Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051022\
Data File : BG@53518.D

Acqg On : 10 May 2022 21:31

Operator : CG/JU

Sample : N2763-04 :
Misc : MW-4-20220509-A

ALS Vvial : 15 Sample Multiplier: 1

Manual Integrations
Quant Time: May 11 06:04:12 2022 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@50522.M Reviewed By :Christian Giraldo  05/11/2022
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :Jagrut Upadhyay ~ 05/11/2022
QLast Update : Wed May 11 06:00:46 2022
Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 8.085 152 22825 20.000 ng 0.00
21) Naphthalene-d8 10.899 136 89381 20.000 ng 0.00
39) Acenaphthene-die 14.711 164 68900 20.000 ng 0.00
64) Phenanthrene-d10 17.454 188 155575 20.000 ng 0.00
76) Chrysene-di12 21.737 240 176166 20.000 ng 0.00
86) Perylene-di12 25.015 264 192884 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.653 112 77577 57.682 ng 0.00

7) Phenol-dé 7.251 99 69326 33.965 ng 0.00
23) Nitrobenzene-d5 9.248 82 196900 93.775 ng 0.00
42) 2,4,6-Tribromophenol 16.203 330 151652  149.235 ng 0.00
45) 2-Fluorobiphenyl 13.336 172 461661 97.912 ng 0.00
79) Terphenyl-di4 20.063 244 735258 77.733 ng 0.00

Target Compounds Qvalue
32) Benzoic acid 10.311 122 106576m 121.794 ng

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051022\
Data File : BG@53518.D

Acqg On : 10 May 2022 21:31

Operator : CG/JU

Sample : N2763-04 :
Misc : MW-4-20220509-A

ALS vial : 15 Sample Multiplier: 1

Manual Integrations
Quant Time: May 11 06:04:12 2022 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
QLast Update : Wed May 11 06:00:46 2022
Response via : Initial Calibration

Reviewed By :Christian Giraldo  05/11/2022
Supervised By :Jagrut Upadhyay 05/11/2022

Abundance TIC: BG053518.D\data.ms
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Abundance Scan 802 (8.099 min): BG053436.D\data.ms (-7¢ #1

150.1 1,4-Dichlorobenzene-d4

Concen: 20.000 ng

RT: 8.085 min Scan# 7{UgSiidtinlEnls
Ref 50 115.1 Delta R.T. -0.004 min _
501 82 Lab File: BG@53518.D (GUEIEEUITSIEIR
Acq: 10 May 2022 21:31 WANEESAOPPNET0IRLS

0
m/z--> 40 60 80 100 120 140 160 Tgt Ion:152 Resp: 2282 hAanuaIHuegraﬂons

Abundance  Scan 799 (8.085 min): BG053518.D\datams 10N Ratio Lower Upper BRVEOMN=0)

150.1 152 106 Reviewed By :Christian Giraldo  05/11/2022
156 149.4 131.6 197.4F supervised By :Jagrut Upadhyay —05/11/2022

115 64.1 50.9 76.3
Raw 5o 115.2
1 72 AU
Ll \\\
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 100 120 140 160 15000
Abundance Scan 799 (8.085 mm). BG053518.D\data.ms (-7¢€

150.1
10000
Sub
50 115.2 5000
521 782
0 ‘\\\\‘\\\\‘\\\\‘\\\\

miz--> 40 60 80 100 120 140 160 Time--> 8.00 8.05 8.10 8.15

o

Abundance Scan 388 (5.667 min): BG053436.D\data.ms (-3¢ #5
11

12.2 2-Fluorophenol
64.2 Concen: 57.682 ng
RT: 5.653 min Scan# 385
Ref 50 Delta R.T. ©.001 min
Lab File: BG053518.D
38.1 ‘ ‘ Acq: 10 May 2022 21:31
0' \\H\“\\\\‘\\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:112 Resp: 77577
Abundance  Scan 385 (5.653 min): BG053518.D\datams ~ 1oN Ratlo Lower Upper
112.2 112 100
64.2 64 74.6 55.1 82.7
63 42.8 30.4 45.6
Raw 50
Abundance
5.653
39.1 ‘ ‘ ‘ 40000
0= \H‘ \‘\“‘\“\‘“H\“V\“‘\ “\ Ty 7T ‘\ AEERERERRRRERREREN \2‘(\)\7\2\
m/z--> 40 60 80 100 120 140 160 180 200 30000
Abundance Scan 385 (5.653 min): BG053518.D\data.ms (-2¢
112.2
64.2 20000
Sub
50
10000
w1 )
T ¥ W) N Ot
m/z-—-> 40 60 80 100 120 140 160 180 200  Time--> 5.60 5.70 5.80
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Abundance Scan 659 (7.259 min): BG053436.D\data.ms (-65 #7

99.2 Phenol-d6
Concen: 33.965 ng
RT: 7.251 min Scan# 6lgsiidiipl=lgies
Ref 50 71.2 Delta R.T. ©.001 min A_
421 Lab File: BG@53518.D (GUEIEEUITSIEIR
Acq: 10 May 2022 21:31 WANEESZVZZUSTOIRN
0\\’\\\\"H\‘\‘\\“\‘\‘\\“i\‘\‘\“‘\\\\‘\\\\‘\\\\“\\\\‘\\\ .
miz--> 30 40 50 60 70 80 90 100 110 Tgt Ion: ‘99 Resp: 6932 EQIVEL Integratlons
Abundance  Scan 657 (7.251 min): BG053518.D\datams 10N Ratio Lower Upper BRAGLON=0)
99.2 99 160 Reviewed By :Christian Giraldo  05/11/2022
42 22.1 17.0 25. Supervised By :Jagrut Upadhyay 05/11/2022
71 43.1 33.8 50.8
Raw 50 71.2
Abundance
42.1 7.251
54.1
G\\’\\\\"“\‘\‘\\“\‘\‘\\“\\‘}}“‘\‘\\\‘8\4\’9‘\\\\‘“\\\\‘\\\ 30000
m/z--> 30 40 50 60 70 80 90 100 110
Abundance Scan 657 (7.251 min): BG053518.D\data.ms (-5€
99.2 20000
Sub
50 71.2 10000
42.1
54.1
GH,H‘J,‘“‘Jm‘JH‘HMHMm‘uu_m‘“uu_u T R
miz--> 30 40 50 60 70 80 90 100 110 Time--> 7.20 7.30 7.40

Abundance Scan 1281 (10.913 min): BG053436.D\data.ms (- #21

136.2  Naphthalene-d8
Concen: 20.000 ng
RT: 10.899 min Scan# 1278
Ref 50 Delta R.T. ©.001 min
Lab File: BGO53518.D
54.1 76.2 108.2 Acq: 10 May 2022 21:31
0 ‘3‘8"0“‘\““\”\\\‘ 2‘“‘”‘“”‘\‘\“”
m/z--> 40 60 80 100 120 140 gt Ion:136 Resp: 89381
Abundance Scan 1278 (10.899 min): BG053518.D\data.ms 1N Ratio Lower Upper
136.2 136 100
137 11.5 8.5 12.7
54 9.3 7.4 11.2
Raw s5p 68 6.2 4.9 7.3
Abundance
108.2 10/899
0 ‘3‘8}1“ ‘5“4‘.‘1‘ = ‘7“8"“?0 b - il 40000
miz--> 40 60 80 100 120 140
Abundance Scan 1278 (10.899 min): BG053518.D\data.ms (- 30000
136.2
20000
Sub
50
10000
108.2
0 ‘3‘8"0“1“‘0‘3‘7“8"“?0”“w!”‘”d““” T
m/z--> 40 60 80 100 120 140 Time-> 10.80 10.90 11.00

BGO53518.D 8270-BGO50522.M Wed May 11 15:29:59 2022
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Abundance Scan 1000 (9.262 min): BG053436.D\data.ms (-¢ #23

82.2 Nitrobenzene-d5
Concen: 93.775 ng
54.1 RT: 9.248 min Scan#t 9{gfSigtinl=lgles
Ref 50 ’ . Delta R.T. -0.005 min VA
: Lab File: BG@53518.D (SlEEQISEINIAE
‘ ‘ Acq: 10 May 2022 21:31 WANEESAOPPNET0IRLS
0\\\“\\\\‘\\\\“\\\\“\\‘\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\.\ .
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion: 82 RESpZ 19690 Manual Integratlons
Abundance  Scan 997 (9.248 min): BG053518.D\datams 10N Ratio Lower Upper BRGINON=0)
2.2 82 1600 Reviewed By :Christian Giraldo  05/11/2022
128  33.5 27.9 41.98 supervised By :Jagrut Upadhyay — 05/11/2022
54 52.4 41.2 61.8
Raw g 41
128.2 Abundance
| 100000 9.pas8
G\\\‘\\\\‘\\‘\\‘“\\\\“\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ 80000
miz--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 997 (9.248 min): BG053518.D\data.ms (-9
82.2 60000
Sub 54.1 40000
50
128.2 20000
0H‘;MH“‘H“wm“‘w‘w_ww_www — T
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 920  9.30

Abundance Scan 1166 (10.237 m|n) BG053436.D\data.ms (- #32
77

122.1

Ref 50 Delta R.T.

511 Lab File:

105.1 Benzoic acid
Concen: 121.794 ng m
RT: 10.311 min Scan# 1178

0.9072 min
BGO53518.D

o1 L

o

m/z-->

30 40 50 60 70 80 90 100

110 120 130

Acq: 10 May 2022 21:31

Tgt Ion:122 Resp: 106576

Abundance Scan 1178 (10.311 min): BG053518.D\datams 10N Ratio Lower Upper
77.2 105.2 122 100
1221 105 129.3 111.8 151.8

77 115.0 109.4 149.4
Raw 50
511 Abundance

30000
m/z--> 30 40 50 60 70 80 90 100110120130

Abundance Scan 1178 (10.311 min): BG053518.D\data.ms (- 20000
77.2 105.2

o

122.1

Sub
50 511 10000

38.1 ‘ |
Ol el O WL e
miz—-> 30 40 50 60 70 80 90 100 110 120 130 Time-->

10.20 10.40
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Abundance Scan 1929 (14.719 min): BG053436.D\data.ms (- #39
162.2 Acenaphthene-dle

Concen: 20.000 ng

RT: 14.711 min Scan#t 1{gEigiil=gles

Ref 50 Delta R.T. -0.005 min

Lab File: BG@53518.D (GUEIEEUITSIEIR

Acq: 10 May 2022 21:31 WANEESZVZZUSTOIRN

80.2
108.2 132.2
0- .
m/z--> 40 60 80 100 120 140 160 180 200 Tgt Ion:164 RESpZ 6890 VERIEL Integratlons
Abundance Scan 1927 (14.711 min): BG053518.D\datams 10N Ratio Lower Upper BRUEOMN=0)
162.3

164 100 Reviewed By :Christian Giraldo  05/11/2022
162 104.0 82.3 123.5 05/11/2022

160 44.7 34.2 51.2

Supervised By :Jagrut Upadhyay

Raw 50
Abundance
80.2 14411
o 108.2132.3 205.2 40000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1927 (14.711 min): BG053518.D\data.ms (- 30000
162.3
20000
Sub
50
10000
80.2
0 108.2132.3 205.2
- T T T ‘ T T T T
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 14.70

Abundance Scan 2183 (16.211 min): BG053436.D\data.ms (- #42

329.¢ 2,4,6-Tribromophenol
Concen: 149.235 ng

RT: 16.203 min Scan# 2181

Ref 50 621 Delta R.T. ©.001 min
1411 Lab File: BG@53518.D
‘ ‘ 222.9 Acq: 1@ May 2022 21:31
oL \‘\‘ \i‘ 1“ ey j‘“o‘z@% " ‘\M‘ ‘u\M Ce UH“‘ : L“\L R
m/z--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 151652

Abundance Scan 2181 (16.203 min): BG053518.D\datams 10N Ratio Lower Upper
320.¢ 330 100

332 96.4 76.0 114.0
141 34.8 27.1 4e0.7
Raw 59 621

Abundance

16,203

80000
0,
m/z--> 50 100 150 200 250 300
Abundance Scan 2181 (16.203 min): BG053518.D\data.ms (- 60000
320.¢
40000
Sub
20000
- \‘\\\\‘\\\\‘\\\\
mlz--> 50 100 150 200 250 300 Time--> 16.10 16.20 16.30
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Abundance Scan 1695 (13.345 min): BG053436.D\data.ms ( #45

1722 2-Fluorobiphenyl
Concen: 97.912 ng
RT: 13.336 min Scan#t 1(lgigiipgl=gles
Ref 50 Delta R.T. 0.001 min IA_
Lab File: BG@53518.D (GUEIEEUITSIEIR
Acq: 10 May 2022 21:31 WANESANPZAVEIUCRLS
0 51\\- 1 in 85\2 120 2 14?\\2 I ‘ ! d
s T e e it 130 a0 18 Tet Ton:172 Resp: 46166 N
Abundance Scan 1693 (13.336 min): BG053518.D\datams 1N Ratio Lower Upper BRALLAICNASE
17p2 172 16@ Reviewed By :Christian Giraldo  05/11/2022
171 35.5 28.5 42.78 supervised By :Jagrut Upadhyay — 05/11/2022
170 23.5 18.9 28.3
Raw 50
Abu c
o 13836
o 511 852 1202 146.2 ‘M
\\\“\\‘\\‘M\\\H‘\\\\‘\\\\‘\\\\“\\\’\\ \‘\
m/z--> 40 60 80 100 120 140 160 200000
Abundance Scan 1693 (13.336 min): BG053518.D\data.ms (-
172.2
Sub 100000
50
0“w“u‘_‘ue_u“‘w“‘u““w‘,““‘ T
miz--> 40 60 80 100 120 140 160 Time--> 13.30 13.40

Abundance Scan 2397 (17.468 min): BG053436.D\data.ms (- #64

188.3 Phenanthrene-d10
Concen: 20.000 ng
RT: 17.454 min Scan# 2394
Ref 50 Delta R.T. -0.005 min
Lab File: BGO53518.D
Acq: 10 May 2022 21:31
osor 1% nez 1997 Il o1
miz--> 50 100 150 200 250 Tgt IOI’IZ:!.SS Resp: 155575
Abundance Scan 2394 (17.454 min): BG053518.D\datams 10N Ratlo Lower Upper
188.3 188 100
94 7.4 5.4 8.0
80 8.4 6.8 10.2
Raw 50
Abundance
100000 17.454
43 80.2 158.2
ol ‘H‘ n\‘\ M‘H \\\V]'l‘;l'" e ﬁ , ‘m‘ ‘2‘1‘9‘32‘4??’ : 80000
miz--> 50 100 150 200 250
Abundance Scan 2394 (17.454 min): BG053518.D\data.ms (-
188.3 60000
40000
Sub
50
20000
80.2
oL, 1182 P2 || 21902003 S
m/z--> 50 100 150 200 250  Time--> 17.40 17.50
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Abundance Scan 3125 (21.745 min): BG053436.D\data.ms (- #76

240.3 Chrysene-d12
Concen: 20.000 ng
RT: 21.737 min Scan#t 3gEigiil=gles
Ref 50 Delta R.T. -0.005 min IA_
Lab File: BG@53518.D [(GICHIEEIel(EI(H:
1182 ‘ Acq: 10 May 2022 21:31 WANEESZVZZUSTOIRN
0 [T et ‘l‘\“‘u T ;_‘5\9.\1\2\()‘(”)‘.\;\““‘\‘“““‘ T T \3\5‘5\
miz--> 50 100 150 200 250 300 350 Tgt IOHZ?40 RESpZ 17616 hAanuaIHuegraﬂons
Abundance Scan 3123 (21.737 min): BG053518.D\datams 1N Ratio Lower Upper BRALLICNIZE
240.3 240 160 Reviewed By :Christian Giraldo  05/11/2022
120 5.9 4.6 7.08 supervised By :Jagrut Upadhyay — 05/11/2022
236 25.6 20.2 30.4
Raw 50
Abundance
55.1  120.2 100000 o
0\ \“ ‘H\ H\‘ \H \H“H\ H T ‘ T \]\.9\4"% ‘“”‘ ‘ \2\8\171-‘ \3?6\.\9‘ T
m/z--> 50 100 150 200 250 300 350 80000
Abundance Scan 3123 (21.737 min): BG053518.D\data.ms (-
240.3 60000
sub 40000
50
20000
ol 642 1181 1942 | 312.3355.
\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\ \\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 Time--> 21.70 21.80

Abundance Scan 2840 (20.071 min): BG053436.D\data.ms (- #79

244.3 Terphenyl-di4
Concen: 77.733 ng
RT: 20.063 min Scan# 2838
Ref 50 Delta R.T. ©0.001 min
Lab File: BG@53518.D
Acq: 10 May 2022 21:31
421 802 122216021983 |
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ . .
m/z--> 50 100 150 200 250 300 Tgt Ion:244 Resp: 735258
Abundance Scan 2838 (20.063 min): BG053518.D\data.ms 10" Ratio Lower Upper
244.3 244 100
212 7.5 6.5 9.7
122 6.2 5.0 7.4
Raw 50
Abundance
500000 20,063
ol 241 122218921985 || 5811 308,
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 400000
Abundance Scan 2838 (20.063 min): BG053518.D\data.ms (-
2443 300000
Sub 200000
50
100000
ol 4L 122218021085 | 2811 308, /A\
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ \\\‘\\\\’\\\\\
miz--> 50 100 150 200 250 300  Time--> 20.00 20.10

BGO53518.D 8270-BGO50522.M

Wed May 11 15:30:02 2022
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Abundance Scan 3685 (25.035 min): BG053436.D\data.ms (- #86

BGO53518.D (Gl ql] (=10
2022 21:31 NAVEEPIPPIE D

NIt BElInstrument :

264.3 Perylene-d12
Concen: 20.000 ng
RT: 25.015 min
Ref 50 Delta R.T. -0.005 min
Lab File:
132. Acq: 10 May
0 5?17 . il 208'1\” Ll
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ . .
m/z--> 50 100 150 200 250 300 350 18t Ion:264 Resp: 19288
Abundance Scan 3681 (25.015 min): BG053518.D\datams 10N Ratlo Lower Upper
264.3 264 100
260 21.8 19.0 28.6
265 21.1 17.4 26.2
Raw 50
Abundance
1322 60000 25(15
0 5?13 I \H- 20?.2“ Ll 355.
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance Scan 3681 (25.015 min): BG053518.D\data.ms (- 40000
264.3
Sub
50 20000
132.2
ofi3L 880 . 18012222 4 355 e
miz--> 50 100 150 200 250 300 350 Time-->  24.90 25.00 25.10

BGO53518.D 8270-BGO50522.M

Wed May 11 15:30:02 2022

Manual Integrations
APPROVED

Reviewed By :Christian Giraldo
Supervised By :Jagrut Upadhyay

05/11/2022
05/11/2022
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