 200 250 Tgt Ion:122 Resp: 39031
Abundance  Scan 887 (8.054 min): BF132173.D\datams = 190 Ratio Lower Upper
105.0 122 100
165 122.6 96.8 136.8
77 96.0 72.5 112.5
Raw 50
51.0 Abundance
05 ‘HW i‘h\‘m\ ! T ‘\ LA I B \2‘07\(\) L 2\8\1 5 8054
m/z--> 50 100 150 200 250 20000
Abundance Scan 887 (8.054 min): BF132173.D\data.ms (-84
105.0
Sub 10000
%0l 510
Obac il ol 2070 281 e
m/z--> 50 100 150 200 250 Time--> 8.00 8.10 8.20
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Abundance Scan 1242 (10.142 min): BF132144.D\data.ms (- #39

162.1 | Acenaphthene-d10

Concen: 20.000 ng

RT: 10.142 min Scan# 1Eigil=ies

Ref 50 Delta R.T. -0.000 min |
Lab File: BF132173.D [SUERISERICIoH
540 80.0 1321 Acq: 20 Jan 2023 21:41 LRECSOREEERCS el
0 \3\5\-‘9\ T N' 1‘1 T w“\ i‘\’lwoiow‘oi T M T \‘“ J“v_v_v

miz--> 40 ‘6‘0 80 100 120 140 160 Tgt Ion:164 Resp: 33913 NV ENVEINIGIE[E1Tlgk

Abundance Scan 1242 (10.142 min): BF132173.D\datams 10N Ratio Lower Upper BRAGLON=0)

16p.1 164 100 Reviewed By :Christian Giraldo  01/23/2023
162 1e1.2 81.2 121.8Q supervised By :Jagrut Upadhyay — 01/23/2023
160 45.9 36.9 55.3
Raw 50
Abundance
601 400000 104142
541 1321
35. 100.0
0\\\‘9\\H\‘1‘}\““\1‘\\i\‘\‘\\‘\\\“i‘\\\\‘ J“v_v_v 300000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1242 (10.142 min): BF132173.D\data.ms (-
162.1
200000
Sub
50 100000
80.1
541 .
o‘375;?”\“‘:‘:‘:‘*,“‘;“19?:9”“1?%;1_”“‘ s
miz-> 40 60 80 100 120 140 160  Time->  10.10 10.15

Abundance Scan 1377 (10.936 min): BF132144.D\data.ms (- #42
329.€ 2,4,6-Tribromophenol
Concen: 147.186 ng

62.0 RT: 10.936 min Scan# 1377
Ref 50 140.9 Delta R.T. ©0.000 min
' Lab File: BF132173.D
2219 Acq: 20 Jan 2023 21:41
ootilutoze | 1820 | Lzres
m/z--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 533172
Abundance Scan 1377 (10.936 min): BF132173.D\data.ms 10N Ratio Lower Upper

330 100
332 95.9 75.6 113.4
141 32.7 27.1  40.7

Raw 5p
Abundance
10.936
O,
miz--> 50 100 150 200 250 300 400000
Abundance Scan 1377 (10.936 min): BF132173.D\data.ms (-
329.€
Sub 200000
- 1 1T ‘ L ‘ L
m/z--> 50 100 150 200 250 300 Time--> 10.90 11.00
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Abundance Scan 1125 (9.454 min): BF132144.D\data.ms (-1 #45

172.1 2-Fluorobiphenyl
Concen: 78.031 ng
RT: 9.454 min Scan# 1lgSEgilEgles
Ref 50 Delta R.T. -0.000 min A_
Lab File: BF132173.D (GUEIREETSIEIR
Acq: 20 Jan 2023 21:41 LRECSOREEERCS el
51\ . \\85\ 0 120'0\14?.\\1 ‘ ’

O\\\‘\\‘\\‘\\\‘} \‘\\\‘\\\\‘\‘\\\‘}\‘\\‘\\‘\‘\\\\‘\\\\ .
miz--> 40 60 80 100 120 140 160 180 200 Tgt Ion:}72 Resp: 181099C NV EGIEIRI=llE el
Abundance Scan 1125 (9.454 min): BF132173.D\data.ms 10N Ratio Lower Upper BRAGLON=0)

172.1 172 100 Reviewed By :Christian Giraldo  01/23/2023
171 36.1 28.2 42.28 supervised By :Jagrut Upadhyay — 01/23/2023
170 24.7 19.6 29.4
Raw 50
Abundance
9.454
511 850 12001461 || 5y,

0 \H‘HH‘\\M‘HH‘HH“\HH\‘H‘H‘ T T T TTTT 1500000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1125 (9.454 min): BF132173.D\data.ms (-1

172 1000000
Sub
50 500000

ol o1, 280, Mo M L aon O e

m/z—> 40 60 80 100 120 140 160 180 200  Time--> 9.40 9.45 9.50

Abundance Scan 1497 (11.642 min): BF132144.D\data.ms (- #64

188.2 Phenanthrene-die

Concen: 20.000 ng

RT: 11.636 min Scan# 1496

Ref 50 Delta R.T. -0.006 min
Lab File: BF132173.D
1 160.1 Acq: 20 Jan 2023 21:41
OH\"(\)\\?\6\\0\‘}\\”\‘\\\\’]‘\:3\(\)\"1\HHl\\H‘!‘H‘\\‘\\H‘H\\‘.\\
m/z—> 40 60 80 100120 140 160 180200220240 I8t Ion:188 Resp: 668403
Abundance Scan 1496 (11.636 min): BF132173.D\datams 10N Ratlo Lower Upper
188.2 188 100

94 9.3 6.9 10.3
80 10.1 7.5 11.3

Raw 5p
Abundance
11.636
80.1 60.1
920 | | 1321 4
OH\‘H\\‘HH“\H\‘HH‘HH‘HH‘HH‘\‘ RERERARRARRERR: 600000
m/z--> 40 60 80 100120 140 160 180 200 220 240
Abundance Scan 1496 (11.636 min): BF132173.D\data.ms (-
183.2 400000
Sub
50 200000
1 160.1
T e Y B A v
m/z--> 40 60 80 100120 140160 180200220 240 Time--> 11.60 11.65 11.70
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Abundance Scan 1950 (14.307 min): BF132144.D\data.ms (- #76
2

40.2 Chrysene-d12
Concen: 20.000 ng
RT: 14.301 min Scan#t 1{gigiil=gles
Ref 50 Delta R.T. -0.006 min |
Lab File: BF132173.D [(GICHIEEIellEI(eH:
120 1 Acq: 20 Jan 2023 21:41 LRECSOREEERCS el
0\10\0\8\9’\]‘ ‘\‘w -\ T \1\8\0\0 I \“‘\M‘H‘ T T T T
m/z--> 5b 160 1%0 260 2%0 360 | Tgt Ion:240 Resp: 44751 Manual Integrations
Abundance Scan 1949 (14.301 min): BF132173.D\datams 10N Ratio Lower Upper BRAGLON=0)
240.2 240 100 Reviewed By :Christian Giraldo  01/23/2023
120 9.0 6.9 1.3 Supervised By :Jagrut Upadhyay 01/23/2023
236 25.3 20.3 30.5
Raw 50
Abundance
500000 14.801
120.1
0 64.0 a ol ‘H 194‘\!\ Ll 281.1 341.
\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘ 400000
m/z--> 50 100 150 200 250 300
Abundance in): i
Scan 1949 (14.301 min): BF132173.D\data.ms ( 300000
240.2
sub 200000
u
50
100000
120.1
okl uy 1801, 4 2819 341 o~ =
m/z—> 50 100 150 200 250 300 Time--> 14.30

Abundance Scan 1768 (13.236 min): BF132144.D\data.ms (1 #79

244.2 Terphenyl-di4
Concen: 85.727 ng
RT: 13.236 min Scan# 1768
Ref 50 Delta R.T. ©.000 min
Lab File: BF132173.D
Acq: 20 Jan 2023 21:41
T \5‘4‘..\1‘\ 19‘0\‘1’ :2‘\2.\‘1‘\ 1‘6“?\1 T ?1‘\%\2‘\ H‘\L‘“ A —
m/z--> 50 100 150 200 250 Tgt IOI’IZ?44 Resp: 2290246
Abundance Scan 1768 (13.236 min): BF132173.D\datams = 10N Ratlo Lower Upper
244.2 244 100
212 8.5 6.7 10.1
122 9.1 7.4 11.2
Raw  gp
Abundance
13.236
1221 212.2
T \‘5‘4“..\1‘\ 19‘0\‘.‘0’ Ly ‘\‘ Tby 1‘6“(1‘)\1 T “ ‘\“ T ‘\ H\‘““ \2\8\1\' 2000000
m/z--> 50 100 150 200 250 1500000
Abundance Scan 1768 (13.236 min): BF132173.D\data.ms (-
244.2
1000000
Sub
50
500000
1221 212.2
oL 540 900 7T M T as oAb
m/z--> 50 100 150 200 250 Time--> 13.20 13.30
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Abundance Scan 2221 (15.901 min): BF132144.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.000 ng

RT: 15.895 min Scan# 2[Eigil=lies

Ref 50 Delta R.T. -0.006 min
Lab File: BF132173.D (SlEEQISEIAEIE
132.1 Acq: 20 Jan 2023 21:41 LRECSOREEERCS el
019 880 | 18012224 | 355
miz--> 50 100 150 200 250 300 350 | T8t Ion:264 Resp: 369958MVELIEINGIEETTNES
Abundance Scan 2220 (15.895 min): BF132173.D\data.ms 10N Ratio Lower Upper BRAGLON=0)

264.2 264 100 Reviewed By :Christian Giraldo  01/23/2023
260 24.1 19.1  28.78 supervised By :Jagrut Upadhyay — 01/23/2023
265 22.0 17.4 26.0

Raw 50
Abundance
132.1 250000, %
0\ T ‘\7:\3.\0\ I \H\ “\H\ [T \\2(‘)?.\1\“\ ““\‘”\ B \:\35|6\
m/z--> 50 100 150 200 250 300 350 200000
Abundance Scan 2220 (15.895 min): BF132173.D\data.ms (-
264.1 150000
100000
Sub
" 50
50000
132.1
0l00 901 .| 18012213 | 3% e
miz--> 50 100 150 200 250 300 350 Time--> 15.80 15.90 16.00
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