Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080322\
Data File : BF129545.D

Acqg On : 03 Aug 2022 17:45
Operator : CG\JU

Sample : N3930-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Time: Aug 04 02:19:45 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Tue Aug 02 01:11:25 2022

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.869 152 138565 20.000 ng 0.00
21) Naphthalene-d8 8.151 136 513503 20.000 ng -0.01
39) Acenaphthene-di10 9.904 164 233821 20.000 ng -0.01
64) Phenanthrene-d10 11.398 188 300689 20.000 ng 0.00
76) Chrysene-di12 14.045 240 265788 20.000 ng 0.00
86) Perylene-di12 15.527 264 326498 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.504 112 898685 105.651 ng 0.00

7) Phenol-d6 6.510 99 1110453 103.861 ng -0.01
23) Nitrobenzene-d5 7.434 82 705592 75.009 ng -0.01
42) 2,4,6-Tribromophenol 10.698 330 203289 90.430 ng -0.01
45) 2-Fluorobiphenyl 9.228 172 1186733 78.514 ng 0.00
79) Terphenyl-di4 12.980 244 799637 56.759 ng 0.00

Target Compounds Qvalue
19) n-Nitroso-di-n-propyla... 7.434 70 92044 14.220 ng # 73
25) Isophorone 7.434 82 705583 41.845 ng # 65
51) 2,6-Dinitrotoluene 9.904 165 29645 8.206 ng # 26
57) 2,4-Dinitrotoluene 9.904 165 29645 6.281 ng # 22
67) 4-Bromophenyl-phenylether 10.698 248 12873 3.910 ng # 1

(#) = 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\BF080322\
Data File : BF129545.D

Acqg On : 03 Aug 2022 17:45
Operator : CG\JU

Sample : N3930-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Time: Aug 04 02:19:45 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Tue Aug 02 01:11:25 2022

Response via : Initial Calibration

Abundance TIC: BF129545.D\data.ms
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Abundance Scan 782 (6.886 min): BF129333.D\data.ms (-77 #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 6.869 min Scan# 7UgSiAtTEIs
Ref 50 115.0 Delta R.T. -0.006 min VA
78.0 Lab File: BF129545.D (GUEIEERTIEIH
Acq: 03 Aug 2022 17:45

m/z--> 40 60 100 120 140 160 Tgt Ion:152 RESpZ 138565

Abundance  Scan 779 (6.869 mm). BF129545.D\datams = 100 Ratio Lower Upper
1500 152 100

150 156.4 123.7 185.5
115 63.9 49.9 74.9

Raw 50
1150 Abundance
52.0 78.0
250000
0 \?’\S\I‘Q’\\‘\‘\‘\\\“‘\‘\‘\9\5\‘9\\\}“\]-\3\]-.\9‘\\‘\“\‘\
m/z--> 40 60 80 100 120 140 160 200000 61369
Abundance Scan 779 (6.869 min): BF129545.D\data.ms (-76
150.0 150000
Sub 100000
50 115.0
52.0 78.0 50000
0l 359 \\‘ 959 Il 1818 Ul ol
miz--> 40 60 80 100 120 140 160 Time--> 6.85 6.90
Abundance Scan 546 (5.498 min): BF129333.D\data.ms (-54 #5
112.0 2-Fluorophenol
Concen: 105.651 ng
64.0 RT: 5.504 min Scan# 547
Ref 50 Delta R.T. -0.000 min
92.0 Lab File:  BF129545.D
Acq: 03 Aug 2022 17:45
0! i M‘”\““‘H\‘\‘H‘\‘\\\\‘\\\\%\6\8'\0\
m/z--> 40 60 80 100 120 140 160 Tgt Ion:112 Resp: 898685
Abundance ~ Scan 547 (5.504 min): BF129545 D\datams = 10N Ratlo Lower Upper
112.0 112 100
64 60.6 53.3 79.9
64.0 63 31.2 28.0 42.0
Raw 50
Abundance
92.0 5.504
39.1
0! feghir m\\‘\‘\\ ‘\‘\\\\‘\\\\‘1\6\8?1\ 800000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 547 (5.504 min): BlFll72%545.D\data.ms (49 600000
64.0 400000
Sub
50
92.0 200000
ol 31 L | 168.1 0
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\ ‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160  Time-> 540 550 5.60
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Abundance Scan 719 (6.516 min): BF129333.D\data.ms (-71 #7

Abundance Scan 852 (7.298 min): BF129333.D\data.ms (-84 #19

105.0 n-Nitroso-di-n-propylamine
Concen: 14.220 ng
43.0 RT: 7.434 min Scan# 875
Ref 50 Delta R.T. ©.141 min
Lab File: BF129545.D
Acq: 03 Aug 2022 17:45
0 H‘Mlﬁ??‘l‘u?ﬁ?ﬂ?”3"2‘7‘9‘3“??‘1“
miz--> 50 100 150 200 250 300 350 400 'gt Ion: 76 Resp: 92044
Abundance  Scan 875 (7.434 min): BF129545.D\datams | 190 Ratio Lower Upper
82.1 70 100
42 47. 78.5#
101 0. 11.3#
Raw s5p 130 2. 24.1#
Abundance
100000
130.9
0\}“‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ 80000
m/z--> 100 150 200 250 300 350 400
Abundance Scan 875 (7.434 min): BF129545.D\data.ms (-80
82.1 60000
Sub 40000
50
20000
miz--> 50 100 150 200 250 300 350 400 Time--> 7.40 7.45 7.50
BF129545.D 8270-BF072522.M Thu Aug 04 02:19:49 2022

99.1 Phenol-d6
Concen: 103.861 ng
RT: 6.510 min Scan#t 71SlglEhies
Ref 50 Delta R.T. -0.012 min |
1 Lab File: BF129545.D (GIEAUEEIEE
42.1 Acq: 03 Aug 2022 17:45
0 "‘\\}\“}‘\U‘\H\“H‘“H‘MHH‘HH‘HH‘HH‘HH‘H-‘Q‘
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion: 99 Resp: 1116453
Abundance  Scan 718 (6.510 min): BF129545.D\datams 10" Ratio Lower Upper
99.1 99 100
42 19.3 17.3  25.9
71  35.4 28.9 43.3
Raw 50
71.1 Abundance
42.1 6.210
‘ | 1000000
0 "“W”W!““‘wmwHH\HH\HHWHWHWH
miz--> 40 60 80 100 120 140 160 180 200 800000
Abundance Scan 718 (6.510 min): BF129545.D\data.ms (-66
99.1 600000
Sub 400000
50
1 200000
42.0
L
0 ‘”‘“”H“v”‘u‘w‘”w”HWw”w”w”w”” S
miz--> 40 60 80 100 120 140 160 180 200 Time--> 6.40 6.50 6.60 6.70
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Abundance Scan 1000 (8.169 min): BF129333.D\data.ms (-9 #21

136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 8.151 min Scan# 9l Eies
Ref 50 Delta R.T. -0.012 min |
Lab File: BF129545.D [(GlEhlSElollEll0f
54.1 108.1 Acq: @3 Aug 2022 17:45
0\\\“\\H\‘iw\‘\“’.w\\\‘\‘1\\‘\\1“’\\\]\_?\3\.\8\‘\\1\9\?.\8\\
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion:136 Resp: 513563
Abundance  Scan 997 (8.151 min): BF129545 D\datams 190 Ratlo Lower Upper
136.1 136 100
137 11.1 8.8 13.2
54 8.4 7.5 11.3
Raw g 68 5.7 4.7 7.1
Abundance
8.151
600000
540 790 1991 |
0\\\“\\}\‘M\‘\"HMH‘\‘\H‘\H“’HH‘HH‘HH’H\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 997 (8.151 min): BF129545.D\data.ms (-94 400000
136.1
Sub
50 200000
m/z-> 40 60 80 100 120 140 160 180 200 Time--> 8.10 815 8.20

Abundance Scan 878 (7.451 min): BF129333.D\data.ms (-87 #23

82.0 Nitrobenzene-d5
Concen: 75.009 ng
54.1 RT: 7.434 min Scan# 875
Ref 50 128.1 Delta R.T. -0.012 min
Lab File: BF129545.D
98.1 Acq: 03 Aug 2022 17:45
o400 || esh, | a0 |
T T T ‘ T T ‘ T T ‘ T T T T ’ T T 1T ‘ T T T ‘
miz--> 40 60 80 100 120 Tgt IOI’]Z.SZ Resp: 705592
Abundance  Scan 875 (7.434 min): BF129545 D\datams = 10N Ratlo Lower Upper
82.1 82 100
128 43.4 34.0 51.0
54 50.9 46.9 70.3
Raw 50 e 128.1
Abundance
7.434
98.1
oL 4t || e, || | 1121 |
T T T ‘ T T ‘ T L ‘ T T T T ’ T T 1T ‘ T T T ‘
mfz--> 40 60 80 100 120 600000
Abundance Scan 875 (7.434 min): BF129545.D\data.ms (-82
82.1
4 400000
Sub 54.0
50 128.1 200000
98.1
oL 400 || e, || | 1121 | 0.
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘ \\\\‘\\\\‘\\\\‘\\\
miz--> 40 60 80 100 120 Time--> 7.40 7.45 7.50
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Abundance Scan 922 (7.710 min): BF129333.D\data.ms (-91 #25

82.0 Isophorone
Concen: 41.845 ng
RT: 7.434 min Scan# 81ELdllEies
Ref 50 Delta R.T. -0.265 min |
Lab File: BF129545.D [(GlEhlSElollEll0f
39.0 54.1 1381 | Acq: @3 Aug 2022 17:45
Om\“‘ el 10721231
m/z--> 60 80 100 120 140 T8t Ion: 82 Resp: 705583
Abundance Scan 875 (7.434 min): BF129545 D\data.ms | 100 Ratlo Lower Upper
83.1 82 100
95 0.0 5.7 8.5#
138 0.0 14.2 21.2%
Raw 50 541 128.1
Abundance
081 7.434
ob380 [0 luso |
miz--> 40 60 80 100 120 140 600000
Abundance Scan 875 (7.434 min): BF129545.D\data.ms (-86
821 400000
Sub 50 54.1 1281 200000
98.1
G“g‘swq‘“!w“““‘i“””‘wl‘l‘?"'qH‘H\H G‘H\HH\HH\H
miz--> 40 60 80 100 120 140 Time--> 7.40 7.45 7.50
Abundance Scan 1299 (9.927 min): BF129333.D\data.ms (-1 #39
162.1 Acenaphthene-di10
Concen: 20.000 ng
RT: 9.904 min Scan# 1295
Ref 50 Delta R.T. -0.012 min
Lab File: BF129545.D
80.0 Acq: ©3 Aug 2022 17:45
0 54\0 ol 1060 13%1 1l -
miz--> 4‘0 60 80 160 120 140 160 180 200 T8t Ton:164 Resp: 233821
Abundance Scan 1295 (9.904 min): BF129545.D\data.ms Ion Ratio Lower Upper
162.1 164 100
162 103.3 79.5 119.3
160 43.8 34.2 51.4
Raw 50
Abundance
80.1 250000{ 9904
0 541\‘\ HH‘ 1061 1341 L
miz--> 4‘0 60 80 100 120 1:‘10 160 180 200 200000
Abundance Scan 1295 (9.904 min): BF129545.D\data.ms (-1
162.1 150000
Sub 100000
50
50000
80.1
54.1 106.1 134.1 | L
0 ”\”w“““‘\“””\”w”‘”w””“ T e W
miz--> 40 60 80 100 120 140 160 180 200 Time--> 9.90 10.00
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Abundance Scan 1434 (10.722 min): BF129333.D\data.ms (- #42

331.¢| 2,4,6-Tribromophenol

Concen: 90.430 ng

RT: 10.698 min Scan# 1{gEigial=laies

Ref 50; 620 Delta R.T. -0.012 min
140.9 Lab File: BF129545.D [(GICHIEEIelE(6H
2219 Acq: @3 Aug 2022 17:45
N 02 18 | feras |
Mz 50 100 150 200 250 300 Tgt Ion:330 Resp: 203289

Abundance Scan 1430 (10.698 min): BF129545 D\data.ms 1oN Ratio Lower Upper
331¢ 330 100

332 103.3 76.8 115.2
62.0 141 36.9 28.0 42.0
Raw 50
140.9 Abundance
221.9 10.698
0 \“‘\‘W‘ 1‘” M ‘i‘”lwuo‘zw*%‘\‘ }M‘ \Mﬁlws‘ T UHH\ T “l“‘ T T ‘” T 200000
m/z--> 50 100 150 200 250 300
Abundance Scan 1430 (10.698 min): BF129545.D\data.ms (- 150000
331L.¢
100000
Sub - 62.0
140.9 50000
221.9
oy L2029 | 1813 1 N T e e e e
m/z--> 50 100 150 200 250 300 Time--> 10.70 10.80

Abundance Scan 1183 (9.245 min): BF129333.D\data.ms (-1 #45

172.1  2-Fluorobiphenyl

Concen: 78.514 ng

RT: 9.228 min Scan# 1180
Ref 50 Delta R.T. -0.006 min

Lab File: BF129545.D

Acq: 03 Aug 2022 17:45

oL \3\9“.(\)\”\ \6‘3‘\-9\”‘}8‘?“.\0\‘\ “ T :\I-\z?\“ow \‘ \1‘4;?:‘\?\“ — ‘\ T
m/z--> 40 60 80 100 120 140 160 Tgt Ion:172 Resp: 1186733
Abundance Scan 1180 (9.228 min): BF129545 D\datams = 10N Ratlo Lower Upper

1721 | 172 100
171 34.8 28.8 43.2
170 23.2 19.8 29.8
Raw gg
Abundance
9.228
39.1 630 850 1300 1461 |
\H“\\HH“\\M‘\H‘\“H\\i\”\\\‘i\‘\‘\“\\ T
miz--> 40 60 80 100 120 140 160 1000000
Abundance Scan 1180 (9.228 min): BF129545.D\data.ms (-1
172.1
500000
Sub
50
L L L A A O L B B By
miz--> 40 60 80 100 120 140 160 Time--> 920  9.40
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Abundance Scan 1263 (9.716 min): BF129333.D\data.ms (-1 #51
165.0 2,6-Dinitrotoluene
Concen: 8.206 ng
89.0 RT:  9.904 min Scan# 1[QE{d0IEIes
63.0 ’ .
Ref 50 Delta R.T. ©.200 min \A_
1210 Lab File: BF129545.D (GUEIEERTIEIH
390‘ ‘ ‘ Acq: 03 Aug 2022 17:45
0\\\“"‘\\\\‘\h\\“\“‘\H\\\‘1”‘1\\H"\\\‘\‘\\\\‘\‘\\\‘\\
miz--> 40 60 80 100 120 140 160 180 18t Ion:165 Resp: 29645
Abundance Scan 1295 (9.904 min): BF129545 D\data.ms 100 Ratlo Lower Upper
162.1 165 100
63 1.4 44.9 67.3#
89 1.7 43.6 65.44#
Raw 50
Abundance
80.1 9.904
oS 101 1341 | 0
\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\ \\\‘\\
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1295 (9.904 min): BF129545.D\data.ms (-1, 20000
162.1
sub 10000
80.1
0 541\\\ ol 1061 1320 1l 0
bl e e p e e e
m/z--> 40 60 80 100 120 140 160 180 Time-> 9.85 9.90 9.95
Abundance Scan 1332 (10.122 min): BF129333.D\data.ms (- #57
165.0 2,4-Dinitrotoluene
89.0 Concen: 6.281 ng
) RT: 9.904 min Scan# 1295
Ref 50 63.0 Delta R.T. -0.206 min
110.0 Lab File: BF129545.D
‘ 7139.0 Acq: 03 Aug 2822 17:45
0\\\‘\\‘H\‘\h\‘\”‘\H‘i}H\\\‘\\\\“‘\\\\"\\\\‘\‘f‘\\“\\\
miz--> 40 60 80 100 120 140 160 180 18t Ion:165 Resp: 29645
Abundance Scan 1295 (9.904 min): BF129545.D\datams = 100 Ratio Lower Upper
169.1 165 100
63 1.4 39.8 59.6#
89 1.7 60.2 90.2#
Raw 5g 182  @.0 2.2 3.2#
Abundance
804 30000 o904
0 541\‘\ HH‘ 1061 1341 LI
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\ \\\‘\\\
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1295 (9.904 min): BF129545.D\data.ms (-1, 20000
162.1
sub 10000
80.1
0 541 ‘\ HH‘ 1061 13\\41 I G —
I B B B T e A e SEIESEE
miz--> 40 60 80 100 120 140 160 180 Time-> 9.85 9.90 9.95
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Abundance Scan 1552 (11.416 min): BF129333.D\data.ms (- #64

188.1 Phenanthrene-d10
Concen: 20.000 ng
RT: 11.398 min Scan#t 1{gigiipl=gles
Ref 50 Delta R.T. -0.006 min \A_
Lab File: BF129545.D ([SlUEEQISEIIAE
80.0 Acq: 03 Aug 2022 17:45
0 \4\2 ]‘- T ‘\ ”‘ ‘ 1\18\ ]\- \15?']\. T ‘H‘\ ‘ T T T \. ‘ T T
m/z--> 50 100 150 200 250 Tgt IOFIZ:!.88 RESpZ 300689
Abundance Scan 1549 (11.398 min): BF129545.D\datams 100 Ratio  Lower Upper
188.1 188 100
94 9.9 7.0 10.6
80 9.9 7.6 11.4
Raw 50
Abundance
11.398
94.1 15
(o5 \5‘2 :\L‘\ ‘\‘ \“‘ \12\3\9\ ? t ‘\ LA R B 300000
m/z--> 50 100 150 200 250
Abundance Scan 1549 (11.398 min): BF129545.D\data.ms (-
188.1 200000
Sub
50 100000
80.
042-0” L \\ 1180 15?1 ‘ 01
\\‘\\\ \\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250  Time--> 11.35 11.40 11.45
Abundance Scan 1474 (10.957 min): BF129333.D\data.ms (- #67
141.1 248.0 4-Bromophenyl-phenylether
77.0 Concen: 3.910 ng
RT: 10.698 min Scan# 1430
Ref 50 Delta R.T. -0.247 min

Lab File: BF129545.D
Acq: 03 Aug 2022 17:45

80 ||| b.dree |

miz--> 50 100 150 200 250 300 Tgt Ion:248 Resp: 12873

Abundance Scan 1430 (10.698 min): BF129545. D\data.ms ;Zg iggio Lower Upper

250 196.6 80.6 120.8#
141 609.9 58.9 88.3#

O

Raw gg
Abundance
80000
0,
miz--> 50 100 150 200 250 300
Abundance Scan 1430 (10.698 min): BF129545.D\data.ms (- 00000
40000
Sub
20000
- O ‘ L ‘ L ‘ T
miz--> 50 100 150 200 250 300  Time-> 10.65 10.70 10.75
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Abundance Scan 2003 (14.068 min): BF129333.D\data.ms (- #76

240.2 Chrysene-d12
Concen: 20.000 ng
RT: 14.045 min Scan#t 1{gSigilnlElee
Ref 50 Delta R.T. -0.006 min
Lab File: BF129545.D ([SlUEEQISEIIAE
120.1 Acq: 03 Aug 2022 17:45
ol 860, 1| 1981 |1 2829
m/z--> 50 100 150 200 250 300 350 18t Ion:24@ Resp: 265788
Abundance Scan 1999 (14.045 min): BF129545 D\data.ms 10" Ratio Lower Upper
240.2 240 100
120 11.1 8.9 13.3
236 25.3 20.8 31.2
Raw 50
Abundance
120.1 250000 e
0+ 30, “‘H‘w T \]\'8\4\':‘[‘1‘\ e \2\8\2\'0‘ - \:?E"E\'
mlz--> 50 100 150 200 250 300 350 200000
Abundance Scan 1999 (14.045 min): BF129545.D\data.ms (-
240.2 150000
Sub 100000
50
50000
120.1
ol 840 ,uJ 1801, 4 2810 355 O =
mlz--> 50 100 150 200 250 300 350 Time-> 14.00 14.10

Abundance Scan 1822 (13.004 min): BF129333.D\data.ms (- #79

244.2 Terphenyl-di4
Concen: 56.759 ng
RT: 12.980 min Scan# 1818
Ref 50 Delta R.T. -0.006 min
Lab File: BF129545.D
122.1 Acq: 03 Aug 2022 17:45
2 i el A
mlz-—-> 50 100 150 200 250 Tgt IOI’]Z?44 Resp: 799637
Abundance Scan 1818 (12.980 min): BF129545.D\data.ms Ion Ratio Lower Upper
2442 244 100
212 6.9 6.1 9.1
122 12.8 8.8 13.2
Raw 50
Abundance
12.980
122.1
w21 800 [ DY PRl oz, 800000
m/z--> 50 100 150 200 250
Abundance Scan 1818 (12.980 min): BF129545.D\data.ms (1 600000
244.2
400000
Sub
50
200000
122.1
oL 540 900 U200 BEL | e oL
m/z-—-> 50 100 150 200 250 Time--> 12190 1300 13.10
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Abundance Scan 2255 (15.551 min): BF129333.D\data.ms (- #86
264.1 Perylene-d12
Concen: 20.000 ng
RT: 15.527 min Scan#t 2SSl
Ref 50 Delta R.T. -0.000 min
1321 Lab File: BF129545.D ([SlUEEQISEIIAE
Acq: 03 Aug 2022 17:45
0 510 | woas | swe
m/z--> 50 100 150 200 250 300 350 400 '8t Ion:264 Resp: 326498
Abundance Scan 2251 (15.527 min): BF129545.D\datams = 10N Ratlo Lower Upper
264.2 264 100
260 22.7 18.4 27.6
265 21.7 17.2 25.8
Raw 50
Abundance
132.1 250000,  op%7
o STl 1 | s s
miz--> 50 100 150 200 250 300 350 400 200000
Abundance Scan 2251 (15.527 min): BF129545.D\data.ms (-
264.1 150000
sub 100000
50
50000
132.0
ols71 | 2040 | mai s o J L
miz--> 50 100 150 200 250 300 350 400 Time--> 15.50 15.60
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