Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128760.D

Acqg On : 10 Jun 2022 15:49
Operator : CG\JU

Sample : N3286-04

Misc

ALS vial : 7 Sample Multiplier: 1

Manual Integrations
Quant Time: Jun 11 01:27:05 2022 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M Reviewed By :Christian Giraldo  06/13/2022
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :Jagrut Upadhyay — 06/13/2022
QLast Update : Wed Jun 08 14:28:39 2022
Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.798 152 69749 20.000 ng -0.01
21) Naphthalene-d8 8.086 136 266401 20.000 ng #-0.01
39) Acenaphthene-die 9.839 164 152731 20.000 ng -0.02
64) Phenanthrene-d10 11.327 188 266098 20.000 ng -0.01
76) Chrysene-di12 13.974 240 128791 20.000 ng #-0.01
86) Perylene-di12 15.433 264 145927 20.000 ng -0.01

System Monitoring Compounds

5) 2-Fluorophenol 5.445 112 216784 49.506 ng -0.01

7) Phenol-dé 6.463 99 172715 32.312 ng -0.02
23) Nitrobenzene-d5 7.369 82 482152 84.265 ng -0.01
42) 2,4,6-Tribromophenol 10.639 330 208413 115.490 ng -0.01
45) 2-Fluorobiphenyl 9.163 172 964055 88.420 ng -0.01
79) Terphenyl-di4 12.921 244 795654 107.349 ng -0.01

Target Compounds Qvalue
32) Benzoic acid 7.869 122 6737m 2.693 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\BF061022\
Data File : BF128760.D

Acqg On : 10 Jun 2022 15:49
Operator : CG\JU

Sample : N3286-04

Misc

ALS vial : 7 Sample Multiplier: 1

Manual Integrations

Quant Time: Jun 11 01:27:05 2022 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@60222.M Reviewed By :Christian Giraldo  06/13/2022
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :Jagrut Upadhyay — 06/13/2022

QLast Update : Wed Jun 08 14:28:39 2022
Response via : Initial Calibration

Abundance TIC: BF128760.D\data.ms
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Abundance Scan 772 (6.828 min): BF128639.D\data.ms (-76 #1

150.0 | 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 6.798 min Scan# 7(gSiAtlEnls

Ref 50 115.0 Delta R.T. -0.012 min L
521 781 Lab File: BF128760.D [(CUEhISEIollEIl0f
‘ ‘ Acq: 10 Jun 2022 15:49 WIUE
0132 il 960 | 1310 )
m/z--> 40 60 80 100 120 140 160 Tgt Ion:152 RESpZ 6974 hAanuaIHuegraﬂons

Abundance  Scan 767 (6.798 min) BF128760 D\datams | 10N Ratio  Lower Upper BRAGLON=0)

1500 152 100 Reviewed By :Christian Giraldo  06/13/2022
156 161.4 123.7 185.58 supervised By :Jagrut Upadhyay —06/13/2022
115 68.7 49.9 74.9

Raw  5p 115.0 B
52.1 78.1 unaance “‘
G T T \‘} T ‘ T T ‘\ \9\7’8\ T }‘ ‘ \1-\3\1-.\8‘ T ‘\“\ ‘ T \“““\
miz--> 40 60 8 100 120 140 160 100000 [
Abundance
150.0
<ub 50000
50 115.0
521 78.1
0 97.8 131.8 0
ettty P78l 1318 e
m/z--> 40 60 80 100 120 140 160 Time-> 6.75  6.80

Abundance Scan 542 (5.475 min): BF128639.D\data.ms (-53 #5

112.1 2-Fluorophenol
64.1 Concen: 49.506 ng
RT: 5.445 min Scan# 537
Ref 50 Delta R.T. -0.012 min
92.0 Lab File: BF128760.D
38.1 50.1 Acq: 10 Jun 2022 15:49
0\‘\\\‘U‘\\\\‘M\‘\‘\\’w\‘\\‘\z\\‘q\\\\‘\\\\‘\\\\"\\\‘\
miz--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:112 Resp: 216784
Abundance  Scan 537 (5.445 min): BF128760.D\datams | 10N Ratio Lower Upper
112.0 112 100
64 65.1 53.3 79.9
64.0 63 37.3 28.0 42.0
Raw 50
920 Abundance
38.1 50,0 ‘ 200000
0\‘\\\‘“‘\\\\}‘\‘\‘\\’w\‘\\‘\\\\“\\\\‘\\\\‘\\\\"\\\‘\
m/z--> 30 40 50 60 70 80 90 100 110 120 150000
Abundance
112.0
100000
64.0
Sub
50
50000
92.0
o 38.1 50.0 79.0 \
T S AN NS &t DT IR RESEEREN (R R B R e
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 5.40 5.45 5.50

BF128760.D 8270-BF060222.M

Mon Jun 13 16:07:06 2022
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Abundance Scan 716 (6.498 min): BF128639.D\data.ms (-71 #7

99.1 Phenol-d6
Concen: 32.312 ng
RT: 6.463 min Scan# 7UgSIA T
Ref 50 7.1 Delta R.T. -0.018 min [N
21 Lab File: BF128760.D (GUCIEERTIEIH
54.0 Acq: 10 Jun 2022 15:49 WNIUE
0\\‘\H\H‘“\‘\‘\\i‘H\‘1‘1‘}‘\“1“‘1\\\8’2\‘.}\\‘H\HHH‘
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: ‘99 Resp: 17271 Manual Integrations
Abundance  Scan 710 (6.463 min): BF128760.D\data.ms | 100 Ratio Lower Upper EEeULSEEISy
99.1 29 1@ Reviewed By :Christian Giraldo 06/13/2022
42 22.5 17.3 25.98 supervised By :Jagrut Upadhyay — 06/13/2022
71 40.4 28.9 43.3
Raw 50
1 Abundance
21 150000 6
54.1
G\\‘\\\\“H\‘\‘\\“\‘1\1‘\}\‘\‘“‘\\\\8’2\.}\\‘\\\1“\\\\‘
m/z--> 30 40 50 60 70 80 90 100
Abundance 100000
99.1
Sub
50000
50 71.1
42.1 I\
41 82.1 o L v
Ol e e e e e e e
m/z--> 30 40 50 60 70 80 90 100 Time-->  6.40  6.50

Abundance Scan 990 (8.110 min): BF128639.D\data.ms (-98 #21

136.1  Naphthalene-d8

Concen: 20.000 ng

RT: 8.086 min Scan# 986

Ref 50 Delta R.T. -0.012 min
Lab File: BF128760.D
54.1 108.1 Acq: 10 Jun 2022 15:49
o383 T Tehero [l
miz--> 40 60 80 100 120 140 T8t Ion:136 Resp: 266401

Abundance  Scan 986 (8.086 min) BF128760.D\data.ms | 1ON  Ratio  Lower Upper
136.1 136 100

137 10.5 8.8 13.2
54 7.9 7.5 11.3
Raw gg 68 4.0 4.7 7.14#
Abundance
108.1 8.f86
o, 381 O 78193, Al 250000
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\
miz--> 40 60 80 100 120 140 200000
Abundance
136.1 150000
Sub 100000
50
50000
108.1
ol 381 541 760 919 0
S P PR . 2 N S | .
miz--> 40 60 80 100 120 140 Time--> 8.05 8.10
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Abundance Scan 868 (7.392 min): BF128639.D\data.ms (-86 #23

82.1 Nitrobenzene-d5
Concen: 84.265 ng
541 RT: 7.369 min Scan# 8(gSiidtipl=lgies
Ref 50 128.1 Delta R.T. -0.012 min [\
Lab File: BF128760.D (GUCIEERTIEIH
Acq: 10 Jun 2022 15:49 LMIE

. 0 60 80 100 130 140 160 180 200 Tgt Ion: 82 Resp: 48215 MVENIEINIEG TNt
Abundance  Scan 864 (7.269 min) BF128760 D\datams | 10N Ratio Lower Upper BRAGLON=0)
1

82. 82 100 Reviewed By :Christian Giraldo  06/13/2022
128 40.5 34.0 51.0f suypervised By :Jagrut Upadhyay — 06/13/2022

o

54.1 54 58.8 46.9 70.3
Raw 50
128.1 Abundance
G\\\i‘\\!‘\’\\‘\l"\\\\“\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\ 400000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance 300000
82.1
200000
Sub 54.1
50 128.1
100000
Ottt e e e o
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 7.30 7.35 7.40

Abundance Scan 958 (7.922 min): BF128639.D\data.ms (-94 #32

770 105.1 Benzoic acid
' 122.1 Concen: 2.693 ng m
RT: 7.869 min Scan# 949
Ref 50 51.0 Delta R.T. -0.041 min
Lab File: BF128760.D
38.1 Acq: 10 Jun 2022 15:49
0 \‘\\\‘\H.‘H‘H“\“H\’Gﬁqu_‘\‘\““‘\\\\‘2\'\‘(\)\‘\11\‘\\\\‘\‘\\\‘\
miz--> 30 40 50 60 70 80 90 100110120130 I8t Ion:122 Resp: 6737
Abundance  Scan 949 (7.869 min): BF128760.D\datams | 10N Ratio Lower Upper
77.1 105.1 122 100
1221 105 124.3 107.1 147.1
77 111.1 74.2 114.2
Raw 50 51.0
Abundance
38 O‘
0 \‘\\\‘1“‘“\U\\“\“\‘\‘\“’\\‘\\‘\‘\ml‘\\\\‘\}\\“\\1\‘\\\\‘\‘\\\‘\ 4000
m/z--> 30 40 50 60 70 80 90 100110120130
Abundance ): B roed 3000
’ T 1221
2000
Sub 51.0
50
1000
38.0
O bl ot e el o
miz--> 30 40 50 60 70 80 90 100110120130 Time—> 7.80 7.90  8.00
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Abundance Scan 1289 (9.869 min): BF128639.D\data.ms (-1 #39

162.2 | Acenaphthene-di1e
Concen: 20.000 ng
RT: 9.839 min Scan# 1lgSEgilplgles
Ref 50 Delta R.T. -0.018 min |
Lab File: BF128760.D [(®ICHIEEIelE(CH
Acq: 10 Jun 2022 15:49 LMIE
541 820400; 1321
o+ttt e .
m/z--> 4‘0 6‘0 85 1(‘)0 12‘0 1)10 1é0 Tgt Ion::}64 Resp: 152738V EGUEIRICEEWTeIg
Abundance Scan 1284 (9.839 min) BF128760 D\datams | 10N Ratio  Lower Upper BRAGLON=0)
162.2 164 100 Reviewed By :Christian Giraldo  06/13/2022
162 100.6 79.5 119.3 Supervised By :Jagrut Upadhyay 06/13/2022
160 45.3 34.2 51.4
Raw 50
Abundance
o, 801 9.839
0 \\“\\H\"\‘M\“““\\‘\\‘]-\0\8'\].\‘\]-\3\‘2‘;]-‘\\\1“ 150000
m/z--> 40 60 80 100 120 140 160
Abundance
162.2 100000
Sub
50 50000
80.1
54.1 106.1 1321
r— L ma e
m/z-> 40 60 80 100 120 140 160  Time-> 9.80 9.85 9.90

Abundance Scan 1424 (10.663 min): BF128639.D\data.ms (- #42
329.€ | 2,4,6-Tribromophenol
Concen: 115.490 ng

62.0 RT: 10.639 min Scan# 1420
Ref 50 Delta R.T. -0.012 min
143.0 Lab File: BF128760.D
2219 Acq: 10 Jun 2022 15:49
0 “L‘ \i‘ 1 N 1}0‘3‘\??%“ ;h‘ HJ‘«L8‘3‘-9‘ : UHH‘ : hl\\‘ e
miz--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 208413

Abundance Scan 1420 (10.639 min): BF128760.D\data.ms ~ 1ON  Ratio  Lower Upper
320.¢ 330 100

332 96.4 76.8 115.2
141 33.8 28.0 42.0

Raw 50
62.0 0 Abundance
141. 10.539
H 221.9 200000
0 T ‘\ “ }‘ \H\ ” ‘ \H\ T \h‘ \1\ﬁ\0.\1‘ T U“h\ \‘l“\ T 1 7T ‘ T
- 50 100 150 200 250 300
m/z--> 150000
Abundance
329.€
100000
Sub
50
62.0 50000
141.0
221.9
0 180.1 0 L S —~
e L e O R R S
miz--> 50 100 150 200 250 300 Time--> 10.60 10.70
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Abundance Scan 1174 (9.192 min): BF128639.D\data.ms (-1 #45

172.1 2-Fluorobiphenyl
Concen: 88.420 ng
RT: 9.163 min Scan# 1lgSiEgilpglgles
Ref 50 Delta R.T. -0.012 min |
Lab File: BF128760.D (GUCIEERTIEIH
Acq: 10 Jun 2022 15:49 WNIIE
0 51\'1 \\85\'0 129'1\14\6.\\1 | ‘ . !
e T e e e Th 150 186 260 Tat Ton:172 Resp: 96405 NNl C
Abundance Scan 1169 (9.163 min): BF128760.D\datams | 10N Ratio Lower Upper BEetdieiisy
172.1 172 166 Reviewed By :Christian Giraldo  06/13/2022
171 35.3 28.8 43.20 supervised By :Jagrut Upadhyay — 06/13/2022
170 23.4 19.8 29.8
Raw 50
Abundance
9.163
1 146.1
G TTT ‘\5\]‘-‘\.\]-‘ ‘\ T \“‘}8‘5\“\ TT ‘ T \]\-\2"(]\.(\)\‘\ ’ 1‘\‘” T ’ T \‘ ‘\ ‘ LI ‘ TT 800000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance 600000
172.1
400000
Sub
50
200000
51.0 85.1 120.0 146.1
O et e e Al e e
miz--> 40 60 80 100 120 140 160 180 200 Time->  9.10 9.15 9.20

Abundance Scan 1542 (11.357 min): BF128639.D\data.ms (- #64

188.2 Phenanthrene-d10
Concen: 20.000 ng
RT: 11.327 min Scan# 1537
Ref 50 Delta R.T. -0.012 min
Lab File: BF128760.D
80.1 Acq: 10 Jun 2022 15:49
0 \4?% ey ”1. i“ 1T ]\-3\‘2\1‘ ‘L! t \M\ T ‘2\67\\8 \3‘19'\
miz--> 50 100 150 200 250 300 I8t Ion:188 Resp: 266098
Abundance Scan 1537 (11.327 min): BF128760.D\datams | 10N Ratio Lower Upper
188.2 188 100
94 7.3 7.0 10.6
80 8.0 7.6 11.4
Raw 50
Abundance
0 \4.?.‘]- T ‘\83.]\:‘ ‘ T ]\-3\2.\1‘ “! T \H\ ‘ L ‘ L ‘ LU 300000
m/z--> 50 100 150 200 250 300
Abundance
188.2 200000
sub o 100000
5420 801 1321 0 AN
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 Time--> 11.30 11.35
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Abundance Scan 1991 (13.998 min): BF128639.D\data.ms (- #76

240.2 Chrysene-d12
Concen: 20.000 ng
RT: 13.974 min Scan#t 1{gigiil=gles
Ref 50 Delta R.T. -0.012 min
Lab File: BF128760.D (GUCIEERTIEIH
Acq: 10 Jun 2022 15:49 LMIE

120.1
0420 761 ) 1561 2081 | 579,
Mz 5‘0 160 1é0 2(‘)0 2!30 Tgt Ion:g4e Resp: 12879 RMVERNEINGICI g
Abundance Scan 1987 (12.974 min) BF128760 D\datams 10N Ratio Lower Upper BRAGLON=0)
240.2 240 100 Reviewed By :Christian Giraldo  06/13/2022
120 6.9 8.9 13. Supervised By :Jagrut Upadhyay 06/13/2022
236 24.4 20.8 31.
Raw 50
Abundance
13.074
o431 851 1181 158 2082 | ogq-
T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T T ‘ T T L
m/z--> 50 100 150 200 250
Abundance 100000
240.2
Sub 50000
50
ol 520 850 11%1 1561 2082 281. 0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 Time--> 13.95 14.00

Abundance Scan 1812 (12.945 min): BF128639.D\data.ms (- #79

244.2 Terphenyl-di4

Concen: 107.349 ng

RT: 12.921 min Scan# 1808
Ref 50 Delta R.T. -0.012 min

Lab File: BF128760.D

Acq: 10 Jun 2022 15:49
541 921 122.1 1601 2122

0 ‘” L by ‘\‘ I “‘\“ B — “ \“\‘\ “N“ T
miz--> 50 100 150 200 250 Tgt Ion:244 Resp: 795654

Abundance Scan 1808 (12.921 min): BF128760.D\data.ms |~ 1ON  Ratio  Lower Upper
244.2 244 100

212 7.2 6.1 9.1
122 8.5 8.8 13.24#
Raw 50
Abundance
122.1 160.1 212.2 800000
T \5‘4‘..\]-\8\4.-\1-“\ \‘\‘\ ‘ ‘\‘ T T T ‘ \‘\‘\“\‘H‘ T T
m/z--> 50 100 150 200 250
Abundance 600000
244.2
400000
Sub
50
200000
ol 541 901 1221 1801 2122 0
\\‘\\\\‘\ \‘\ \‘\ \‘\\ \\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250  Time--> 12.90 13.00
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NeElE:ApAlnstrument :

BF128760.D (®IEIEEqI](E(08

Abundance Scan 2240 (15.462 min): BF128639.D\data.ms (- #86
264.1 Perylene-d12
Concen: 20.000 ng
RT: 15.433 min
Ref 50 Delta R.T. -0.012 min
Lab File:
1321 Acq: 10 Jun 2022 15:49 WANEE
of30 881 | 1941 .
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ . .
miz--> 50 100 150 200 250 300 350 I8t Ion:264 Resp: 14592
Abundance Scan 2235 (15.433 min): BF128760.D\datams | 100 Ratio Lower Upper
264.2 264 100
260 22.7 18.4 27.6
265 21.8 17.2 25.8
Raw 50
Abundance
132.1 207.0
0\4.\3.‘()\ \8\8\.? \H\ ‘U\ ‘ LI “\.\ \‘\ ““\“\ T ‘ T \3\5‘5\- 100000
m/z--> 50 100 150 200 250 300 350
Abundance
264.1
50000
Sub
5
0
0 76.0 180.2222.1 355. 0
it s T | MM & —
miz--> 50 100 150 200 250 300 350 Time--> 1540  15.50
BF128760.D 8270-BF060222.M Mon Jun 13 16:07:12 2022

Manual Integrations
APPROVED

Reviewed By :Christian Giraldo
Supervised By :Jagrut Upadhyay

06/13/2022
06/13/2022
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