Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062123\
Data File : BF133880.D

Acqg On : 21 Jun 2023 20:05
Operator : CG\JU

Sample : 03262-08

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Quant Time: Jun 22 ©5:59:28 2023

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Tue Jun 20 13:43:46 2023

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.863 152 96977 20.000 ng 0.00
21) Naphthalene-d8 8.139 136 336139 20.000 ng 0.00
39) Acenaphthene-d1e 9.898 164 133430 20.000 ng 0.00
64) Phenanthrene-di0 11.386 188 229733 20.000 ng 0.00
76) Chrysene-d12 14.045 240 195226 20.000 ng 0.00
86) Perylene-d12 15.557 264 135347 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol .510 112 629744  113.050 ng
7) Phenol-dé6 .498 99 728414  100.458 ng .00
23) Nitrobenzene-d5 .422 82 535350 86.746 ng .00

5 0.02
6 0
7 0
42) 2,4,6-Tribromophenol 10.692 330 185726  109.963 ng 0.00
9 0
2 0

45) 2-Fluorobiphenyl .216 172 876966 93.429 ng .00
79) Terphenyl-di14 12.986 244 947796 75.122 ng .00
Target Compounds Qvalue
19) n-Nitroso-di-n-propyla... 7.422 70 76468 16.575 ng # 79
25) Isophorone 7.422 82 535344 47.250 ng # 65
48) 2-Nitroaniline 9.334 65 16648 5.897 ng # 15
51) 2,6-Dinitrotoluene 9.898 165 17004 8.272 ng # 28
57) 2,4-Dinitrotoluene 9.898 165 17004 6.504 ng # 20
67) 4-Bromophenyl-phenylether 10.686 248 11605 4.526 ng # 1

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Time:

Quant Method :

Quant Title
QLast Update

Response via :

. 16

Quantitation Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062123\
BF133880.D

: 21 Jun 2023 20:05
: CG\JU
: 03262-08

Sample Multiplier: 1

Jun 22 ©5:59:28 2023
Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: Tue Jun 20 13:43:46 2023

Initial Calibration

(Not Reviewed)

Abundance TIC: BF133880.D\data.ms
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Abundance Scan 808 (6.840 min): BF133668.D\data.ms (-80 #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 6.863 min Scan# 8UgiAtTnIEles
Ref 50 115.0 Delta R.T. 0.006 min

500 781 Lab File: BF133880.D [(GlEhlSEInlellEIl0f
‘ Acq: 21 Jun 2023 20:05
ol ll 989 | 1310 J
m/z--> 40 60 80 100 120 140 160 T8t Ion:152 Resp: 96977

Abundance ~ Scan 812 (6.863 min): BF133880.D\datams 1o Ratio Lower Upper
1500 152 100

150 156.4 124.3 186.5
115 59.2 48.5 72.7

Raw 50
115.0 Abundance
52.0 78.1
o — w!u el 1987 L1819 150000
m/z--> 40 60 80 100 120 140 160 6,363
Abundance Scan 812 (6.863 min): BF133880.D\data.ms (-79
150.0 100000
Sub
50 115.0 50000
52.0 78.1 J L
— ‘ el 1987 1319
miz--> 40 60 80 100 120 140 160 Time-> 6.80 6.85 6.90 6.95

Abundance Scan 572 (5.451 min): BF133668.D\data.ms (-56 #5
11

2.1 2-Fluorophenol
Concen: 113.050 ng
64.0 RT: 5.510 min Scan# 582
Ref 50 Delta R.T. ©0.024 min
Lab File: BF133880.D
390 ‘ ‘ L Acqg: 21 Jun 2023 20:05
0\\\‘H‘\‘\“M“M\“i\‘”\%\6\'\\‘\\ ‘\‘\\\\‘\\\\‘\\\\‘\\\\‘H\\
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:112 Resp: 629744
Abundance  Scan 582 (5.510 min): BF133880.D\datams 100 Ratlo Lower Upper
112.0 112 100
64 62.1 49.0 73.4
64.0 63 35.5 26.8 40.2
Raw 50
Abundance
5.510
390 600000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 582 (5.510 min): BF133880.D\data.ms (-52 400000
112.0
Sub 64.0
u
50 200000
39.0 %A J l
0 P A R ML B A
miz--> 40 60 80 100 120 140 160 180 200  Time--> 550 5.60
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Abundance Scan 745 (6.469 min): BF133668.D\data.ms (-73 #7

99.1 Phenol-d6
Concen: 100.458 ng
RT: 6.498 min Scan# 7{aEdllEgies
Ref 50 711 Delta R.T. ©0.006 min ]
121 Lab File: BF133880.D (SUEIIEEIICIEE
‘ 54.0 H Acq: 21 Jun 2023 20:05
o S N N NCERI .= SR
miz--> 30 40 50 60 70 80 90 100 110 T8t Ton: 99 Resp: 728414
Abundance  Scan 750 (6.498 min): BF133880.D\data.ms 10N Ratio Lower Upper
99.1 99 100
42 24.9 19.9 29.9
71  41.0 32.2 48.4
Raw 50
1 Abundance
ol el 82 500000
miz--> 30 40 50 60 70 80 90 100 110 400000
Abundance Scan 750 (6.498 min): BF133880.D\data.ms (-69
99.1 300000
Sub 200000
50 71.1
42.0 100000
0 m““mﬁ?‘l“wuw_‘ o T
miz--> 30 40 50 60 70 80 90 100 110 Time->  6.40 6.50 6.60 6.70

Abundance Scan 879 (7.257 min): BF133668.D\data.ms (-87 #19

43.1 106.0 n-Nitroso-di-n-propylamine
Concen: 16.575 ng
RT: 7.422 min Scan# 907
Ref 50 Delta R.T. ©0.147 min
Lab File: BF133880.D
\ Acq: 21 Jun 2023 20:05
oMl 20720512050 011 ara
miz--> 50 100 150 200 250 300 350 400 450  Tgt Ion: 70 Resp: 76468
Abundance  Scan 907 (7.422 min): BF133880.D\data.ms Ion Ratio Lower Upper
82.1 70 100
42 57.9 55.8 83.8
101 0.0 8.1 12.1#
Raw 50 130 1.8 15.7 23.5#
Abundance
0 J\r
m/z--> 50 100 150 200 250 300 350 400 450 100000
Abundance Scan 907 (7.422 min): BF133880.D\data.ms (-83 7.422
82.1
Sub 50000
50
0 J\r O T T
m/z--> 50 100 150 200 250 300 350 400 450 Time--> 7.40 7.45 7.50
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Abundance Scan 1026 (8.122 min): BF133668.D\data.ms (-1 #21
136.1 | Naphthalene-d8
Concen: 20.000 ng
RT: 8.139 min Scan# 1{EidlilEgies
Ref 50 Delta R.T. ©0.000 min BNA_F
Lab File: BF133880.D [(G®ICHIEEIelEI(6H
54.1 108.1 Acq: 21 Jun 2023 20:05
0,380 i Bleso |l
miz--> 40 60 80 100 120 140 Tgt IOﬂZ:!.36 RESpI 336139
Abundance Scan 1029 (8.139 min): BF133880.D\datams 10N Ratio Lower Upper
1361 | 136 100
137 10.9 8.8 13.2
54 8.5 7.4 11.0
Raw s5g 68 4.9 4.4 6.6
Abundance
8.139
540 108.1 400000
0\\3§P\\1“‘ Nl??ﬁwng ‘wj\\, “Mﬂ“
m/z--> 40 60 80 100 120 140 300000
Abundance Scan 1029 (8.139 min): BF133880.D\data.ms (-9
136.1
200000
Sub
50 100000
54.0 108.1
G\\3\8‘Q\\H\‘ “7\6}.‘(“)‘\‘9\1\0\‘\‘\‘\\’\\M“‘\\ 7\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 40 60 80 100 120 140 Time--> 8.108.15 8.20
Abundance Scan 905 (7.410 min): BF133668.D\data.ms (-89 #23
82.1 Nitrobenzene-d5
Concen: 86.746 ng
54.1 RT: 7.422 min Scan# 907
Ref 50 128.1 Delta R.T. ©0.000 min
Lab File: BF133880.D
‘ 98.1 Acq: 21 Jun 2023 20:05
oL \3\8“‘9\ ety T i‘\‘\ }”““\ T \“ T T T T
miz--> 40 60 80 100 120 140 Tgt Ion:.82 Resp: 535350
Abundance  Scan 907 (7.422 min): BF133880.D\data.ms Ion Ratio Lower Upper
82.1 82 100
128 41.0 34.2 51.2
54.1 54 60.0 46.5 69.7
Raw 50
128.1 Abundance
7.422
98.1
ol ??ﬁml bt 2130 L
miz--> 40 60 80 100 120 140
; 400000
Abundance Scan 907 (7.422 min): BF133880.D\data.ms (-85
82.1
Sub 54.1 200000
50 128.1
‘ 98.1
0\\3\8‘.&\ R \‘\ | “\ T \“ T \T‘\\‘\ T [ B R
miz--> 40 60 80 100 120 140 Time-> 7.35 7.40 7.45 7.50
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Abundance Scan 948 (7.663 min): BF133668.D\data.ms (-94 #25

821 Isophorone
Concen: 47.250 ng
RT: 7.422 min Scan# 9{SidtilElaies
Ref 50 Delta R.T. -@.259 min [Z\Wlg
Lab File: BF133880.D |(®lEIEEIsllEll0f
391 541 1381 Acq: 21 Jun 2023 20:05
om\‘u bl ez |
miz--> 60 80 100 120 140 Tgt Ion:‘82 RESpI 535344
Abundance Scan 907 (7.422 min): BF133880.D\data.ms | 100 Ratio Lower Upper
841 82 100
95 0.0 6.0 9.0#
54.1 138 0.0 14.2 21.2#
Raw 50
1281 Abundance
7.422
98.1
% ‘ Ll 1s0 |
0”‘ L I TR I
m/z--> 60 80 100 120 140
. 400000
Abundance Scan 907 (7.422 min): BF133880.D\data.ms (-90
82.1
Sub 541 200000
50 128.1
98.1
G\\\%\\‘!\‘\‘\‘\1““\\\\“\171\3\'0‘\\‘\\‘\\ L B B B B A R
miz--> 40 60 80 100 120 140 Time--> 7.35 7.40 7.45 7.50

Abundance Scan 1325 (9.881 min): BF133668.D\data.ms (-1 #39

162.2 | Acenaphthene-d10
Concen: 20.000 ng
RT: 9.898 min Scan# 1328
Ref 50 Delta R.T. ©.000 min
Lab File: BF133880.D
80.0 Acq: 21 Jun 2023 20:05
541 | 1001 1321
0 \\“\\}\‘\‘}\}“‘\\‘\\“\‘\‘\\‘\\\”‘\\\\‘
miz--> 40 60 80 100 120 140 160 Tgt Ion:164 Resp: 133430
Abundance Scan 1328 (9.898 min): BF133880.D\data.ms 100 Ratlo Lower Upper
169.1 164 100
162 104.2 80.8 121.2
160 44.7 36.7 55.1
Raw 50
Abundance
80.1 150000,  9-$98
54.0 100.0 132.1
S M T
miz--> 40 60 80 100 120 140 160
Abundance Scan 1328 (9.898 min): BF133880.D\data.ms (-1 100000
162.1
Sub
50 50000
80.1
.0 100.0 132.1
O H et e e ———
miz--> 40 60 80 100 120 140 160  Time--> 9.90 10.00
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Abundance Scan 1460 (10.675 min): BF133668.D\data.ms (- #42

329.6 2,4,6-Tribromophenol
Concen: 109.963 ng
RT: 10.692 min Scan# 14{E{dVlEliss

Ref 50 Delta R.T. ©0.000 min |
62.0 1410 Lab File: BF133880.D [(G®ICHIEEIelEI(6H
221.9 Acq: 21 Jun 2023 20:05
ol H 1028 H T W
m/z--> 50 10 150 200 250 300 Tgt Ion:330 RESpI 185726

Abundance Scan 1463 (10.692 min): BF133880.D\data.ms 10N Ratio Lower Upper
3206 330 100

332 96.2 77.2 115.8
141 33.3 24.9 37.3

"

Raw 50
62.0 1410 Abundance
H 2219 200000 10.692
ol \‘ 02,9 4 ‘MHH_\\“\\H\}‘\HH‘H
m/z--> 100 150 200 250 300 150000
Abundance Scan 1463 (10.692 min): BF133880.D\data.ms (-
329.€
100000
Sub
50 620 50000
141.0
H 221.9
ol ‘Hl” M]«O‘Z{,‘% [ - UH“\ \‘l“\ e O'ﬁ\ T
mlz--> 50 100 150 200 250 300 Time--> 10.60 10.70 10.80

Abundance Scan 1210 (9.204 min): BF133668.D\data.ms (-1 #45

172.1 | 2-Fluorobiphenyl

Concen: 93.429 ng

RT: 9.216 min Scan# 1212
Ref 50 Delta R.T. ©.000 min

Lab File: BF133880.D

Acq: 21 Jun 2023 20:05

o 51 0 . 85 0 1201 14‘6MZI. Il
\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\ . .
miz--> 40 60 80 100 120 140 160 Tgt Ion:172 Resp: 876966

Abundance Scan 1212 (9.216 min): BF133880.D\datams | 10N Ratio Lower Upper
1721 | 172 100

171 35.8 28.6 43.0
170 23.9 19.1 28.7

Raw 50
Abundance
1000000 9.316
080 1200 181 |
0m,‘m,‘w\_m_m_m‘m‘_u T
m/z--> 40 60 80 100 120 140 160 800000
Abundance Scan 1212 (9.216 min): BF133880.D\data.ms (-1
17p.1 600000
Sub 400000
50
200000
85.0 152.1
Ol dos0 PP
m/z--> 40 60 80 100 120 140 160 Time-->  9.15 9.20 9.25
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Abundance Scan 1247 (9.422 min): BF133668.D\data.ms (-1 #48
63.0 138.1 2-Nitroaniline
Concen: 5.897 ng
92.1 RT:  9.334 min Scan# 1[IETLEE
Ref 50 Delta R.T. -0.106 min |
39.0 Lab File: BF133880.D (GUEIEETIEIH
‘ Acq: 21 Jun 2023 20:05
0 ‘“‘*”‘\““““w‘w“””‘wmewmw . .
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion: 65 Resp: 16648
Abundance Scan 1232 (9.334 min): BF133880.D\data.ms Igg iggm Lower  Upper
92 11.2 51.8 77 .6#
109.1 138 5.3  82.1 123.1#
Raw
>0 151.1 Abundance
- 9.334
Ol el dl, ‘H‘\‘\‘HH‘ el b 5L 15000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1232 (9.334 min): BF133880.D\data.ms (-1
43.0 10000
b 109.1
Su
50 151.1 5000
69.1
0“AWHM‘NMNM‘M‘JM‘N“W“M‘&?gﬁ‘H‘ s
miz--> 40 60 80 100 120 140 160 180  Time-> 9.30 9.35
Abundance Scan 1289 (9.669 min): BF133668.D\data.ms (-1 #51
165.1 2,6-Dinitrotoluene
Concen: 8.272 ng
89.1 RT: 9.898 min Scan# 1328
Ref 50 63.0 Delta R.T. ©.218 min
Lab File: BF133880.D
39.0 121.0 Acq: 21 Jun 2023 20:05
0 H“‘h\“!h”“‘\“u”“MH\\[“H“‘!H‘r“”“”
miz--> 80 100 120 140 160 180 18t Ion:165 Resp: 17004
Abundance Scan 1328 (9.898 min): BF133880.D\datams | 1on Ratio Lower Upper
169.1 165 100
63 1.7 42.1 63.1#
89 1.5 40.9 61.3#
Raw 50
Abundance
80.1 9(898
54‘.0 ‘ ‘ 100.0 132.1 ‘
Ottt et pre e e e 15000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1328 (9.898 min): BF133880.D\data.ms (-1
162.1 10000
Sub
50 5000
80.1
54.0 106.1 132.1
Oy i i i e 0% R
m/z--> 40 60 80 100 120 140 160 180 Time--> 9.85 9.90 9.95
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Abundance Scan 1357 (10.069 min): BF133668.D\data.ms (- #57

89 1 165.1 2,4-Dinitrotoluene
' Concen: 6.504 ng
63.0 RT:  9.898 min Scan# 1lSidiinlEls
Ref 50 Delta R.T. -0.188 min \A_
1 Lab File: BF133880.D [(G®ICHIEEIelEI(6H
39.0 9.1
‘ ‘ ‘ Acq: 21 Jun 2023 20:05
0H‘;m‘!"JuMw”‘w‘:w‘”m“HH_HW‘:H_H
m/z--> 40 60 80 100 120 140 160 180 18t Ion:165 Resp: 17604
Abundance Scan 1328 (9.898 min): BF133880.D\datams 10N Ratio Lower Upper
160.1 165 100
63 1.7 43.0 64.6#
89 1.5 62.6 93.8#
Raw gg 182 9.0 2.2 3.2#
Abundance
80.1 9(go8
540 | 1061 1321
Oh e e 15000
miz--> 40 60 80 100 120 140 160 180
Abundance Scan 1328 (9.898 min): BF133880.D\data.ms (-1
162.1 10000
Sub
50 5000
80.1
54.0 106.1 132.1 0
o SNBSS P R 8PN TERMBMGMN | | SNBSS T
miz--> 40 60 80 100 120 140 160 180 Time-> 985 9.90 9.95

Abundance Scan 1578 (11.369 min): BF133668.D\data.ms (- #64

188.2 Phenanthrene-di10
Concen: 20.000 ng
RT: 11.386 min Scan# 1581
Ref 50 Delta R.T. ©.000 min
Lab File: BF133880.D
80.1 160.1 Acq: 21 Jun 2023 20:05
P VI = | O <
miz--> 40 60 80 100120 140 160 180 200 220 240 T8t Ton:188 Resp: 229733
Abundance Scan 1581 (11.386 min): BF133880.D\data.ms Ion Ratio Lower Upper
188.2 188 100
94 9.5 6.8 10.2
80 10.3 7.8 11.6
Raw 50
Abundance
80.0 160.1 11.386
Owsqu“\\mzwl‘w\““\\\ 200000
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance Scan 1581 (11.386 min): BF133880.D\data.ms (- 150000
188.2
100000
Sub
50
50000
80.0 160.1
0\52?‘l“\\132\1“\\m\\\ o AR
m/z--> 40 60 80 100120 140160 180200 220 240 Time--> 11.30 11.40 11.50
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BF133880.D 8270-BF060923.M

Abundance Scan 1500 (10.910 min): BF133668.D\data.ms (- #67
141.1 248.0 4-Bromophenyl-phenylether
770 Concen: 4.526 ng
: RT: 10.686 min Scan# 14gigiipl=gles
Ref 50 Delta R.T. -0.247 min \A_
Lab File: BF133880.D (GUEIEETIEIH
‘ Acq: 21 Jun 2023 20:05
ob “‘ - ‘\““H‘ ‘u‘ Ay MH‘M‘ “‘\\]‘-9‘2‘9‘ TN S R
m/z--> 50 100 150 200 250 300 Tgt Ion:248 Resp: 11605
Abundance Scan 1462 (10.686 min): BF133880.D\datams 10N Ratio Lower Upper
248 100
250 197.9 78.3 117.5#
141 568.1 69.0 103.6#
Raw 50
Abundance
o 60000
m/z--> 50 100 150 200 250 300
Abundance Scan 1462 (10.686 min): BF133880.D\data.ms (-
40000
Sub 20000
- 1 T ‘ T \ L ‘ T T T
miz--> 50 100 150 200 250 300 Time—>  10.65 10.70
Abundance Scan 2028 (14.016 min): BF133668.D\data.ms (- #76
240.2 Chrysene-di12
Concen: 20.000 ng
RT: 14.045 min Scan# 2033
Ref 50 Delta R.T. ©.000 min
Lab File: BF133880.D
Acq: 21 Jun 2023 20:05
0\\5% \1\ T \‘ “\‘H L ‘1\7\0\1\ “\‘ ‘H““ ‘ \2\8\1\.9‘ T T ‘ T
miz--> 50 100 150 200 250 300 350 I8t Ion:24@ Resp: 195226
Abundance Scan 2033 (14.045 min): BF133880.D\data.ms 100 Ratlo Lower Upper
240.2 240 100
120 11.5 8.1 12.1
236 25.6 20.5 30.7
Raw 50
Abundance
200000 14.045
120.1
0l 640 " 1941 | 28203270
miz--> 50 100 150 200 250 300 350 150000
Abundance Scan 2033 (14.045 min): BF133880.D\data.ms (-
240.2
100000
Sub
50 50000
120.1
0420 | 1821, | 282.0 3411 ol
R e T e o
m/z--> 50 100 150 200 250 300 350 Time--> 14.00 14.10

Thu Jun 22 05:

59:47 2023
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Abundance Scan 1848 (12.957 min): BF133668.D\data.ms (- #79

244.2 Terphenyl-di4
Concen: 75.122 ng
RT: 12.986 min Scan# 1{giigiil=igles
Ref 50 Delta R.T. ©0.000 min _
Lab File: BF133880.D (GUEIEETIEIH
‘ Acq: 21 Jun 2023 20:05

122.1 160.1 212 2
54 1 92 1 ‘ | \‘ . L H \‘

miz--> 50 100 150 200 250 Tgt Ion:244 RESpI 947796

Abundance Scan 1853 (12.986 min): BF133880.D\data.ms 10N Ratio Lower Upper
2442 | 244 100

212 7.2 5.4 8.2
122 10.6 8.1 12.1
Raw 50
Abundance
1000000 12.086
122.1
520 821 | | 16\(\)'1 ?122\ ul
[ e A N e R L e A 800000
m/z--> 50 100 150 200 250
Abundance Scan 1853 (12.986 min): BF133880.D\data.ms (- 600000
244.2
400000
Sub
50
200000
122.1
B i
m/z--> 50 100 150 200 250 Time--> 12,90 13.00 13.10

Abundance Scan 2277 (15.480 min): BF133668.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.000 ng

RT: 15.557 min Scan# 2290

Ref 50 Delta R.T. ©0.006 min
Lab File: BF133880.D
1321 Acq: 21 Jun 2023 20:05
0\ T ‘ \7\6\0\‘ \u\ ‘\“\ ’ \1\8\0\0‘ TT \ \ ’“h\ T ‘ T TT ‘ T \3\9\6‘.
miz--> 50 100 150 200 250 300 350 Tgt Ion:264 Resp: 135347
Abundance Scan 2290 (15.557 min): BF133880.D\data.ms Ion Ratio Lower Upper
264.2 264 100

260 23.6 18.2 27.2
265 19.7 17.8 26.6

Raw 50
Abundance
1321 100000 1557
0l%2 il 270 | s1303632
miz--> 50 100 150 200 250 300 350 80000
Abundance Scan 2290 (15.557 min): BF133880.D\data.ms (-
264.1 60000
Sub 40000
50
20000
132.1
oL 780 .| 2070 | 31513632 0
e e e 9222 909.2 ===
miz--> 50 100 150 200 250 300 350 Time--> 1550  15.60
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