Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BGO51050.D

Acqg On : 15 Nov 2021 20:46

Operator : CG/JU

Sample : M4674-09 :
Misc . MF-WATER-COMP

ALS Vvial : 10 Sample Multiplier: 1

Manual Integrations
Quant Time: Nov 16 00:41:04 2021 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.M Reviewed By -Jagrut Upadhyay  11/16/2021
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :mohammad ahmed ~ 11/17/2021
QLast Update : Mon Nov 15 ©3:55:35 2021
Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 8.221 152 41670 20.000 ng 0.00
21) Naphthalene-d8 11.053 136 184768 20.000 ng # 0.00
39) Acenaphthene-die 14.849 164 134373 20.000 ng 0.00
64) Phenanthrene-d10 17.598 188 285086 20.000 ng # 0.00
76) Chrysene-di12 21.893 240 227232 20.000 ng # 0.00
86) Perylene-di12 25.301 264 222902 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.759 112 147871 53.084 ng 0.00

7) Phenol-dé 7.369 99 134223 34.138 ng 0.00
23) Nitrobenzene-d5 9.402 82 336284 80.567 ng 0.00
42) 2,4,6-Tribromophenol 16.341 330 138920 103.309 ng 0.00
45) 2-Fluorobiphenyl 13.474 172 656106 77.149 ng 0.00
79) Terphenyl-di4 20.190 244 963091 77.553 ng 0.00

Target Compounds Qvalue
32) Benzoic acid 10.289 122 7472m 3.637 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\BG111621\
Data File : BGO51050.D

Acqg On : 15 Nov 2021 20:46

Operator : CG/JU

Sample : M4674-09 :
Misc . MF-WATER-COMP

ALS Vvial : 10 Sample Multiplier: 1

Manual Integrations

Quant Time: Nov 16 00:41:04 2021 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.M Reviewed By -Jagrut Upadhyay  11/16/2021
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :mohammad ahmed ~ 11/17/2021

QLast Update : Mon Nov 15 ©3:55:35 2021
Response via : Initial Calibration

Abundance TIC: BG051050.D\data.ms
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Benzoic acid
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Abundance Scan 807 (8.229 min): BG051028.D\data.ms (-7¢ #1

150.0 1,4-Dichlorobenzene-d4

Concen: 20.000 ng

RT: 8.221 min Scan# S{{EidllEies

Ref 50 115.0 Delta R.T. -0.008 min .

78.0 Lab File: BG@51050.D [(GICHIEEIel(EI(6H

“ | Acq: 15 Nov 2021 20:46 WMai/ai=;Seel3
I \ iy \M\M i "

g RERAA B 00 80 100 120 140 160 Tet Ton:152 Resp:  4167@MVLUIEINGICE CULnt

Abundance  Scan 805 (8.221 mln). BG051050.D\datams ~ 10N Ratio Lower Upper SRAULLIOMED)

1500 152 100 Reviewed By :Jagrut Upadhyay  11/16/2021
156 163.6 119.4 179.8F supervised By :mohammad ahmed — 11/17/2021
115 65.0 60.2 90.4

Raw 50
78.0 115.0 Abundance
52.0
-
G\\\8\\‘\‘\‘\\\“‘\“\“\\\‘\\\}“\\\\‘\\ 30000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 805 (8.221 min): BG051050.D\data.ms (-7¢ 8/221
150.0 20000
Sub 50
10000
78.0 115.0
52.0
G \3\5\'9\\‘!‘\“‘\\\“‘\HMU\\‘\\\\“\\\\‘\\ 0\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 160 Time-> 8.15 8.20 8.25 8.30

Abundance Scan 387 (5.761 min): BG051028.D\data.ms (-37 #5
112.0 2-Fluorophenol

64.0 Concen: 53.084 ng
RT: 5.759 min Scan# 386
Ref 50 Delta R.T. -0.002 min

92.0 Lab File: BG@51050.D
390 5 ‘1‘0“ A ‘ | Acq: 15 Nov 2021 20:46
w*wwwwwmwmwwww”w T

m/z--> 30 40 50 60 70 80 90 100 110 120 Tg&t Ion:112 Resp: 147871

Abundance  Scan 386 (5.759 min): BG051050.D\data.ms 10N Ratio Lower Upper
112.0 112 100

64 67.2 46.7 70.1

o

64.0 63 36.5 35.3 52.9
Raw 50
Abundance
92.0 5 459
390 510 ‘ ‘ 80000
0 \‘\\\‘U‘\\\\}‘\‘\\\‘\\\\‘\\\\‘\\\\‘\‘\\\‘\\\\‘ ‘\\\‘\\
mlz--> 30 40 50 60 70 80 90 100 110 120 60000
Abundance Scan 386 (5.759 min): BG051050.D\data.ms (-2¢
112.0
64.0 40000
Sub
50
20000
92.0
2000 | sl
o N AT . N e ———
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 570 5.80 5.90
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Abundance Scan 661 (7.371 min): BG051028.D\data.ms (-65 #7

99.0 Phenol-d6
Concen: 34.138 ng
RT: 7.369 min Scan# 6(gSiAtlEnls
Ref 50 711 Delta R.T. -0.002 min \A_
' Lab File: BG@51050.D |SUEIIEEICICHE
42‘1 B0 | ‘ H Acq: 15 Nov 2021 20:46 WERWNISZECEI
0\\\\\1‘“\‘1\\‘11\\}}1\\}}\\\\\\\\\‘\\\‘\\\\ .
Miz-> 3‘0 4‘0 5'0 Gb 7b sb 9‘0 160 ﬁo Tgt Ion: ‘99 Resp: 13422 BEVERNEINGIEIEWIS
Abundance  Scan 660 (7.369 min): BG051050.D\datams 1N Ratio Lower Upper SRALLAICNISE
99.0 29 100 Reviewed By :Jagrut Upadhyay  11/16/2021
42 19.8 20.5 30.7 Supervised By :mohammad ahmed  11/17/2021
71 37.9 41.5 62.3
Raw 50
711 Abundance
42.1 7.369
G\\‘\\\}}‘\H\\"ll\\‘i}l\“‘\\\\‘\\\\‘\\\\‘}\\\\‘\\\ 60000
m/z--> 30 40 50 60 70 80 90 100 110
Abundance Scan 660 (7.369 min): BG051050.D\data.ms (-57
99.0 40000
Sub 50
711 20000
42.1
54.0 ‘
) AT VPOV | R I 0L
m/z--> 30 40 50 60 70 80 90 100 110  Time--> 730  7.40
Abundance Scan 1288 (11.055 min): BG051028.D\data.ms (- #21
136.1  Naphthalene-d8
Concen: 20.000 ng
RT: 11.053 min Scan# 1287
Ref 50 Delta R.T. -0.001 min
Lab File: BGO51050.D
54.0 108.1 Acq: 15 Nov 2021 20:46
0 \3\8‘0‘\ T H\ T 1‘1\761”0‘19\2\'(\)‘ LA \‘H‘ ™1
miz--> 40 60 80 100 120 140 Tgt IOI’IZ:!.36 Resp: 184768
Abundance Scan 1287 (11.053 min): BG051050.D\data.ms Ion Ratio Lower Upper
136.1 136 100
137 12.2 8.2 12.2
54 10.7 5.5 8.3#
Raw 5 68 7.2 2.3  3.5#
Abundance
540 108.1 11,053
obdre L T80 Ll soo0o
miz--> 40 60 80 100 120 140
Abundance Scan 1287 (11.053 min): BG051050.D\data.ms (- 60000
136.1
40000
Sub
50
20000
54.0 108.1
0 ‘3‘7"9”“"1‘1‘761"?‘191(9‘m‘w‘”‘“‘“” O
m/z-—-> 40 60 80 100 120 140 Time--> 11.00 11.10
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Abundance Scan 1007 (9.404 min): BG051028.D\data.ms (-¢ #23

821 Nitrobenzene-d5
Concen: 80.567 ng
54.0 RT: 9.402 min Scan# 1(gEgilpl=gles
Ref 50 . 128.0 Delta R.T. -0.002 min /
Lab File: BG@51050.D (GUEINEETSICIR
98.0 Acq: 15 Nov 2021 20:46 WUISAIENISESECIIY
0 49'\0 . ‘ | 68"0 Lyl ‘ 112.0 |
Miz-> 4'0 Gb Sb 160 12‘0 | Tgt Ton: 82 Resp: 33628 MVENIERINELETE
Abundance Scan 1006 (9.402 min): BG051050.D\datams ~ 10N Ratio  Lower Upper BRALLAICNISE
82.1 82 100 Reviewed By :Jagrut Upadhyay  11/16/2021
128  38.8 29.8 44.68 supervised By :mohammad ahmed  11/17/2021
54 46.6 45.8 68.8
Raw 50 54.0
128.0  apundance
9.402
98.0
(O \‘\1?"(\)\‘!‘\ ‘165‘9}‘“\ T \“ \1\1\2.\1‘ —t T ] 150000
m/z--> 40 60 80 100 120
Abundance Scan 1006 (9.402 min): BG051050.D\data.ms (-¢
82.1 100000
Sub
50 54.0 128.0 50000
98.0
ol 00 || eso | | w21 | oL
miz--> 40 60 80 100 120 Time—>  9.30 9.40 9.50
Abundance Scan 1168 (10.350 min): BG051028.D\data.ms (- #32
77.0 105.0 Benzoic acid
Concen: 3.637 ng m
RT: 10.289 min Scan# 1157
Ref 50 510 Delta R.T. -0.060 min
' Lab File: BGO51050.D
Acq: 15 Nov 2021 20:46
0 L 221.C
- ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ . .
miz--> 40 60 80 100 120 140 160 180 200 220 '8t Ion:122 Resp: 7472
Abundance Scan 1157 (10.289 min): BG051050.D\data.ms Ion Ratio Lower Upper
105.0 122 100
o 105 128.8 92.3 132.3
77 103.8 66.5 106.5
Raw 50
51.0 Abundance
‘ ‘ 207.1
0\\\”“\‘\“\\ \‘\‘\‘M‘\\\‘\ \\\\‘\\\\ TTTT TTTT TTTT \‘\\\ TT 10 89
I I I I I I I I I I 3000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1157 (10.289 min): BG051050.D\data.ms (-
77.0 10P0 2000
Sub 50
51.0 1000
‘ 207.1
Oberttdb bt b e =
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 10.20 10.30 10.40
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Abundance Scan 1935 (14.856 min): BG051028.D\data.ms ( #39

162.1  Acenaphthene-d10
Concen: 20.000 ng
RT: 14.849 min Scan#t 1{gSagilnl=lee
Ref 50 Delta R.T. -0.007 min |
80.0 Lab File: BGO51050.D [SlUEERISEIIAEN
Acq: 15 Nov 2021 20:46 WISIAIISSEC)]S
35.8 54.0 ‘ 106.0 132.0 ‘
0\\\.‘\\N\H1\“‘“‘\1‘\\‘\‘i.\\“\\l‘i‘\\\l‘ .
m/z--> 40 60 80 100 120 140 160 Tgt IOI’]Z:!.64 RESpZ 13437 WY ERIEL Integratlons
Abundance Scan 1933 (14.849 min): BG051050.D\datams 1N Ratio Lower Upper BRELULIENIZS
160.1 12‘2‘ igg o 814 122 ol Revewed By:JagrutUpadnyay T1/16/2021

Supervised By :mohammad ahmed  11/17/2021

160 44.9 34.9 52.3

Raw 50
Abundance
80.0 80000 14.849
540 | 1060 1820 |
G\\\i‘\\}\H\‘\w‘\i‘\‘\‘\‘M\“HM‘\HM
m/z--> 40 60 80 100 120 140 160
- 60000
Abundance Scan 1933 (14.849 min): BG051050.D\data.ms (-
162.1
40000
Sub
50
20000
80.0
54‘-0 ‘ ‘ 106.0 132.0 ‘ 0
O bt e e T
m/z--> 40 60 80 100 120 140 160 Time--> 14.80 14.90

Abundance Scan 2188 (16.343 min): BG051028.D\data.ms (- #42

33L.¢ 2,4,6-Tribromophenol
Concen: 103.309 ng
RT: 16.341 min Scan# 2187
Ref 50 Delta R.T. -0.002 min
Lab File: BGO51050.D
Acq: 15 Nov 2021 20:46
O,
m/z--> 50 100 150 200 250 300 Tgt Ion:33@ Resp: 138926
Abundance Scan 2187 (16.341 min): BG051050.D\data.ms Ion Ratio Lower Upper
330 100
332 95.4 77.3 115.9
141 50.8 35.6 53.4
Raw 50
Abundance
16.841
80000
0,
miz--> 50 100 150 200 250 300
Abundance Scan 2187 (16.341 min): BG051050.D\data.ms (- 60000
329.¢
40000
Sub
20000
: L B B N
miz--> 50 100 150 200 250 300 Time--> 16.30 16.40
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Abundance Scan 1700 (13.475 min): BG051028.D\data.ms ( #45
2-Fluorobiphenyl

172.0
Ref 50
51.0 85.0 120.0 146.0 |
0\\\‘\\H\\‘\\\w‘\“\\\‘\\\\i\\\‘\‘}‘\“}\‘\\“\‘\
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1699 (13.474 min): BG051050.D\data.ms
172.1
Raw 50
0 39.0 I 63'0 \\\\85 0 1200 L 14“6“0 L ‘
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1699 (13.474 min): BG051050.D\data.ms (-
172.1
Sub
50
39 0 63\ O \\\\85‘\ 0 120 0 | 14\.?\\0 L ‘
R
m/z--> 40 60 80 100 120 140 160

Concen: 77.149 ng
RT: 13.474 min Scan#t 1([gEigial=laies
Delta R.T. -0.001 min VA
Lab File: BG@51050.D |SUEIIEEICICHE
Acq: 15 Nov 2021 20:46 WISIAIISSEC)]S
Tgt Ion:172 Resp: 65610 VENIVEIRIGIE[E Tl
Ion Ratio Lower Upper BWAEE{ON/SD)
172 1ee Reviewed By :Jagrut Upadhyay  11/16/2021
171 37.9 28.6  43.00 supervised By :mohammad ahmed ~ 11/17/2021
170 25.1 18.6 27.8
Abundance
400000 13.474
300000
200000
100000
\\\\\\‘\\\\‘\\
Time--> 13.40 13.50 13.60

Abundance Scan 2402 (17.600 min): BG051028.D\data.ms (- #64
Phenanthrene-di10

188.1

80.0

0.1
520 | 108.1132.0 \H I

40 60 80 100 120 140 160 180

188.1

80.0
520 | 10801321 " ||

200
Scan 2401 (17.598 min): BG051050.D\data.

ms

40 60 80 100 120 140 160 180

188.1

0.1
il w‘ ‘10801321 \H m

200

Scan 2401 (17.598 min): BG051050.D\data.ms (:

Ref 50
0

m/z-->
Abundance
Raw 50
0

m/z-->
Abundance

Sub

50
0

m/z-->

BGO51050.D 8270-BG111321.M

40 60 80 100 120 140 160 180 20

0

Concen: 20.000 ng
RT: 17.598 min Scan# 2401
Delta R.T. -0.001 min
Lab File: BGO51050.D
Acq: 15 Nov 2021 20:46
Tgt Ion:188 Resp: 285086
Ion Ratio Lower Upper
188 100
94 9.4 5. 8.0#
80 11.9 3. 5.5#
Abundance
17.598
150000
100000
50000
OV \\\\‘\\\\‘\
Time--> 17.50 17.60 17.70

Wed Nov 17 13:22:37 2021
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Abundance Scan 3134 (21.901 min): BG051028.D\data.ms (- #76

240.2 Chrysene-d12
Concen: 20.000 ng
RT: 21.893 min Scan#t 3l
Ref 50 Delta R.T. -0.007 min IA_
Lab File: BG@51050.D [(GICHIEEIel(EI(6H
8.0 ‘ Acq: 15 Nov 2021 20:46 WUEINENISISEOZ
0\42\ P\ T \ \‘ "‘\‘H T ‘ \ T \.()‘H “‘“““ \2\8\]"\]_‘ \3?7\\1‘ T
m/z--> 50 100 150 200 250 300 350 Tgt IOI’]Z?40 Resp: 22723 \ERIEL Integrations
Abundance Scan 3132 (21.893 min): BG051050.D\datams 10N Ratio Lower Upper BRNEOMN=0)
240.2 240 100 Reviewed By :Jagrut Upadhyay
120 10.7 4.2 6. Supervised By :mohammad ahmed
236  26.9 21.8 32.
Raw 50
Abundance
21.893
0 66.0 U \‘ \H 191 Q\ Lulll 28;"0 341.0
\\‘\\\\’\\\‘\\\\‘\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 100000
Abundance Scan 3132 (21.893 min): BG051050.D\data.ms (-
240.2
50000
Sub
50
0 660 il \‘ \H ‘180'0 Ll 285.1 343.0 0
B B e e e AL — —
m/z--> 50 100 150 200 250 300 350 Time--> 21.80 22.00
Abundance Scan 2842 (20.185 min): BG051028.D\data.ms (- #79
244.2 Terphenyl-di4
Concen: 77.553 ng
RT: 20.190 min Scan# 2842
Ref 50 Delta R.T. ©0.005 min
Lab File: BGO51050.D
. Acq: 15 Nov 2021 20:46
54.0 L1981
G\\“\‘\ 1‘\"”\\\\‘“\\\‘\“\‘\H\‘\\\\‘\\\\i\
m/z--> 50 100 150 200 250 300 350 8t Ion:244 Resp: 963091
Abundance Scan 2842 (20.190 min): BG051050.D\data.ms 10" Ratio Lower Upper
2412 244 100
212 8.4 6.9 10.3
122 10.8 5.0 7.6#
Raw 50
Abundance
1291 20190
0%9“%\??‘.:\"-"“\ ‘\‘ \.“\ “‘1‘ \‘\J‘-\ “ ‘%\‘\H‘\M“ L \3\5‘5\ 600000
m/z--> 50 100 150 200 250 300 350
Abundance in): ]
Scan 2842 (20.190 min): B(BziilgWD\data.ms ( 400000
sub o 200000
122.1
o201 gy | e S —
miz--> 50 100 150 200 250 300 350 Time-> 20.10 20.20 20.30

BGO51050.D 8270-BG111321.M

Wed Nov 17 13:22:37 2021
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Abundance Scan 3713 (25.303 min): BG051028.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.000 ng

RT: 25.301 min Scan# 3[[Eigil=lies

Ref 50 Delta R.T. -0.001 min
Lab File: BG@51050.D [(GICHIEEIel(EI(6H
132.0 Acq: 15 Nov 2021 20:46 WISIAINSESEONIS
0820 900, | 1es9 | sss
m/z--> 50 100 150 200 250 300 350 Tgt Ion:264 Resp: 22290 hAanuaIHnegraﬂons
Abundance Scan 3712 (25.301 min): BG051050.D\data.ms 10N Ratio Lower Upper BRAGLON=0)

264.2 264 100
260 24.9 19.4 29.2
265 22.5 16.9 25.3

Reviewed By :Jagrut Upadhyay 11/16/2021
Supervised By :mohammad ahmed  11/17/2021

Raw 50
Abundance
132.0 207.0 25.801
mo 0 T | s
G\\”‘\”\ \'\“‘\”‘\‘\\"\\\\“‘\\\”\‘\\\\‘\\\\|\ 60000
m/z--> 50 100 150 200 250 300 350
Abundance Scan 3712 (25.301 min): BG051050.D\data.ms (-
26f-1 40000
Sub
50 20000
132.0
ol 641 | 18012220 || 3250 0
e B e m s S B R
m/z--> 50 100 150 200 250 300 350 Time--> 25.20 25.40
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