Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102224\
Data File : BF139933.D

Acqg On : 22 Oct 2024 17:29
Operator : RC/JU

Sample : P4458-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Time: Oct 22 18:01:41 2024

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri Oct 18 15:07:50 2024

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.893 152 153847 20.000 ng 0.00
21) Naphthalene-d8 8.169 136 601143 20.000 ng 0.00
39) Acenaphthene-di10 9.922 164 337857 20.000 ng 0.00
64) Phenanthrene-d10 11.410 188 547874 20.000 ng 0.00
76) Chrysene-di12 14.051 240 340381 20.000 ng 0.00
86) Perylene-di12 15.527 264 368693 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol .516 112 1244571 126.643 ng
7) Phenol-dé .510 99 1471805 115.634 ng .00
23) Nitrobenzene-d5 .451 82 1109517 102.294 ng .00

5 0.02
6 0
7 0
42) 2,4,6-Tribromophenol 10.716 330 466714  147.685 ng 0.00
9 0
2 0

45) 2-Fluorobiphenyl .245 172 1903656 93.121 ng .00
79) Terphenyl-di4 12.998 244 1840114 88.090 ng .00
Target Compounds Qvalue
19) n-Nitroso-di-n-propyla... 7.451 70 149829 19.409 ng # 76
25) Isophorone 7.451 82 1107047 53.776 ng # 67
51) 2,6-Dinitrotoluene 9.922 165 43266 9.495 ng # 21
57) 2,4-Dinitrotoluene 9.922 165 43266 7.721 ng # 21
67) 4-Bromophenyl-phenylether 10.716 248 29020 5.142 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\BF102224\
Data File : BF139933.D

Acqg On : 22 Oct 2024 17:29
Operator : RC/JU

Sample : P4458-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Time: Oct 22 18:01:41 2024

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri Oct 18 15:07:50 2024

Response via : Initial Calibration

Abundance TIC: BF139933.D\data.ms
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Abundance Scan 816 (6.892 min): BF139848.D\data.ms (-80 #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 6.893 min Scan# 81l Eies
Ref 50 115.0 Delta R.T. 0.001 min _
501 78.1 Lab File: BF139933.D (SlEQISEnIAE0
‘ ‘ Acq: 22 Oct 2024 17:29 HAlEiN
0\\w\J”‘HMM\\H‘HMH\\H‘MHW\\H‘H\W\\H
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion:152 Resp: 153847
Abundance  Scan 816 (6.893 min): BF139933 D\datams 10N Ratio Lower Upper
150.0 152 100
150 156.7 130.2 195.2
115  61.5 51.4 77.2
Raw 50 115.1
520 781 Abundance
0! 150000
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 816 (6.893 min): BF139933.D\data.ms (-79
15p.0 100000
Sub
50 115.1 50000
520 78.1
0 v S A B
miz--> 40 60 80 100 120 140 160 180 200  Time-> 6.85 6.90

Abundance Scan 579 (5.498 min): BF139848.D\data.ms (-57 #5

112.1 2-Fluorophenol
64.0 Concen: 126.643 ng
RT: 5.516 min Scan# 582
Ref 50 Delta R.T. ©.018 min
92.1 Lab File: BF139933.D
#1501] | g . Acq: 22 Oct 2024 17:29

miz--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:112 Resp: 1244571

Abundance  Scan 582 (5.516 min): BF139933 D\datams 10N Ratio Lower Upper
1191 112 100

64 64.7 53.0 79.6

o

64.0 63 33.4 27.0 40.4
Raw 50
921 Abundance
39.1 ‘ 800000 5.516
0 \‘\\\‘“‘\\\\‘M\‘\l}“1\‘\{‘\‘\\8\0‘\4)\‘\\‘\\\\‘\\\\‘ ‘\\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 120 600000
Abundance Scan 582 (5.516 min): BF139933.D\data.ms (-52
112.1
400000
64.0
Sub
50
200000
92.1
390 5 ‘ ‘
0 ‘_m‘_mwwmH?ﬂ‘d’m_ww‘ - e
miz--> 30 40 50 60 70 80 90 100 110 120 Time->  5.405.505.605.70
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Abundance Scan 751 (6.510 min): BF139848.D\data.ms (-74 #7

99.1 Phenol-d6
Concen: 115.634 ng
RT: 6.510 min Scan#t 7{gSiiiglEhies
Ref 50 Delta R.T. 0.000 min \A_
421 Lab File: BF139933.D [(®IEIEEllsliEllof
Acq: 22 Oct 2024 17:29 HAlEiN
ol a0 om
m/z--> 50 100 150 200 250 Tgt Ion: 99 Resp: 1471805
Abundance  Scan 751 (6.510 min): BF139933.D\datams 10" Ratlo Lower Upper
9d.1 99 100
42 19.7 16.7 25.1
71  34.7 27.7 41.5
Raw 50
Abundance
42.1 1000000 6.510
281.
0+ ‘\‘“h“m\”‘””\ \H L L L L B B B B 800000
miz--> 50 100 150 200 250
Abundance in): g
Scan 751 (85510 min): BF139933.D\data.ms (-70 600000
400000
Sub
50
200000
42.0
S T —— =L
m/z—-> 100 150 200 250 Time-->  6.40 6.50 6.60 6.70

Abundance Scan 886 (7.304 min): BF139848.D\data.ms (-87 #19

105.1 n-Nitroso-di-n-propylamine
43.0 Concen: 19.409 ng
RT: 7.451 min Scan# 911
Ref 50 Delta R.T. ©0.147 min
Lab File: BF139933.D
Acq: 22 Oct 2024 17:29
ol a1 sso 2520 3011 o1
miz--> 50 100 150 200 250 300 350 400 '8t Ion: 76 Resp: 149829
Abundance  Scan 911 (7.451 min): BF139933.D\data.ms Ion Ratio Lower Upper
82.1 70 100
42 49.6 51.5 77.3#
101 0.0 7.5 11.3#%#
Raw 50 130 2.1 15.5 23.3#
Abundance
100000 el
0‘”\“‘“‘\‘1‘3‘;1_‘.9““\‘“‘\““\““\““\“
m/z--> 100 150 200 250 300 350 400 80000
Abundance Scan 911 (7.451 min): BF139933.D\data.ms (-83
82.1 60000
sub 40000
50
20000
0“\“\1319\\\\\ A
mlz--> 50 100 150 200 250 300 350 400 Time--> 7.40 7.45 7.50
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Abundance Scan 1034 (8.175 min): BF139848.D\data.ms (-1 #21
136.2 Naphthalene-d8
Concen: 20.000 ng
RT: 8.169 min Scan# 1{giidtipl=lpies
Ref 50 Delta R.T. -0.006 min |
Lab File: BF139933.D [(®IEIEEllsliEllof
541 108.1 Acq: 22 Oct 2024 17:29 KU
0 H\“\ T H\ T M T w‘i.\ TT “\‘\‘ T \‘! }M‘ TTTT T \:‘Lﬁgug‘\ \\2\2|\2\\9\
m/z--> 40 60 80 100 120 140 160 180 200220 18t Ion:136 Resp: 601143
Abundance Scan 1033 (8.169 min): BF139933.D\datams | 10N Ratlo Lower Upper
136.2 136 100
137 10.9 8.6 12.8
54 9.8 8.4 12.6
Raw sgg 68 6.3 5.1 7.7
Abundance
8.169
54.1 108.1
0H\“HH\‘NHH“‘EL\\‘\‘\‘H‘H}M‘HH‘HH‘HH‘HH“H\ 400000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1033 (8.169 min): BF139933.D\data.ms (-9 300000
136.2
200000
Sub
50
100000
54.1 108.1
Olrreprrt b P bt e e e
miz--> 40 60 80 100 120 140 160 180 200 220  Time--> 8.10 8.20 8.30
Abundance Scan 911 (7.451 min): BF139848.D\data.ms (-90 #23
82.0 Nitrobenzene-d5
Concen: 102.294 ng
54.1 RT:  7.451 min Scan# 911
Ref 50 128.1 Delta R.T. ©.000 min
Lab File: BF139933.D
98.0 Acq: 22 Oct 2024 17:29
0 49'\0 u“ . 68‘1 el ‘ 112'1 .
T 1T ‘ T T ‘ L ‘ L ‘ T T ‘ L ‘
miz--> 40 60 30 100 120 Tgt Ion: ) 82 Resp: 1109517
Abundance  Scan 911 (7.451 min): BF139933 D\datams = 10N Ratlo Lower Upper
82.1 82 100
128 43.9 33.4 50.0
541 54 56.2 47.8 71.8
Raw 50 128.1
Abundance
7.451
98.1
0 49'\1 . ‘ . 68‘1 ol ‘ 112.1 .
T 1T ‘ L ‘ L ‘ L ‘ T T ‘ T T ‘
miz--> 40 60 80 100 120 600000
Abundance Scan 911 (7.451 min): BF139933.D\data.ms (-86
82.1
400000
Sub 54.1
50 128.1 200000
40.0 98.1
oL 00 | esa | w21 | O
m/z--> 40 60 80 100 120 Time--> 7.40 7.457.50
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Abundance Scan 955 (7.710 min): BF139848.D\data.ms (-94 #25

82.1 Isophorone
Concen: 53.776 ng
RT: 7.451 min Scan# 91l Eies
Ref 50 Delta R.T. -0.259 min |
Lab File: BF139933.D [(®IEIEEllsliEllof
39‘-1‘ 13‘8-1 Acq: 22 Oct 2024 17:29 KU
oL i“ “‘M T “\ Ul ‘ [T T L B B B B B BB T
m/z--> 50 100 150 200 250 Tgt Ion: ‘82 RESpZ 1107047
Abundance  Scan 911 (7.451 min): BF139933. D\datams 19" Ratlo Lower Upper
82.1 82 100
95 0.0 5.5 8.3#
138 0.0 13.2 19.8#
Raw 50 128.1
Abundance
7.A51
42.
oL ‘H :&‘\ ‘\‘ il “ I L B B B B B B
miz--> 50 100 150 200 250 600000
Abundance Scan 911 (7.451 min): BF139933.D\data.ms (-90
831 400000
Sub
Y 5 128.1 500000
42.
G\‘Hﬂ‘\‘\‘“?‘\“\\‘\\‘\\\\‘\\\\‘\\\\ LI L B R B
m/z—-> 50 100 150 200 250 Time--> 7.40 7.45 7.50

Abundance Scan 1332 (9.927 min): BF139848.D\data.ms (-1 #39
162.2 Acenaphthene-d10

Concen: 20.000 ng

RT: 9.922 min Scan# 1331

Ref 50 Delta R.T. -0.005 min
Lab File: BF139933.D
80.1 Acq: 22 Oct 2024 17:29
0 . 54\..1 Iy \MM 106'1 13\ﬂ'1 \L .
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\’\\\\ . .
miz--> 40 60 80 100 120 140 160 180 200 I8t Ion:164 Resp: 337857
Abundance Scan 1331 (9.922 min): BF139933.D\datams | 10" Ratio Lower Upper
164.2 164 100

162 98.8 81.0 121.4
160 44.0 35.4 53.0

Raw 50
Abundance
80.1 250000 9.922
0 106.1 132.1
m/z--> 40 60 80 100 120 140 160 180 200 200000
Abundance Scan 1331 (9.922 min): BF139933.D\data.ms (-1
150000
164.2
100000
Sub
50
80.1 50000
0 ‘5“1‘-1“‘ HH‘ 106.1 13%1 1L
e e e e e T
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 9.90 10.00
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Abundance Scan 1466 (10.716 min): BF139848.D\data.ms (- #42
329.¢ 2,4,6-Tribromophenol
Concen: 147.685 ng

62.0 RT: 10.716 min Scan#t 1{gSagilnl=lee
Ref 50 Delta R.T. ©0.000 min
1410 Lab File: BF139933.D (SlEQISEnIAE0
221.9 Acq: 22 Oct 2024 17:29 HliN
oL \‘\‘ mi‘ lu u M.]‘uo‘%ﬁ%‘ ;h ‘ ‘H\M e UH”‘ : \‘l\\‘ A
m/z--> 50 100 150 200 250 300 Tgt Ion:330 RESpZ 466714

Abundance Scan 1466 (10.716 min): BF139933 D\datams 1oN Ratio Lower Upper
3206 330 100

332 96.2 78.1 117.1
141 28.6 26.6 39.8

Raw 50/ 620

Abundance
221.9 10.y16
ol 02 300000

m/z--> 50 100 150 200 250 300
Abundance Scan 1466 (10.716 min): BF139933.D\data.ms (-

141.0

200000
Sub 100000
- 07 ‘ T T T T ‘ T T
miz--> 50 100 150 200 250 300  Time.> 10.60  10.80

Abundance Scan 1217 (9.251 min): BF139848.D\data.ms (-1 #45

172.1 | 2-Fluorobiphenyl

Concen: 93.121 ng

RT: 9.245 min Scan# 1216
Ref 50 Delta R.T. -0.006 min

Lab File: BF139933.D

Acq: 22 Oct 2024 17:29

0 5]T'O I 85\0 120.1 1\5\}.1 | ‘
\H“H‘\\“H\”\‘\H‘\‘H\\i\”\\‘\‘i\‘\‘\“\\\’\ . .
miz--> 40 60 80 100 120 140 160 1g0 I8t Ion:172 Resp: 1963656
Abundance Scan 1216 (9.245 min): BF139933 D\datams = 10N Ratlo Lower Upper

1721 | 172 100
171 35.8 28.6 43.0
170 24.1 19.1 28.7
Raw 50
Abundance
9.245
51.1 8?-1 120.1 146.1
Ol \“ i ‘”\ i T 1y \‘\“ T i T \‘\ T t \“\‘\“ !
m/z--> 40 60 80 100 120 140 160 180 10900000
Abundance Scan 1216 (9.245 min): BF139933.D\data.ms (-1
172.1
Sub 500000
50
511 81 4397 1461 0
0\\\‘\\H\\“\\\Hw‘\‘\\\‘\\\\i\\\‘\‘\\“\\‘\\‘ \\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 Time--> 9.15 9.20 9.25 9.30
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Abundance Scan 1295 (9.710 min): BF139848.D\data.ms (-1 #51

165.1 2,6-Dinitrotoluene

Concen: 9.495 ng

89.0 RT:  9.922 min Scan# 1[SIdTEles
Ref 50 63.0 Delta R.T. ©.212 min _
Lab File: BF139933.D (GUEINEERTIEIH

390‘ H 2‘10 ‘ Acq: 22 Oct 2024 17:29 ZdUoi
0\\‘\\!‘\‘1”\\\“\”\\\‘Wl\\H‘\\\\‘\\\\‘\‘\\\‘\\\\’\\\\
miz--> 40 60 80 100 120 140 160 180 200 T8t Ion:165 Resp: 43266
Abundance Scan 1331 (9.922 min): BF139933.D\datams = 10" Ratio Lower Upper
1612 165 100
63 1.2 50.6 75.8%
89 1.0 47.5 71.3#
Raw 50
Abundance
80.1 9.922
o 106.1 132.1 30000
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1331 (9.922 min): BF139933.D\data.ms (-1 20000
2
Sub o 10000
80.1
0 106.1 132.1
T ‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 Time-> 9.85 9.90 9.95

Abundance Scan 1363 (10.110 min): BF139848.D\data.ms (- #57

165.1 2,4-Dinitrotoluene
89.1 Concen: 7.721 ng
63.0 RT: 9.922 min Scan# 1331
Ref 50 ' Delta R.T. -0.188 min
119.1 Lab File: BF139933.D
39.0
‘ ‘ Acq: 22 Oct 2024 17:29
0\\\“\‘\‘“\‘\HI\H}HW\H!h\‘f‘”\\\“\\]\-3\?\0!!\‘\‘;\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 I8t Ion:165 Resp: 43266
Abundance Scan 1331 (9.922 min): BF139933.D\datams 10N Ratio Lower Upper
164.2 165 100
63 1.2 40.1 60.1#
89 1.0 60.4 90.6#
Raw 5 182 0.8 2.0 3.0#
Abundance
80.1 9.922
0\\\‘\\5\4.\]‘-}‘\‘\}H“‘\\\\]-‘0\6\\]-\‘:\'-\3%\]’-\\\\“ \\\‘\\\ 30000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1331 (9.922 min): BF139933.D\data.ms (-1
20000
164.2
sub 10000
80.1
0 541 ‘\ HH‘ 1061 13%1 I O
Pt SR e et e
miz--> 40 60 80 100 120 140 160 180 Time-> 9.85 9.90 9.95
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Abundance Scan 1585 (11.416 min): BF139848.D\data.ms (1 #64

188.2 Phenanthrene-d10
Concen: 20.000 ng
RT: 11.410 min Scan#t 1{gigiil=glies
Ref 50 Delta R.T. -0.006 min |
Lab File: BF139933.D (SlEQISEnIAE0
80.1 160 Acq: 22 Oct 2024 17:29 HlN
0 H\‘5‘2"‘1\“"“!“‘H‘\‘H‘%3”2"\1”‘H!“H‘\MHWH\HW‘
m/z--> 40 60 80 100120140 160 180200220240 T8t Ion:188 Resp: 547874
Abundance Scan 1584 (11.410 min): BF139933.D\data.ms 10" Ratio Lower Upper
188.2 188 100
94 10.0 7.9 11.9
80 10.8 9.0 13.4
Raw 50
Abundance
11.410
80 160.2 400000
0 H\?)‘2“1\“"w‘1“\‘H‘%3”2‘\l”‘H!“H‘\MHWH\HHW
m/z--> 40 60 80 100120 140 160 180 200 220 240 300000
Abundance Scan 1584 (11.410 min): BF139933.D\data.ms (-
188.2
200000
Sub 50
100000
A = A S 0 A —
miz--> 40 60 80 100 120 140 160 180 200 220 240 Time..>  11.35 11.40 11.45
Abundance Scan 1507 (10.957 min): BF139848.D\data.ms (- #67
248.1 4-Bromophenyl-phenylether
141.0 Concen: 5.142 ng
7.0 RT: 10.716 min Scan# 1466
Ref 50 Delta R.T. -0.241 min
Lab File: BF139933.D
5 ‘ Acq: 22 Oct 2024 17:29
Gﬁw b ‘\‘H“H‘ ‘n‘ by ‘\‘H H]JWQ‘ - T “ e
miz--> 50 100 150 200 250 300 Tgt Ion:248 Resp: 29620
Abundance Scan 1466 (10.716 min): BF139933.D\data.ms Ion Ratio Lower Upper

248 100
250 200.9 79.0 118.6#
141 429.7 61.7 92.5#

Raw 50
Abundance
0! 80000
m/z--> 50 100 150 200 250 300
Abundance Scan 1466 (10.716 min): BF139933.D\data.ms (- 60000
40000
Sub
6
20000
- \‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 Time-->  10.65 10.70 10.75
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Abundance Scan 2033 (14.051 min): BF139848.D\data.ms (- #76

228.2 Chrysene-d12
Concen: 20.000 ng
RT: 14.051 min Scan# 2(gEigial=ies
Ref 50 Delta R.T. ©0.000 min \A_
Lab File: BF139933.D [(®IEIEEllsliEllof
113.1 149.0 Acq: 22 Oct 2024 17:29 e
0 \‘5‘7‘\.11‘ (I i”‘\‘”‘w T ‘i \‘\18\4\1‘” e \”“‘“‘ T \2\7\9-:1
m/z—> 50 100 150 200 250 Tgt Ion:g40 Resp: 340381
Abundance Scan 2033 (14.051 min): BF139933.D\datams 10N Ratio lower Upper
240.2 240 100
120 10.4 9.4 14.2
236 26.2 20.9 31.3
Raw 50
Abundance
250000 14,051
44.0 880\ H ! sg1 2082 m 282.;
0 \ ‘ T T T T L T T ‘ T T T T ‘ ‘\‘ T \M - ‘ T T T T 200000
m/z--> 50 100 150 200 250
Abundance in): _
Scan 2033 (14.051 min): BF139933.D\data.ms ( 150000
240.2
100000
Sub
50
50000
0 ‘5‘49“?8‘0“ ‘H ‘1?6‘1‘ 2082 L 282, ps==-—
miz--> 50 100 150 200 250 Time--> 14.00 14.10

Abundance Scan 1854 (12.998 min): BF139848.D\data.ms (- #79

244.3 Terphenyl-di4

Concen: 88.090 ng

RT: 12.998 min Scan# 1854
Ref 50 Delta R.T. ©.000 min

Lab File: BF139933.D

1221 Acq: 22 Oct 2024 17:29
541 921 1602 2122

0 ‘”\‘\ t \”“‘\ ‘\‘ Ty T ‘\“ [ —— \‘ \‘\MM“ T
mlz-—-> 50 100 150 200 250 Tgt Ion:244 Resp: 1840114

Abundance Scan 1854 (12.998 min): BF139933 D\data.ms 10N Ratio Lower Upper
244.3 244 100

212 6.8 5.7 8.5
122 10.4 8.6 13.0
Raw 50
Abundance
12.998
T \5‘4\1\ \9\2‘}:\]_2\‘2\1\ ]‘-6?\2\ T “21\‘2\2‘\ MM“ T
miz--> 50 100 150 200 250 1000000
Abundance Scan 1854 (12.998 min): BF139933.D\data.ms (-
244.3
Sub 500000
50
54.1 92112\21 1602 2122 0
OH‘HH‘HH“HH‘HM‘M“H : T
m/z--> 50 100 150 200 250  Time--> 13.00
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Abundance Scan 2284 (15.527 min): BF139848.D\data.ms (- #86

264.1  perylene-d12
Concen: 20.000 ng
RT: 15.527 min Scan# 2[Eigil=ies

Ref 50 Delta R.T. ©0.000 min \A_
Lab File: BF139933.D ([SUEQISERICIeM
1321 Acq: 22 Oct 2024 17:29 Hali
0420 780 h\\ 180.1 2322
T T ‘ T T T T T T T T T T T T ‘ T T \ \ ‘
m/z--> 50 100 150 200 250 Tgt Ion:264 Resp: 368693

Abundance Scan 2284 (15.527 min): BF139933 D\data.ms 1°" Ratio Lower Upper
264.2 264 100

260  23.5 19.4 29.2
265 21.0 17.4 26.0

Raw 50
Abundance
0440 88.1 ‘H 165.0 2322 200000
L ‘ L T T ‘ T T T L T T ‘ T T T ‘
m/z--> 50 100 150 200 250
Abundance Scan 2284 (15.527 min): BF139933.D\data.ms (- 150000
264.1
100000
Sub
50
50000
132.1
ol 540 900 | 1650 2322 | ol
e s R 7
miz--> 50 100 150 200 250 Time--> 15.40 15.60
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