Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021022\
Data File : BF126849.D

Acqg On : 10 Feb 2022 17:54

Operator : CG\JU

Sample : N1449-02 :

Misc : 20220042-AMENDED-NACOTE-2-COMP

ALS Vvial : 17 Sample Multiplier: 1

Quant Time: Feb 11 03:16:07 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Thu Feb 10 00:44:00 2022

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.939 152 115472 20.000 ng 0.00
21) Naphthalene-d8 8.222 136 466300 20.000 ng 0.00
39) Acenaphthene-die 9.980 164 237103 20.000 ng 0.00
64) Phenanthrene-d10 11.468 188 419142 20.000 ng 0.00
76) Chrysene-di12 14.109 240 254204 20.000 ng #-0.01
86) Perylene-di12 15.621 264 191052 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.557 112 599551 79.942 ng 0.00

7) Phenol-dé 6.557 99 894062 88.305 ng 0.00
23) Nitrobenzene-d5 7.498 82 602253 59.592 ng -0.01
42) 2,4,6-Tribromophenol 10.768 330 130777 51.448 ng 0.00
45) 2-Fluorobiphenyl 9.298 172 832995 52.884 ng 0.00
79) Terphenyl-di4 13.057 244 790527 44.581 ng 0.00

Target Compounds Qvalue
19) n-Nitroso-di-n-propyla... 7.498 70 79920 12.465 ng # 78
25) Isophorone 7.498 82 602243 35.569 ng # 68
51) 2,6-Dinitrotoluene 9.980 165 31139 9.167 ng # 20
57) 2,4-Dinitrotoluene 9.980 165 31139 6.933 ng # 16

(#) = 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\BF021022\
Data File : BF126849.D

Acqg On : 10 Feb 2022 17:54

Operator : CG\JU

Sample : N1449-02 :

Misc : 20220042-AMENDED-NACOTE-2-COMP

ALS vial : 17 Sample Multiplier: 1

Quant Time: Feb 11 03:16:07 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Thu Feb 10 00:44:00 2022

Response via : Initial Calibration

Abundance TIC: BF126849.D\data.ms
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Abundance Scan 656 (6.945 min): BF126827.D\data.ms (-65 #1

150.0 | 1,4-Dichlorobenzene-d4

Concen: 20.000 ng

RT: 6.939 min Scan# 6UPIIAtTIElIs

Ref 50 115.0 Delta R.T. -0.006 min |
sp1 781 Lab File: BF126849.D |[SUEIEEEIEE
) Acq: 10 Feb 2022 17:54 20220042-AMENDED-NACOTE-2-COMP
(O \‘i T \‘\“\‘ 7T \“\“ ‘i \“\‘9\6\“0\ it 1‘ T \1\3\1\8‘ \‘N\“\ T
miz--> 40 60 80 100 120 140 160 Tgt Ion:152 RESpZ 115472

Abundance  Scan 655 (6.939 min): BF126849.D\data.ms | 1N Ratio Lower Upper
1500 152 100

150 158.3 124.3 186.5
115 65.7 50.5 75.7

Raw 50
78.0 1150 Abundance
52.1 ’
(O \“‘ T \‘\“\‘ T \“\‘9\5\.‘9\ T 1“ \1\3;\8‘ T \“\“\ T 200000
m/z--> 40 60 80 100 120 140 160 6l939
Abundance Scan 655 (6.939 min): BF126849.D\data.ms (-63 150000
150.0
100000
Sub
% 1150 50000
52.1 78.0
oo e | ame ot~
miz--> 40 60 80 100 120 140 160 Time-> 6.90 6.95

Abundance Scan 420 (5.557 min): BF126827.D\data.ms (-41 #5
112.1 2-Fluorophenol
64.1 Concen: 79.942 ng
RT: 5.557 min Scan# 420
Ref 50 Delta R.T. -0.000 min
92.0 Lab File: BF126849.D
Acq: 10 Feb 2022 17:54
3%\1 59;\0‘% L d\ “ Al
miz--> 30 40 50 60 70 80 90 100 110 120 T&t Ion:112 Resp: 599551

Abundance  Scan 420 (5.557 min): BF126849.D\datams | 10N Ratio Lower Upper
112.1 112 100

64 67.2 54.3 81.5

o

64.0 63 34.6 27.5 41.3
Raw 50
Abundance
92.0
‘ 600000 5.557
38.1
0 \‘\H‘\H‘\\?ﬂ;\(‘)\‘li“‘\\‘\iw‘i?\g‘.‘h‘\\‘\‘H\‘HH‘ ‘\H‘H
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 420 (5.557 min): BF126849.D\data.ms (-36 400000
11p.1
64.0
Sub
50 200000
92.0
w0 | L
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 550 5.60
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Abundance Scan 591 (6.563 min): BF126827.D\data.ms (-58 #7

99.1 Phenol-d6
Concen: 88.305 ng
RT: 6.557 min Scan# S{aEdllEies
Ref 50 711 Delta R.T. -0.006 min \A_
Lab File: BF126849.D [(ClEhlSElellEll0f
421 " Acq: 10 Feb 2022 17:54 HEEPENISNIEeR\eoN = Rele]3
0\\‘\\\\H}‘\M\\“1\‘\\“{“\‘\“‘\\\\‘\\\\‘\\‘\\‘“\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 99 Resp: 894062
Abundance  Scan 590 (6.557 min): BF126849.D\datams | 100 Ratlo Lower Upper
99.1 99 100
42 19.8 15.8 23.6
71 36.5 30.6 45.8
Raw 50
711 Abundance
42.1 gooooo|  6-p57
0\\‘\\\\“H\M\\“1\‘\\“{}\‘\“‘\\\\8‘2\\]-\\‘\\\\“‘\\\\‘\
miz--> 30 40 50 60 70 80 90 100 600000
Abundance Scan 590 (6.557 min): BF126849.D\data.ms (-54
99.1
400000
Sub
50 711 200000
42.1
54.1 \
Ot el 82 oA
miz--> 30 40 50 60 70 80 90 100 Time--> 6.50 6.60 6.70

Abundance Scan 726 (7.357 min): BF126827.D\data.ms (-71 #19

105.1 n-Nitroso-di-n-propylamine
u3.1 Concen: 12.465 ng
RT: 7.498 min Scan# 750
Ref 50 Delta R.T. ©.141 min
Lab File: BF126849.D
‘ Acq: 10 Feb 2022 17:54
ewmmhwmmﬁwﬁmwmmﬂw
miz--> 50 100 150 200 250 300 350 400 450 Tgt Ion: 7@ Resp: 79926
Abundance  Scan 750 (7.498 min): BF126849.D\data.ms Ion Ratio Lower Upper
82.1 70 100
42 46.9 46.3 69.5
101 0.0 7.5 11.3#
Raw 50 130 1.9 16.1 24.1#
Abundance
80000
0 ‘”\“H‘\WHw‘H\HH\Hwa””w”ww
miz--> 50 100 150 200 250 300 350 400 450 60000
Abundance Scan 750 (7.498 min): BF126849.D\data.ms (-67
82.1
40000
Sub 50
20000
0 ‘“\"\“‘\r"Hw‘H\HH\Hwmw”w”w”w O
m/z--> 50 100 150 200 250 300 350 400 450 Time--> 7.45 7.50 7.55
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Abundance Scan 874 (8.228 min): BF126827.D\data.ms (-86 #21
136.1  Naphthalene-d8
Concen: 20.000 ng
RT: 8.222 min Scan# 8gSiidtipl=lgiss
Ref 50 Delta R.T. -0.006 min |
Lab File: BF126849.D (SllEQISEIIAE0
541 108.1 Acq: 10 Feb 2022 17:54 20220042-AMENDED-NACOTE-2-COMP
0 T \3\8-‘0\ T 1 T ‘ iw ?6}.‘](‘}9\1\.()\ ‘ \‘! T ‘ T }“ ‘ T
m/z--> 40 60 80 100 120 140 Tgt IOFIZ:!.36 RESpZ 466300
Abundance  Scan 873 (8.222 min): BF126849.D\datams | 10N Ratlo Lower Upper
1361 136 100
137 10.6 8.6 12.8
54 9.4 8.0 12.0
Raw 5 68 6.7 5.0 7.6
Abundance
108.1 8.2
54.1 .
0\\3\8.‘1\\1‘\‘1‘1\7}8‘}:}1 \9\3.\3‘\‘!\\‘\\}““\\ 500000
m/z--> 40 60 80 100 120 140 400000
Abundance Scan 873 (8.222 min): BF126849.D\data.ms (-82
136.1 300000
Sub 200000
50
100000
54.1 108.1
o383 I° . Thless |l 0l
miz--> 40 60 80 100 120 140 Time-> 8.15 820 8.25
Abundance Scan 752 (7.510 min): BF126827.D\data.ms (-74 #23
821 Nitrobenzene-d5
Concen: 59.592 ng
54.1 RT: 7.498 min Scan# 750
Ref 50 128.1 Delta R.T. -0.012 min
Lab File: BF126849.D
98.1 Acq: 10 Feb 2022 17:54
L1 || esh | T wea |
T 1T ‘ L ‘ L ‘ L ‘ T T ‘ T T ‘
miz--> 40 60 80 100 120 Tgt IOI’]Z.SZ Resp: 602253
Abundance  Scan 750 (7.498 min): BF126849.D\data.ms Ion Ratio Lower Upper
82.1 82 100
128 37.6 31.6 47 .4
54.1 54 53.3 43.7 65.5
Raw 50 ’
128.1  Apundance
98.1 600000 7.498
0 49'\1 “ . 68‘1 Il ‘ 112'1 .
T 1T ‘ L ‘ L ‘ L ‘ T T ‘ T T ‘
m/z--> 40 60 80 100 120
Abundance Scan 750 (7.498 min): BF126849.D\data.ms (-70 400000
82.1
sub o 54.1 200000
128.1
98.1
ol 490 \ 681 | | 1121 | ol
b S R e T
miz--> 40 60 80 100 120 Time--> 750  7.60
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Abundance Scan 795 (7.763 min): BF126827.D\data.ms (-78 #25

Sub 50

82.1

54.1

128.1

200000

821 Isophorone
Concen: 35.569 ng
RT: 7.498 min Scan# 7{EdllEgies
Ref 50 Delta R.T. -0.265 min
Lab File: BF126849.D (SllEQISEIIAE0
54.1 138.1 Acq: 10 Feb 2022 17:54 20220042-AMENDED-NACOTE-2-COMP
0"“i“”‘*“‘w“‘”“‘\“H“‘\l‘l‘q"l\”w‘Hw”w”w”"‘
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion: 82 Resp: 602243
Abundance  Scan 750 (7.498 min): BF126849.D\datams | 10N Ratlo Lower Upper
82.1 82 100
95 0.0 5.8 8.8#
641 138 0.0 12.6 19.0#
Raw )
%0 128.1 Abundance
600000 7498
0"“i‘”‘!“\““‘“i‘””‘wMH“Wmew”w””
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 750 (7.498 min): BF126849.D\data.ms (-74 400000

m/z-->

40 60 80 100 120 140 160 180 200  Time-->

7.457.50 7.55 7.60

Abundance Scan 1173 (9.986 min): BF126827.D\data.ms (-1 #39

162.2 Acenaphthene-di10
Concen: 20.000 ng
RT: 9.980 min Scan# 1172
Ref 50 Delta R.T. -0.006 min
80.1 Lab File: BF126849.D
Acq: 10 Feb 2022 17:54
54‘7' | . 1061 1321
0 \\“H}\‘1\‘\\“‘\i‘\\i\‘i\\“\\\‘i‘\\\\‘ T
miz--> 40 60 80 100 120 140 160 180 I8t Ion:164 Resp: 237103
Abundance Scan 1172 (9.980 min): BF126849.D\data.ms Ion Ratio Lower Upper
164.2 164 100
162 98.8 80.9 121.3
160 43.0 36.0 54.0
Raw 50
Abundance
80.1
250000 9.980
O+ “\ \5;4‘\]‘- 1‘\‘ T 1”“‘\ - \%918\]\- “}?\‘2‘\:1‘-\ TT 1“ T
m/z--> 40 60 80 100 120 140 160 180 200000
Abundance Scan 1172 (9.980 min): BF126849.D\data.ms (-1
164.2 150000
Sub 100000
50
80.1 50000
54\'1 [l 106.0 13\2'1 |
O+t H e e e B B e
miz--> 40 60 80 100 120 140 160 180 Time--> 9.90  10.00
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Ref 50

Abundance Scan 1307 (10.775 min): BF126827.D\data.ms (- #42

2,4,6-Tribromophenol
Concen: 51.448 ng
RT: 10.768 min Scan# 11gEigial=laiss
Delta R.T. -0.006 min
Lab File:

BF126849.D (GGl
Acq: 10 Feb 2022 17:54 20220042-AMENDED-NACOTE-2-COMP

Sub

m/z--> 50 100 150

Abundance Scan 1306 (10.768 min): BF126849.D\data.ms (- 100000

50000

0,
m/z--> 50 100 150 200 250 300 Tgt Ion:33@ Resp: 130777
Abundance Scan 1306 (10.768 min): BF126849.D\datams | 100 Ratlo Lower Upper
320 330 100
332 97.6 78.2 117.4
141 38.2 31.2 46.8
Raw 50
Abundance
150000{  10.768
0,
miz—> 50 100 150 200 250 300

L

Time-->

10.70 10.80 10.90

Abundance Scan 1057 (9.304 min): BF126827.D\data.ms (-1 #45

172.1  2-Fluorobiphenyl
Concen: 52.884 ng
RT: 9.298 min Scan# 1056
Ref 50 Delta R.T. -0.006 min
Lab File: BF126849.D
Acq: 10 Feb 2022 17:54
Ot \“ \59‘\0\ “‘\ t N 8‘?‘:\0\‘\”| T :\L\Z“O\“]\- \‘ \1‘41’?‘.‘\‘:‘[\“ ! ‘\ T q
miz--> 40 60 80 100 120 140 160 Tgt Ion:172 Resp: 832995
Abundance Scan 1056 (9.298 min): BF126849.D\datams A 100 Ratio Lower Upper
1721 | 172 100
171 35.1 28.5 42.7
170 22.9 18.7 28.1
Raw 50
Abundance
800000 9198
0 51\"0 1. 85\\.0 120.1 | 1\5?\-1 | ‘
\H“H‘H‘”\HH\‘\H‘\‘|HH“\”\HH\‘\‘\“H T
m/z--> 40 60 80 100 120 140 160 600000
Abundance Scan 1056 (9.298 min): BF126849.D\data.ms (-1
172.1
400000
Sub
50
200000
51.0 8?-0 106.0 13‘3.11‘5“2.1 | L
O bt et e o e e AR B A e SRR R
miz--> 40 60 80 100 120 140 160 Time-> 9.20 9.30 9.40
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Abundance Scan 1136 (9.769 min): BF126827.D\data.ms (-1 #51
165.1 2,6-Dinitrotoluene
89.0 Concen: 9.167 ng
63.0 ' RT: 9.980 min Scan# 1lgfidtipl=lgies
Ref 50 Delta R.T. ©.211 min \A_
121.0 Lab File: BF126849.D [(ClEhlSElellEll0f
39.0 ‘ H Acq: 10 Feb 2022 17:54 20220042-AMENDED-NACOTE-2-COMP
0\\\‘\\!‘\“\h\\\“\H\\\‘lm‘\\\”“\\\\‘\!\\‘\‘\\\‘\\\\‘\\.\\
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:165 Resp: 31139
Abundance Scan 1172 (9.980 min): BF126849 Didata.ms Ton Ratio Lower Upper
12 165 100
63 1.0 49.9 74.9#
89 1.7 51.0 76.4%
Raw 50
Abundance
80.1 9980
108.1132.1 30000
0,
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1172 (9.980 min): BF126849.D\data.ms (-1
2 20000
sub 4, 10000
106.0 132.1
O' T T ‘ T T T T ‘ T T T
miz--> 40 60 80 100 120 140 160 180 200  Time--> 9.95  10.00
Abundance Scan 1204 (10.169 min): BF126827.D\data.ms (- #57
89.1 165.1 2,4-Dinitrotoluene
Concen: 6.933 ng
63.0 RT: 9.980 min Scan# 1172
Ref 50 Delta R.T. -0.188 min
119.1 Lab File: BF126849.D
39.0
‘ ‘ Acq: 10 Feb 2022 17:54
0\\\‘\‘\‘H\’\“\\H\‘Hw\H\M\‘\HH\\‘\\\\‘\\\\‘\‘\\\‘\\\
miz--> 40 60 80 100 120 140 160 180 I8t Ion:165 Resp: ~ 31139
Abundance Scan 1172 (9.980 min): BF126849.D\data.ms Ion Ratio Lower Upper
164.2 165 100
63 1.0 43.9 65.94#
89 1.7 69.8 104.8#
Raw 5g 182 @.0 2.1  3.1#
Abundance
80.1 9980
0\\\‘\\5ﬂ’\]’-‘\‘1\}”“‘\\\\J‘-\O\S\J\-‘]\-\slz‘\]‘-\\\l‘ \\\‘\\\ 30000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1172 (9.980 min): BF126849.D\data.ms (-1
20000
164.2
Sub 10000
80.1
0 5%\1\‘\ Hn‘ 1060 13%1 LI G
et e e e e T
miz--> 40 60 80 100 120 140 160 180 (Time--> 9.95  10.00
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Abundance Scan 1426 (11.475 min): BF126827.D\data.ms (1 #64

188.2 Phenanthrene-d10
Concen: 20.000 ng
RT: 11.468 min Scan#t 14gigilpl=gles
Ref 50 Delta R.T. -0.006 min \A_
Lab File: BF126849.D [(ClEhlSElellEll0f
80.1 158.1 Acq: 10 Feb 2022 17:54 20220042-AMENDED-NACOTE-2-COMP
olf21 . | 1180 ? I 265.
T T ‘ T T T \ T T i ‘ T T T T ‘ T T
m/z--> 50 100 150 200 250 Tgt IOFIZ:!.88 RESpZ 419142
Abundance Scan 1425 (11.468 min): BF126849.D\data.ms 10" Ratlo Lower Upper
188.2 188 100
94 10.9 8.1 12.1
80 12.8 9.5 14.3
Raw 50
Abundance
11.468
80.1 1581 500000
0 42'1“ A w‘ \‘ 1181 ? m
T T ‘ T T T T T \ T i T T T ‘ T T T T ‘ T T
m/z--> 50 100 150 200 250 400000
Abundance Scan 1425 (11.468 min): BF126849.D\data.ms (-
188.2 300000
200000
Sub
50
100000
80.1
G 42'1u i H‘ “ 118 1 15? 1 0'
\\‘\\\ \\\\‘\\\\‘\\\\‘\\ \\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250  Time-> 11.45 11.50

Abundance Scan 1876 (14.121 min): BF126827.D\data.ms (- #76

240.2 Chrysene-di12
Concen: 20.000 ng
RT: 14.109 min Scan# 1874
Ref 50 Delta R.T. -0.012 min
Lab File: BF126849.D
120.1 ‘ Acq: 10 Feb 2022 17:54
ol 040 1| 1561 20820
miz--> 50 100 150 200 250 Tgt IOI’]Z?49 Resp: 254204
Abundance Scan 1874 (14.109 min): BF126849.D\datams A 10" Ratio Lower Upper
240.2 240 100
120 14.8 9.8 14.6#
236 26.3 20.5 30.7
Raw 50
Abundance
120.1 250000 14-109
ol2L 761, | 1561 2081 J 2e1,
miz--> 50 100 150 200 250 200000
Abundance Scan 1874 (14.109 min): BF126849.D\data.ms (-
240.2 150000
Sub 100000
50
50000
120.1
old2L 781 | 1561 2081 || oe1 S
mlz--> 50 100 150 200 250 Time--> 14.10 14.20
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Abundance Scan 1696 (13.063 min): BF126827.D\data.ms (- #79
244.2 Terphenyl-di4
Concen: 44.581 ng
RT: 13.057 min Scan# 1([gEigial=laies
Ref 50 Delta R.T. -0.006 min \A_
Lab File: BF126849.D [SUEIEEIEIEE
1221 Acq: 10 Feb 2022 17:54 20220042-AMENDED-NACOTE-2-COMP
oL \5‘4\1\ ‘\‘9\2‘:"- 4 \‘ .\ \16‘?}\ T ‘21\2\2‘\ M\““‘ T
m/z--> 50 100 150 200 250 Tgt IOT’IZ?44 RESpZ 790527
Abundance Scan 1695 (13.057 min): BF126849.D\datams | 10N Ratlo  Lower Upper
244.2 244 100
212 6.8 5.6 8.4
122 11.7 9.0 13.6
Raw 50
Abundance
13.p57
541 921 \1 16?1 2122 | 800000
wwwww L ) L L Ll
T T ‘ T \ T T ‘ T \ T T T T T T ‘ T T T T ‘ T T
m/z--> 50 100 150 200 250
Abundance Scan 1695 (13.057 min): BF126849.D\data.ms (- 600000
244.2
400000
Sub
5
200000
122.1
BT i ] A S
miz--> 50 100 150 200 250 Time->  13.00  13.10
Abundance Scan 2132 (15.627 min): BF126827.D\data.ms (- #86
264.1 | perylene-di12
Concen: 20.000 ng
RT: 15.621 min Scan# 2131
Ref 50 Delta R.T. -0.006 min
Lab File: BF126849.D
1321 Acq: 10 Feb 2022 17:54
ol430 900 | 1800 2321
T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
miz--> 50 100 150 200 250 Tgt IOI’]Z?64 Resp: 191052
Abundance Scan 2131 (15.621 min): BF126849.D\data.ms Ion Ratio Lower Upper
264.2 264 100
260 23.6 19.6 29.4
265 21.3 15.9 23.9
Raw 50
Abundance
132.1 15.621
0 44.0 869‘ A MH 180.1 2321 MH
T T ‘ T T T T T T T T T T T T ‘ T T \ \ T T T
miz--> 50 100 150 200 250 100000
Abundance Scan 2131 (15.621 min): BF126849.D\data.ms (-
264.1
Sub 50000
50
132.1
0l 520 869 ‘H 180.1 2321 ol
T T ‘ T T T T T T T T ‘ T T T T ‘ T T T T T T T
m/z--> 50 100 150 200 250 Time--> 15.60 15.80
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