Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101623\
Data File : BF135790.D

Acqg On : 16 Oct 2023 22:24
Operator : CG\JU

Sample : 04844-14

Misc

ALS Vvial : 12 Sample Multiplier: 1

Quant Time: Oct 17 ©01:59:16 2023

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Tue Oct 17 01:22:00 2023

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.734 152 111059 20.000 ng -0.01
21) Naphthalene-d8 8.016 136 421435 20.000 ng 0.00
39) Acenaphthene-die 9.775 164 210638 20.000 ng -0.01
64) Phenanthrene-d10 11.269 188 419510 20.000 ng -0.01
76) Chrysene-di12 13.933 240 211181 20.000 ng -0.02
86) Perylene-di12 15.409 264 232411 20.000 ng -0.01

System Monitoring Compounds

5) 2-Fluorophenol 5.387 112 849037 122.911 ng 0.01

7) Phenol-d6 6.392 99 986098 114.411 ng 0.00
23) Nitrobenzene-d5 7.304 82 708789 92.500 ng -0.01
42) 2,4,6-Tribromophenol 10.574 330 284467 140.739 ng -0.01
45) 2-Fluorobiphenyl 9.098 172 1180386 87.617 ng 0.00
79) Terphenyl-di4 12.868 244 1242605 108.968 ng -0.01

Target Compounds Qvalue
19) n-Nitroso-di-n-propyla... 7.304 70 93455 17.536 ng # 77
25) Isophorone 7.304 82 708785 49.031 ng # 66
51) 2,6-Dinitrotoluene 9.775 165 27593 9.024 ng # 16
57) 2,4-Dinitrotoluene 9.775 165 27593 7.093 ng # 24
67) 4-Bromophenyl-phenylether 10.574 248 17372 4,125 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\BF101623\
Data File : BF135790.D

Acqg On : 16 Oct 2023 22:24
Operator : CG\JU

Sample . 04844-14

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Time: Oct 17 ©1:59:16 2023

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Tue Oct 17 ©1:22:00 2023

Response via : Initial Calibration

Abundance TIC: BF135790.D\data.ms
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Abundance Scan 791 (6.739 min): BF135751.D\data.ms (-78 #1

149.9 1,4-Dichlorobenzene-d4

Concen: 20.000 ng

RT: 6.734 min Scan# 7{gSidtipl=lpies
Ref 50 115.0 Delta R.T. -0.012 min _|
Lab File: BF135790.D [(GICHIEEGIelE(CH

52.0 78.0
‘ ‘ Acq: 16 Oct 2023 22:24
Ol 0960 | 1320
m/z--> 40 60 80 100 120 140 160 Tgt Ion:152 Resp: 111659

Abundance  Scan 790 (6.734 min): BF135790.D\data.ms | 1N Ratio Lower Upper
1500 152 100

150 155.6 124.5 186.7
115 64.4 49.0 73.4

Raw 50
52.0 8.0 115.0 Abundance
0 \‘\9\7‘0\\\1“\1\3\1.\7‘\\‘\“\‘\ 150000
m/z--> 40 60 80 100 120 140 160 6.734
Abundance Scan 790 (6.734 min): BF135790.D\data.ms (-77
150.0 100000
Sub
50 115.0 50000
0 ““ 970 1817 e
miz--> 40 60 80 100 120 140 160 Time> 6.70 6.75 6.80

Abundance Scan 559 (5.375 min): BF135751.D\data.ms (-55 #5
112.0 2-Fluorophenol
Concen: 122.911 ng

64.0 RT: 5.387 min Scan#t 561
Ref 50 Delta R.T. 0.012 min
92.0 Lab File: BF135790.D
Acq: 16 Oct 2023 22:24
38\\1 50\9\ b ‘ | !
0\‘\\\‘\‘\\\\“\\\}“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\
miz--> 30 40 50 60 70 80 90 100 110 120 A Tgt Ion:112 Resp: 849037

Abundance  Scan 561 (5.387 min): BF135790.D\datams 10N Ratio Lower Upper
112.0 112 100

64 65.4 51.2 76.8

64.0 63 34.1 26.1 39.1
Raw 50
Abundance
92.0 5487
38.0 50.0 ‘ ‘ 600000
0\‘\\\‘“‘\\\\}‘\‘\1}‘w\‘\i‘\\\\()‘\\\\‘\\\\‘\\\\"\\\‘\\
miz--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 561 (5.387 min): BF135790.D\data. -50
can ( min) ala1 ;ng ( 400000
64.0
sub o 200000
92.0
38.0 500 ‘
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 5.30 5.40 5.50 5.60
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Abundance Scan 733 (6.398 min): BF135751.D\data.ms (-72 #7

99.1 Phenol-d6
Concen: 114.411 ng
RT: 6.392 min Scan# 71EdtlEgies
Ref 50 Delta R.T. -0.006 min \A_
421 711 Lab File: BF135790.D (SUEMIEuoEIRE
Acq: 16 Oct 2023 22:24
0\\‘\\\}“\‘\‘\\“11\\‘i}‘\\w\\\\‘\\\\‘\\\1“\\\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 T8t Ion: 99 Resp: 986098
Abundance  Scan 732 (6.392 min): BF135790.D\datams | 100 Ratlo Lower Upper
99.1 99 100
42 22.1 18.4 27.6
71 33.9 27.2 40.8
Raw 50
71.1 Abundance
42.1 6.392
800000
0\\‘\\\\“H\‘\‘\\“l1\\‘\}}\‘1\\\\8‘2\\]-\\‘\\\1“\\\\‘\\
miz--> 30 40 50 60 70 80 90 100 110
Abundance Scan 732 (6.392 min): BF135790.D\data.ms (-68 600000
99.1
400000
Sub
50
711 200000
42.0
54.0
ot el 822 T
miz--> 30 40 50 60 70 80 90 100 110 Time--> 6.30 6.40 6.50 6.60

Abundance Scan 863 (7.163 min): BF135751.D\data.ms (-85 #19

43.0 1105.1 n-Nitroso-di-n-propylamine
Concen: 17.536 ng
RT: 7.304 min Scan# 887
Ref 50 Delta R.T. ©0.141 min
Lab File: BF135790.D
Acq: 16 Oct 2023 22:24
oMl {1 1510 2069 3270 s
miz--> 50 100 150 200 250 300 350 400 '8t Ion: 76 Resp: 93455
Abundance  Scan 887 (7.304 min): BF135790.D\data.ms Ion Ratio Lower Upper
82.1 70 100
42 59.4 59.8 89.6#
101 0.0 7.4 11.2#
Raw 50 130 2.2 16.6 24 .8%#
Abundance
7.304
‘ 80000
0‘M\““\\‘“"\““\‘“‘\““\““\““\“
m/z--> 100 150 200 250 300 350 400
Abundance Scan 887 (7.304 min): BF135790.D\data.ms (-81 60000
82.1
40000
Sub
50
20000
0“‘\“m\wme\Hw”w”w”w” o T
miz--> 100 150 200 250 300 350 400 Time--> 730 7.40
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Abundance Scan 1009 (8.022 min): BF135751.D\data.ms (-1 #21

136.1  Naphthalene-d8
Concen: 20.000 ng
RT: 8.016 min Scan# 1([EidlllEies
Ref 50 Delta R.T. -0.006 min |
Lab File: BF135790.D (SlEEQISEIIAE
54.1 108.1 Acq: 16 Oct 2023 22:24
Oh— \.‘Q\ T ‘\‘\ T i‘\‘ \718“9\‘ \9\3\0‘ \‘1 L M“‘ T
m/z--> 40 60 80 100 120 140 Tgt IOFIZ:!.36 RESpZ 421435
Abundance Scan 1008 (8.016 min): BF135790.D\datams 10" Ratio Lower Upper
1361 136 100
137 10.8 8.6 12.8
54 9.6 8.5 12.7
Raw 5 68 5.9 4.8 7.2
Abundance
8.016
54.0 108.1
(o5 \3\8‘1\ T ‘\‘\ T i‘\‘ \718“‘9\‘ T \‘1 L }H‘ T 400000
m/z--> 40 60 80 100 120 140
Abundance Scan 1008 (8.016 min): BF135790.D\data.ms (-9 300000
136.1
200000
Sub
50
100000
54.0 108.1
P S TN v RN R | e
m/z--> 40 60 80 100 120 140  Time--> 8.00 8.10
Abundance Scan 889 (7.316 min): BF135751.D\data.ms (-88 #23
821 Nitrobenzene-d5
54.0 Concen: 92.500 ng
RT: 7.304 min Scan# 887
Ref 50 1281  pelta R.T. -0.012 min
Lab File: BF135790.D
98.1 Acq: 16 Oct 2023 22:24
L0 || een | TTuaa |
LI ’ L ‘ L ‘ L ‘ T 1T ‘ T T T ‘
miz--> 40 60 80 100 120 Tgt Ion: .82 Resp: 708789
Abundance  Scan 887 (7.304 min): BF135790.D\data.ms Ion Ratio Lower Upper
82.1 82 100
128 42.4 37.0 55.6
54.1 54 65.8 52.8 79.2
Raw 50 128.1
' Abundance
7.304
98.1 600000 R
0 49"1 “m 68‘1 il ‘ 112.1 .
LI ’ T ‘ L ‘ L ‘ T 1T ‘ T T T ‘
miz--> 40 60 80 100 120
Abundance Scan 887 (7.304 min): BF135790.D\data.ms (-83 400000
82.1
54.1
Sub
50 1281 200000
98.1
oL 400 || 8 | | 1121 | 0 -
I I e e B R i W an e e
miz--> 40 60 80 100 120 Time—>  7.20 7.40 7.60
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Abundance Scan 932 (7.569 min): BF135751.D\data.ms (-92 #25

821 Isophorone
Concen: 49.031 ng
RT: 7.304 min Scan# S8{gELdllEies
Ref 50 Delta R.T. -0.265 min \A_
Lab File: BF135790.D [(SlEIEEIslEEl0f
39.1 541 138.1  Acq: 16 Oct 2023 22:24
0\\\“‘\\\“\‘\‘\\\“‘\\\‘\ 1\0\8\0\]-‘23\\1\\‘\\
m/z--> 60 80 100 120 140 Tgt IOHZ‘SZ RESpZ 708785
Abundance Scan887(7304rnm) BF135790.D\datams | 1ON Ratio Lower Upper
83.1 82 100
95 0.0 5.5 8.3#
54.1 138 0.0 13.9 20.9%
Raw 50 128.1
’ Abundance
98.1 sooo00!  /FO4
ol 381 Lo M e
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 40 60 80 100 120 140
Abundance Scan 887 (7.304 min): BF135790.D\data.ms (-88 400000
82.1
54.1
Sub
50 128.1 200000
98.1 L\\‘,
LS R &= O
m/z-> 40 60 80 100 120 140 Time-> 7.20 7.40 7.60

Abundance Scan 1308 (9.780 min): BF135751.D\data.ms ( 1 #39

Acenaphthene-d1e

Concen: 20.000 ng

RT: 9.775 min Scan# 1307

=
o
j =

Ref 50 Delta R.T. -0.012 min
Lab File: BF135790.D
Acq: 16 Oct 2023 22:24
0 54\.0 | \MH 106 1 13% 0 LI
T T T ‘ LI ‘ T ‘ T TT ‘ T \ TT ‘ TTT \ ‘ TT 11 . .
miz--> 40 60 80 100 120 140 160 Tgt Ion:164 Resp: 210638

Abundance Scan 1307 (9.775 min): BF135790.D\datams 10N Ratio Lower Upper

168.1 164 100
162 101.3 80.8 121.2
160 45.8 36.6 54.8
Raw 50
Abundance
80.1 9.775
54.1
0l360 7T . 1060 1L 200000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1307 (9.775 min): BF135790.D\data.ms (-1 150000
162.1
100000
Sub
50
50000
80.1
o360 Tt ) 1080 1821
e e e e e e ] ——
m/z--> 40 60 80 100 120 140 160  Time--> 970 9.80
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Abundance Scan 1444 (10.580 min): BF135751.D\data.ms (- #42

2,4,6-Tribromophenol
Concen: 140.739 ng
RT: 10.574 min Scan#t 14gigill=glies
Delta R.T. -0.012 min
Lab File: BF135790.D [(GICHIEEGIelE(CH
Acq: 16 Oct 2023 22:24

Ref 50

0
m/z--> 50 100 150 200 250 300 Tgt Ion:330 RESpZ 284467

Abundance Scan 1443 (10.574 min): BF135790.D\data.ms 1o Ratio Lower Upper
3206 330 100

332 96.5 75.0 112.4
141 32.1 25.8 38.6

Raw 50
Abundance
10.674
0,
m/z--> 50 100 150 200 250 300
- 200000
Abundance Scan 1443 (10.574 min): BF135790.D\data.ms (-
Sub 100000
- G \\‘\\
m/z--> 50 100 150 200 250 300 Time--> 10.60

Abundance Scan 1193 (9.104 min): BF135751.D\data.ms (-1 #45

172.1 2-Fluorobiphenyl
Concen: 87.617 ng
RT: 9.098 min Scan# 1192
Ref 50 Delta R.T. -0.006 min
Lab File: BF135790.D
Acq: 16 Oct 2023 22:24
G\H“H”H‘”\H”M\MH\“H\\i\‘\\‘\‘i‘\‘w‘\“u‘ T
miz--> 40 60 80 100 120 140 160 180 200 18t Ion:172 Resp: 1180386
Abundance Scan 1192 (9.098 min): BF135790.D\data.ms Ion Ratio Lower Upper
172.1 172 100
171 35.2 28.4 42.6
170 23.9 18.8 28.2
Raw 50
Abundance
9.098
51.1 85‘.0 120.1 146.1
0 \H“H”H“H\”M\‘H‘\‘H\\i\‘u‘\‘\“\‘w‘\“u‘ T T 1000000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1192 (9.098 min): BF135790.D\data.ms (-1
172.1
500000
Sub
50
o 51.1 850 1201 146.“1 0
et et e T T T T
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 9.10 9.20
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Abundance Scan 1274 (9.580 min): BF135751.D\data.ms (-1 #51

63.0 165.0 2,6-Dinitrotoluene
' Concen: 9.024 ng
89.1 RT:  9.775 min Scan# 1L %
Ref 50 Delta R.T. ©0.188 min |
39.0 121.0 Lab File: BF135790.D (SUERISEICIe
Acq: 16 Oct 2023 22:24
0,
miz--> 40 60 80 100 120 140 160 180 18t Ion:165 Resp: 27593
Abundance Scan 1307 (9.775 min): BF135790.D\datams 10" Ratio Lower Upper
1691 165 100
63 2.1 62.2 93.4#
89 1.2 49.6 74.4#
Raw 50
Abundance
80.1 30000 9.Y75
54‘-1 ‘ ‘ 106.0 132.1
0H\“H}\‘H\“‘“\\‘H’\‘M\‘Hl‘i‘\ml‘ T
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1307 (9.775 min): BF135790.D\data.ms (-1 20000
162.1
Sub
50 10000
80.1
oyl 2080 22 e
miz--> 40 60 80 100 120 140 160 180 Time--> 9.75 9.80
Abundance Scan 1345 (9.998 min): BF135751.D\data.ms (-1 #57
165.0 2,4-Dinitrotoluene
89.0 Concen: 7.093 ng
RT: 9.775 min Scan# 1307
Ref 50 63.0 Delta R.T. -0.230 min
119.0139.0 Lab File:  BF135790.D
39.0 ‘ ‘ ‘ Acq: 16 Oct 2023 22:24
[ \“i \‘\‘H‘\ “H\‘\‘\H‘\MW 1‘”\ ‘i ™ \‘Hi \“\‘i T i T T \“r‘\ T “\ T
miz--> 40 60 80 100 120 140 160 180 I8t Ion:165 Resp: = 27593
Abundance Scan 1307 (9.775 min): BF135790.D\datams | 100 Ratio Lower Upper
168.1 165 100
63 2.1 39.0 58.4#
89 1.2 55.9 83.9#
Raw 5o 182 8.0 2.0 3.e#
Abundance
80.1 30000 9.Y75
54‘-1 ‘ ‘ 106.0 132.1
0\\\“\\}\“}\‘\““\\‘H‘\‘M\‘HM‘\H}‘ T
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1307 (9.775 min): BF135790.D\data.ms (-1 20000
162.1
Sub
50 10000
80.1
0 | 5\4\1 \‘\ 1l 106.0 13%1 | 0
et e e b e T
miz--> 40 60 80 100 120 140 160 180 Time--> 9.75 9.80
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Abundance Scan 1562 (11.274 min): BF135751.D\data.ms (1 #64

188.2 Phenanthrene-d10
Concen: 20.000 ng
RT: 11.269 min Scan#t 1{gigiipl=gles
Ref 50 Delta R.T. -0.012 min \A_
Lab File: BF135790.D [(GICHIEEGIelE(CH
80 Acq: 16 Oct 2023 22:24
0\\\‘\5\2\\‘\‘\\\l\\\u\_‘()\G\\(\)‘]-\\\z\e\\H}\\\\‘!H‘\\‘\\\\‘\\\\.‘
m/z--> 40 60 80 100 120 140 160 180200220 18t Ion:188 Resp: 419516
Abundance Scan 1561 (11.269 min): BF135790.D\datams | 100 Ratlo Lower Upper
188.2 188 100
94 10.1 8.0 12.0
80 9.7 8.3 12.5
Raw 50
Abundance
11.69
80.1
0\\\‘\5\2\\0‘\‘\\\l\\1\‘\\\\%%9\1‘-\\\1w\\\\‘!H‘\\‘\\\\‘\\\\‘ 400000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1561 (11.269 min): BF135790.D\data.ms (-~ 300000
188.2
200000
Sub
50
100000
4.1 60
39.1 560\ T 1321 i
RC 2 Pt RN = | AN e —
m/z--> 40 60 80 100 120 140 160 180 200 220 Time--> 11.20 11.40
Abundance Scan 1484 (10.816 min): BF135751.D\data.ms (- #67
248.0 4-Bromophenyl-phenylether
1411 Concen: 4.125 ng
77.0 RT: 10.574 min Scan# 1443
Ref 50 Delta R.T. -0.247 min

Lab File: BF135798.D
‘ Acq: 16 Oct 2023 22:24
T \ ‘ \‘H ‘“\ \ ‘ T MH = 1“$‘0‘ ‘ T w T L ‘ T \'

miz--> 50 100 150 200 250 300 Tgt Ion:248 Resp: 17372

Abundance Scan 1443 (10.574 min): BF135790.D\data.ms ;Zg Eg'gio Lower Upper

250 198.1 78.0 117.0#
141 456.6 59.0 88.6#

O

Raw 50
Abundance
80000
0,
m/z--> 50 100 150 200 250 300 60000
Abundance Scan 1443 (10.574 min): BF135790.D\data.ms (-
329.€
40000
Sub
62.0
50 20000 10.574
141.0
‘ H 221.9
ol Mw«qzwwm_u\\w@m-m 0 e
m/z--> 50 100 150 200 250 300 Time--> 10.60
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Abundance Scan 2016 (13.945 min): BF135751.D\data.ms (- #76

240.2 Chrysene-d12
Concen: 20.000 ng
RT: 13.933 min Scan#t 2{gSagilnlEalee
Ref 50 Delta R.T. -0.018 min |
Lab File: BF135790.D [(GEhISEIlellEIl0f
120.1 Acq: 16 Oct 2023 22:24
0 ™ \?Bﬁ% H\lewl?6ﬁ¥ 208.1 T T
m/z--> 50 100 150 200 250 Tgt IOT’IZ?40 RESpZ 211181
Abundance Scan 2014 (13.933 min): BF135790.D\datams | 10N Ratlo Lower Upper
240.2 240 100
120 11.8 8.2 12.2
236 24.2 21.2 31.8
Raw 50
Abundance
13.933
120.1
64.0 ol MH 154.0 20§1 \HH“ 281.(
T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T T T 150000
m/z--> 50 100 150 200 250
Abundance Scan 2014 (13.933 min): BF135790.D\data.ms (-
24p.2 100000
Sub
50 50000
120.1
0 54.0 88"\0 | MH 156.1 20%'1 \HH“ 281.( 1
\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\ \\‘\\\\‘\\\\
miz--> 50 100 150 200 250 Time--> 13.90 14.00

Abundance Scan 1834 (12.874 min): BF135751.D\data.ms (- #79

244.2 Terphenyl-di4

Concen: 108.968 ng

RT: 12.868 min Scan# 1833
Ref 50 Delta R.T. -0.012 min

Lab File: BF135790.D

122.1 Acq: 16 Oct 2023 22:24
54.1 92.1, 160.1 212.2

0+ N“\W Vﬁ“W‘J\‘\“L\ \\“\‘\H‘wq T
mlz-—-> 50 100 150 200 250 Tgt Ion:244 Resp: 1242605

Abundance Scan 1833 (12.868 min): BF135790.D\data.ms 10N Ratio Lower Upper
244.2 244 100

212 6.9 5.6 8.4
122 11.6 9.0 13.6
Raw 50
Abundance
12.868
541 920 12‘2-1 1601 2122
Ob— ﬂ\‘\i‘w“W by “L\ T W J\‘\WW‘ T 1000000
miz--> 50 100 150 200 250
Abundance Scan 1833 (12.868 min): BF135790.D\data.ms (-
244.2
500000
Sub
50
541 920 12‘2-1 1601 2122 o
0\ T “\ T T T “\ T \‘\ “1 T T T ‘ \‘\‘\M\H‘ T T \‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250  Time-> 12.80 12.90 13.00
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Abundance Scan 2266 (15.415 min): BF135751.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.000 ng

RT: 15.409 min Scan#t 2/gigil=glies

Ref 50 Delta R.T. -0.012 min |
Lab File: BF135790.D (SlEEQISEIIAE
570 1821 Acq: 16 Oct 2023 22:24
[oF; \“ “‘\ \‘ rly T \H\ 1‘” T \2\0‘4:.:\[\“\ ‘“‘\‘”\ T T T
m/z--> 50 100 150 200 250 300 350 Tgt Ion:264 Resp: 232411
Abundance Scan 2265 (15.409 min): BF135790.D\datams = 10N Ratlo Lower Upper
264.2 264 100

260 23.0 19.2 28.8
265 22.1 17.4 26.2

Raw 50
Abundance
132.1 150000 15.409
0 57'0 Il J 20‘7'1\‘ uflh
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 50 100 150 200 250 300 350
Abundance Scan 2265 (15.409 min): BF135790.D\data.ms (- 100000
264.1
Sub
50 50000
132.1
ol 760 | e0a1 J ol e
miz--> 50 100 150 200 250 300 350  Mime--> 15.40 15.60
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