Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11122\
Data File : BF126591.D

Acqg On : 11 Jan 2022 14:45

Operator : JU/CG

Sample : N1054-03RE :
Misc : 20220016-CAPE-3-COMP

ALS Vvial : 10 Sample Multiplier: 1

Quant Time: Jan 11 17:05:14 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Mon Jan 10 14:50:31 2022

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.769 152 90712 20.000 ng 0.00
21) Naphthalene-d8 8.051 136 399064 20.000 ng # 0.00
39) Acenaphthene-di10 9.810 164 198947 20.000 ng 0.00
64) Phenanthrene-d10 11.292 188 328558 20.000 ng 0.00
76) Chrysene-di12 13.939 240 245522 20.000 ng 0.00
86) Perylene-di12 15.404 264 209217 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol .398 112 861856 136.440 ng
7) Phenol-dé .410 99 1113675 136.121 ng .00
23) Nitrobenzene-d5 .333 82 703362 90.499 ng .00

5 0.02
6 0
7 0
42) 2,4,6-Tribromophenol 10.604 330 273378 177.824 ng 0.00
9 0
2 0

45) 2-Fluorobiphenyl .133 172 1027027 90.843 ng .00
79) Terphenyl-di4 12.892 244 936279 74.092 ng .00
Target Compounds Qvalue
19) n-Nitroso-di-n-propyla... 7.333 70 90330 19.348 ng # 81
25) Isophorone 7.333 82 702264 50.475 ng # 69
51) 2,6-Dinitrotoluene 9.810 165 26015 9.699 ng # 20
57) 2,4-Dinitrotoluene 9.810 165 26015 7.518 ng # 14
67) 4-Bromophenyl-phenylether 10.604 248 14469 4.961 ng # 1
77) Benzidine 12.892 184 11613 Below Cal # 95

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011122\
Data File : BF126591.D

Acqg On : 11 Jan 2022 14:45

Operator : JU/CG

Sample : N1054-03RE :
Misc : 20220016-CAPE-3-COMP

ALS Vvial : 10 Sample Multiplier: 1

Quant Time: Jan 11 17:05:14 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Mon Jan 10 14:50:31 2022

Response via : Initial Calibration

Abypdance TIC: BF126591.D\data.ms
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Abundance Scan 801 (6.798 min): BF126402.D\data.ms (-79 #1

150.0 | 1,4-Dichlorobenzene-d4

Concen: 20.000 ng

RT: 6.769 min Scan# 7UgSiidtinlEnles

Ref 50 115.0 Delta R.T. -0.000 min _
500 780 Lab File: BF126591.D [(GEhlSEIlellEIl0f
‘ ‘ Acq: 11 Jan 2022 14:45 AUZRIRENG=eReleV|d
[ \‘i T \‘\‘\‘ T ST \“!‘ ‘i \“\‘\g§.‘9\ T 1‘ T \1\3\2\0‘ T
m/z--> 40 60 80 100 120 140 160 Tgt Ion:152 Resp: 906712

Abundance  Scan 796 (6.769 min): BF126591.D\data.ms | 1N Ratio Lower Upper
1500 152 100

150 156.9 128.1 192.1
115 63.5 56.7 85.1

Raw 50
1150 Abundance
52.0 78.0
150000
(o \‘i T \‘!‘\‘ [T \“\‘ \9\8‘0\ T 1“ T \‘\“\ T
m/z--> 40 60 80 100 120 140 160 69
Abundance Scan 796 (6.769 min): BF126591.D\data.ms (-77
100000
150.0
Sub
50 115.0 50000
52.0 78.0
GHMu_”w!““‘9‘8-‘0“;\_me O
m/z--> 40 60 80 100 120 140 160 Time--> 6.75 6.80

Abundance Scan 564 (5.404 min): BF126402.D\data.ms (-55 #5
112.0 2-Fluorophenol
Concen: 136.440 ng

64.0 RT: 5.398 min Scan# 563
Ref 50 Delta R.T. ©0.018 min
92.0 Lab File: BF126591.D
Acq: 11 Jan 2022 14:45
miz--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:112 Resp: 861856

Abundance  Scan 563 (5.398 min): BF126591 D\datams 10N Ratio Lower Upper
112.0 112 100

64 62.4 49.5 74.3

64.0 63 30.4 23.9 35.9
Raw 50
920 Abundance
‘ ) 5.398
0 0 500) .80 600000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 563 (5.398 min): BF126591.D\data.ms (-50
112.0 400000
64.0
Sub
50 200000
92.0
0 38.050.080#}) o [T \p‘ T
miz--> 30 40 50 60 70 80 90 100 110 120 Time-> 5.30 5.40 5.50
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Abundance Scan 738 (6.428 min): BF126402.D\data.ms (-73 #7

99.1 Phenol-d6
Concen: 136.121 ng
RT: 6.410 min Scan# 71EdllEgies
Ref 50 Delta R.T. -0.000 min |
Lab File: BF126591.D (SUEEHISEIIAE
42.1 ‘ Acq: 11 Jan 2022 14:45 20220016-CAPE-3-COMP
0\“““”‘”‘\“‘\‘\\“‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 Tgt Ion: 99 RESpZ 1113675
Abundance  Scan 735 (6.410 min): BF126591.D\datams 100 Ratio Lower Upper
99.1 99 100
42 18.8 14.2 21.4
71 33.7 24.3 36.5
Raw 50
Abundance
42.1 800000 6.410
Ow‘w\” 281
m/z--> 50 100 150 200 250 600000
Abundance Scan 735 (6.410 min): BF126591.D\data.ms (-68
99.1
400000
Sub
50 200000
42.1
0 [ A — “%8}{ OL‘*’
miz--> 100 150 200 250 Time-> 6.30 6.40 6.50 6.60

Abundance Scan 872 (7.216 min): BF126402.D\data.ms (-86 #19

431 701 n-Nitroso-di-n-propylamine
105.0 Concen: 19.348 ng
RT: 7.333 min Scan# 892
Ref 50 Delta R.T. 0.141 min
Lab File: BF126591.D
130.1 Acq: 11 Jan 2022 14:45
0‘H“H\‘;\“‘H‘m‘h"H“‘\H‘“‘l”““HH‘HH‘HH‘HH
miz--> 40 60 80 100 120 140 160 180 200  'gt Ion: 76 Resp: 96330
Abundance  Scan 892 (7.333 min): BF126591.D\data.ms Ion Ratio Lower Upper
82.1 70 100
42 48.1 45.8 68.8
101 0.0 6.9 10.3#
Raw o] 40 128.1 139 2.1 14.4 21.6#
Abundance
80000
0H“i‘”!‘w‘“‘“i“””‘w”w”wmewmwm
m/z--> 40 60 80 100 120 140 160 180 200 60000
Abundance Scan 892 (7.333 min): BF126591.D\data.ms (-81,
fal 40000
Sub 54.0
50 128.1 20000
0“‘i“‘!‘\‘“‘}\“““\‘“‘\‘““\““\““\““\““ O — SSEBERSE
miz--> 40 60 80 100 120 140 160 180 200  Time--> 730 735
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Abundance Scan 1019 (8.080 min): BF126402.D\data.ms (-1 #21
136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 8.051 min Scan# 1{gfSidtipl=lpias
Ref 50 Delta R.T. -0.006 min
Lab File: BF126591.D [(GICHIEEGIel(E(6H
540 o), 108.1 Acq: 11 Jan 2022 14:45 AZZNNGRCIE=SReold
SO N Y IO, RO 1
m/z--> 40 60 80 100 120 140 160 180 200220 T8t Ton:136 Resp: 399064
Abundance Scan 1014 (8.051 min): BF126591.D\datams | 10N Ratlo Lower Upper
136.1 136 100
137 10.6 8.6 13.0
54 8.2 7.8 11.6
Raw 5 68 6.1 6.3  9.5#
Abundance
108.1 400000 8.051
m/z--> 40 60 80 100 120 140 160 180 200 220 300000
Abundance Scan 1014 (8.051 min): BF126591.D\data.ms (-9
136.1
200000
Sub
50 100000
54.0 108.1
G“W””‘HW‘NW”‘WW”\”W\‘”‘W‘”\”‘W‘”‘W‘” 0“\““\““\“
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 8.00 8.05 8.10
Abundance Scan 897 (7.363 min): BF126402.D\data.ms (-89 #23
82.0 Nitrobenzene-d5
Concen: 90.499 ng
54.0 RT: 7.333 min Scan# 892
Ref 50 128.1 Delta R.T. -0.006 min
Lab File: BF126591.D
98.0 Acq: 11 Jan 2022 14:45
ol %00 Il eeb, ) I w20 |
mlz-—-> 40 60 80 100 120 Tgt IOI”I:.SZ Resp: 703362
Abundance  Scan 892 (7.333 min): BF126591.D\data.ms Ion Ratio Lower Upper
82.1 82 100
128 43.2 32.7 49.1
54 52.2 41.7 62.5
Raw 50 >0 128.1
Abundance
98.1 600000 7.333
400 |l een | med |
m/z--> 4b 6b gO 160 1%0
Abundance Scan 892 (7.333 min): BF126591.D\data.ms (-84 400000
82.1
Sub 50 54.0 1281 200000
98.1
ol 00 | esn | | me1 | oS b
miz--> 40 60 80 100 120 Time--> 7.30  7.40
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Abundance Scan 941 (7.622 min): BF126402.D\data.ms (-93 #25

82.0 Isophorone
Concen: 50.475 ng
RT: 7.333 min Scan# 8{gSiidiipl=lpies
Ref 50 Delta R.T. -0.265 min |
Lab File: BF126591.D (SUEEHISEIIAE
39.0 54.0 1381  Acq: 11 Jan 2022 14:45 AUZAUIESNGI=Tele]V3
0\\\‘“‘\\‘\“‘\‘\‘\\\H“\\\\‘:\L]\-O\-Q‘\\\\“‘\\
m/z—> 40 60 30 100 120 140 Tgt Ion: ‘82 Resp: 702264
Abundance  Scan 892 (7.333 min): BF126591.D\datams 10" Ratlo Lower Upper
82.1 82 100
95 0.0 5.0 7.44
540 138 0.0 12.3 18.5#
Raw 50 ' 128.1
Abundance
7.333
08.1 600000
0\\3\8‘}9\!‘\‘\‘\‘\\“”‘\\\\“\]\-1\3\.1‘\\‘\\‘\\
m/z--> 40 60 80 100 120 140
Abundance Scan 892 (7.333 min): BF126591.D\data.ms (-88 400000
82.1
Sub 54.0
50 128.1 200000
98.1
R P G o
m/z-> 40 60 80 100 120 140 Time--> 7.30 7.35 7.40

Abundance Scan 1318 (9.839 min): BF126402.D\data.ms (-1 #39

162.1 | Acenaphthene-di10

Concen: 20.000 ng

RT: 9.810 min Scan# 1313

Ref 50 Delta R.T. -0.006 min
80.0 Lab File: BF126591.D
Acq: 11 Jan 2022 14:45
O bt il 2081 1321
miz--> 40 60 80 100 120 140 160 Tgt Ion:164 Resp: 198947

Abundance Scan 1313 (9.810 min): BF126591 D\datams 10N Ratio Lower Upper

1642 164 100
162 97.5 81.4 122.0
160 43.8 36.6 54.8
Raw
>0 Abundance
80.1 200000 9.810
54\0 L m‘ 106.0 132.1 \‘\
T \

0\\“\\1\ H‘H‘H‘\‘M\“H\H\“\H\

m/z--> 40 60 80 100 120 140 160 150000
Abundance Scan 1313 (9.810 min): BF126591.D\data.ms (-1

164.2
100000
Sub
50 50000
80.1
5\4\.0\‘\ \M\‘ 106.0 13%1 Ll 01
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\‘\\\\‘\\\\‘\\\\

miz--> 40 60 80 100 120 140 160  Time-->  9.75 9.80 9.85

o
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Abundance Scan 1451 (10.621 min): BF126402.D\data.ms (- #42

2,4,6-Tribromophenol
Concen: 177.824 ng
RT: 10.604 min Scan# 1{gEigil=laies
Delta R.T. -0.000 min

Lab File: BF126591.D [(®IEIEEIsliEll0f
Acq: 11 Jan 2022 14:45 HAUVZUNREEeG=ERelels

Ref 50

0
m/z--> 50 100 150 200 250 300 Tgt Ion:330 RESpZ 273378

Abundance Scan 1448 (10.604 min): BF126591.D\data.ms ggg ig;io Lower Upper

332 96.7 76.0 114.0
141 32.1 30.1 45.1

Raw 50
Abundance
10.604
250000
0,
m/z--> 50 100 150 200 250 300 200000
Abundance Scan 1448 (10.604 min): BF126591.D\data.ms (-
. 150000
sub 100000
50000
- T T T T ‘ T T T T
miz--> 50 100 150 200 250 300 Time--> 10.60

Abundance Scan 1202 (9.157 min): BF126402.D\data.ms (-1 #45

172.1 | 2-Fluorobiphenyl

Concen: 90.843 ng

RT: 9.133 min Scan# 1198
Ref 50 Delta R.T. -0.006 min

Lab File: BF126591.D

Acq: 11 Jan 2022 14:45

510 9 1200 1511 |
G\\\‘\\‘\\‘\\\H\‘\\\\‘\\\\‘\\\\‘\\‘\\“\\‘ \‘\
miz--> 40 60 80 100 120 140 160 180 T8t Ion:172 Resp: 1027027

Abundance Scan 1198 (9.133 min): BF126591 D\datams 10N Ratio Lower Upper
1721 172 100

171 34.5 28.3 42.5
176 23.9 19.06 28.6

Raw 50
Abundance
9.133
\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘i\‘\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 600000
Abundance Scan 1198 (9.133 min): BF126591.D\data.ms (-1
172.1
400000
Sub
50
200000
o 51.0 8ﬁ0 1200 1511 f)
\\\‘\\M\\‘\\\‘H}‘\‘\\\‘\\\\i\\\\‘\\‘\\‘\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 Time--> 9.059.10 9.15 9.20
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Abundance Scan 1281 (9.622 min): BF126402.D\data.ms (-1 #51

165.0 2,6-Dinitrotoluene
89.0 Concen: 9.699 ng
) RT: 9.810 min Scan# 11EdllEies
Ref 50 63.0 Delta R.T. 0.212 min VA
1210 Lab File: BF126591.D (SUEEHISEIIAE
39.0 H Acq: 11 Jan 2022 14:45 AZZNNGRCIE=SReold
0\\‘\\H‘\‘l“\\\“\“\\\‘1”‘1\\”‘\\\‘\‘\!\\‘\‘\\\‘\\
m/z--> 40 80 100 120 140 160 180 T8t Ion:165 Resp: 26615
Abundance Scan 1313 (9.810 min): BF126591.D\data.ms 10N Ratio Lower Upper
164.2 165 100
63 0.0 48.4 72.6%
89 1.3 50.5 75.7#
Raw 50
Abundance
80.1 25000 9810
0 \\‘\\5\4\(‘)}‘\‘\}““‘\\\\]-‘()\6\\0\‘}\3}2‘\]‘.\\\\“ \\\‘\\
miz-> 40 60 80 100 120 140 160 180 20000
Abundance Scan 1313 (9.810 min): BF126591.D\data.ms (-1
164.2 15000
10000
Sub
50
5000
80.1
0 Sﬂ-o“‘ Mm‘ 106.0 1321 LI
eyt e
miz--> 40 60 80 100 120 140 160 180 [Time-> 9.75 9.80 9.85

Abundance Scan 1349 (10.022 min): BF126402.D\data.ms (- #57

89.0 165.0 2,4-Dinitrotoluene
Concen: 7.518 ng
63.0 RT: 9.810 min Scan# 1313
Ref 50 Delta R.T. -0.194 min
119.0 Lab File: BF126591.D
39.0 ‘ ‘ Acq: 11 Jan 2022 14:45
0l “‘i \‘\‘H " ‘H‘ ‘H\‘Hh‘ Ay M - ‘H\‘ , “‘ , ‘]“3“ ‘0‘ o ‘M aEa
m/z--> 40 60 80 100 120 140 160 180 I8t Ion:165 Resp: 26015
Abundance Scan 1313 (9.810 min): BF126591 D\datams A 10N Ratlo Lower Upper
164.2 165 100
63 0.0 43.0 64.6#
89 1.3 71.0 106.4#
Raw 5g 182 0.0 1.6  2.4#
Abundance
80.1 25000 9410
0 540\‘\ \H\‘ 1060 13%1 \‘
miz--> %0 60 80 100 120 140 160 180 20000
Abundance Scan 1313 (9.810 min): BF126591.D\data.ms (-1
164.2 15000
Sub 10000
50
5000
80.1
54.0 106.0 132.1
0‘”\H“‘r“‘“““\“””ww”“wml‘ T 0 L R R
miz--> 40 60 80 100 120 140 160 180 Time-> 9.75 9.80 9.85
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BF126591.D 8270-BF122921.M

Abundance Scan 1570 (11.321 min): BF126402.D\data.ms (- #64
188.1 Phenanthrene-di10
Concen: 20.000 ng
RT: 11.292 min Scan# 1{Eigil=lies
Ref 50 Delta R.T. -0.006 min |
Lab File: BF126591.D [(GICHIEEGIel(E(6H
80.0 158.1 Acq: 11 Jan 2022 14:45 AZZNNGRCIE=SReold
020 . | oo PP aes
m/z--> 50 100 150 200 250 Tgt Ion:}88 RESpZ 328558
Abundance Scan 1565 (11.292 min): BF126591.D\datams | 10N Ratlo Lower Upper
188.2 188 100
94 12.9 10.1 15.1
80 13.9 11.8 17.6
Raw 50
Abundance
80.1 L 11.292
oli21 | Juso P 300000
m/z--> 50 100 150 200 250
Abundance Scan 1565 (11.292 min): BF126591.D\data.ms (-
188.2 200000
Sub g 100000
80.1
o2t | |uso T e
m/z--> 50 100 150 200 250  Time--> 11.25 11.30
Abundance Scan 1493 (10.869 min): BF126402.D\data.ms (- #67
o 1411 248.0 4-Bromophenyl-phenylether
: Concen: 4.961 ng
RT: 10.604 min Scan# 1448
Ref 50 Delta R.T. -0.241 min
Lab File: BF126591.D
Acq: 11 Jan 2022 14:45
0‘ 1 ‘\M“ ood b dao2e, A
miz--> 50 100 150 200 250 300 Tgt Ion:248 Resp: 14469

Abundance Scan 1448 (10.604 min): BF126591.D\data.ms

Raw 50

0,
m/z--> 50 100 150 200 250 300

Ion Ratio Lower Upper
248 100

250 187.0 76.2 114.44#
141 533.4 66.2 99.44#

Abundance

60000

Sub

m/z--> 50 100 150 200 250 300

Abundance Scan 1448 (10.604 min): BF126591.D\data.ms (-

40000

20000 4

0 _

Time-->  10.55 10.60

Tue Jan 11 17:

05:27 2022
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BF126591.D 8270-BF122921.M

Abundance Scan 2018 (13.957 min): BF126402.D\data.ms (- #76
240.2 Chrysene-d12
Concen: 20.000 ng
RT: 13.939 min Scan# 2(gEigil=ies
Ref 50 Delta R.T. -0.006 min \A_
Lab File: BF126591.D [(GICHIEEGIel(E(6H
120.1 Acq: 11 Jan 2022 14:45 20220016-CAPE-3-COMP
0 4]“(‘) ‘7‘6‘“0\ \‘ H\H ‘l§§? ‘20 MMH‘\ ‘ ‘2‘89‘
m/z--> 50 100 150 200 250 Tgt IOT’IZ?40 RESpZ 245522
Abundance Scan 2015 (13.939 min): BF126591.D\data.ms 10" Ratio Lower Upper
240.2 240 100
120 15.3 14.4 21.6
236 24.9 20.5 30.7
Raw 50
Abundance
2
1201 50000 13.939
78.0 1 2081
olf20 B0 L L 604 T 200000
m/z--> 50 100 150 200 250
Abundance Scan 2015 (13.939 min): BF126591.D\data.ms (- 150000
240.2
b 100000
Su
50
50000
120.1
0 42.0 78 O\ \‘ H 170.1 208‘1 MH‘ 1
\\‘\\\ \\‘\\\\ T ‘\\\\ \\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 Time--> 13.90 13.95 14.00
Abundance Scan 1839 (12.904 min): BF126402.D\data.ms (- #79
244.2 | Terphenyl-di14
Concen: 74.092 ng
RT: 12.892 min Scan# 1837
Ref 50 Delta R.T. -0.000 min
Lab File: BF126591.D
: Acq: 11 Jan 2022 14:45
L S0 | 1601 z;z2 |
g ‘ ‘5‘0‘ 100 150 200  Tet Ion:244 Resp: 936279
Abundance Scan 1837 (12.892 min): BF126591.D\data.ms Ion Ratio Lower Upper
2442 244 100
212 6.6 5.0 7.4
122 12.6 13.3 19.9#
Raw 50
Abundance
122.1 12.892
0 \4\2]‘- T ‘\890\‘ T Ly ‘\‘ Tl ]’-6“?:\]- T “21\2 \2‘\ MN“‘ 800000
miz--> 50 100 150 200
Abundance Scan 1837 (12.892 min): BF126591 D\datams (1 000000
244.2
400000
Sub
50
200000
122.1
old21 80 [ 191 2122
miz--> 50 100 150 200 Time-> 12.80 12.90 13.00

Tue Jan 11 17:

05:27 2022
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Abundance Scan 2263 (15.398 min): BF126402.D\data.ms (- #86
264.1 | perylene-d12
Concen: 20.000 ng
RT: 15.404 min Scan# 2[Eigil=lies
Ref 50 Delta R.T. ©.006 min |
132.0 Lab File: BF126591.D (SUERISEG e
Acq: 11 Jan 2022 14:45 20220016-CAPE-3-COMP
04 \5‘3.\9\8\5.\9‘”\“"‘\ hl T ‘1\66\0\ ™ \2\3\%.\1““\‘““\ T
m/z—> 50 100 150 200 250 Tgt Ion:264 Resp: 209217
Abundance Scan 2264 (15.404 min): BF126591.D\data.ms 10" Ratlo Lower Upper
264.2 264 100
260 22.8 19.2 28.8
265 21.3 17.4 26.2
Raw 50
Abundance
132.1 15.404
150000
0 65.9 100.0, h\ 180.1 2321
T T ‘ T T T T ‘ T L T ‘ T T L ‘ T LI T ‘
m/z--> 50 100 150 200 250
Abundance Scan 2264 (15.404 min): BF126591.D\data.ms (1 100000
264.1
Sub o 50000
132.1
0 43.0 76.0 m HH \\H 180.1 23%1 \u‘h“ 1
T T ‘ T T T T ‘ T T T ‘ T T T ‘ T T T ‘ T T T L T T ‘ L T T ‘ T T
miz--> 50 100 150 200 250 Time--> 15.40  15.50

BF126591.D 8270-BF122921.M
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