Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100323\
Data File : BF135546.D

Acqg On : @3 Oct 2023 17:27
Operator : CG\JU

Sample : 04666-01 10X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Time: Oct @3 19:50:17 2023

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Sat Sep 30 00:12:20 2023

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.739 152 165646 20.000 ng -0.01
21) Naphthalene-d8 8.016 136 610803 20.000 ng -0.01
39) Acenaphthene-die 9.769 164 269899 20.000 ng -0.02
64) Phenanthrene-d10 11.263 188 427783 20.000 ng #-0.01
76) Chrysene-di12 13.921 240 288647 20.000 ng -0.01
86) Perylene-di12 15.386 264 240747 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.375 112 87867 8.627 ng 0.00

7) Phenol-dé 6.392 99 111388 8.601 ng -0.01
23) Nitrobenzene-d5 7.304 82 63779 5.673 ng -0.02
42) 2,4,6-Tribromophenol 10.569 330 12768 4.760 ng -0.01
45) 2-Fluorobiphenyl 9.092 172 116783 6.528 ng -0.02
79) Terphenyl-di4 12.857 244 88790 4.769 ng -0.02

Target Compounds Qvalue
25) Isophorone 7.304 82 63779 3.089 ng # 65
51) 2,6-Dinitrotoluene 9.769 165 36989 9.253 ng # 17
57) 2,4-Dinitrotoluene 9.769 165 36989 7.391 ng # 19

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

ALS vial

Quant Time:

Quant Method
Quant Title
QLast Update
Response via

Quantitation Report (Not Reviewed)

¢ Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100323\
: BF135546.D

: @3 Oct 2023 17:27

¢ CG\JU

: 04666-01 10X

: 5 Sample Multiplier: 1

Oct 03 19:50:17 2023
: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION
: Sat Sep 30 00:12:20 2023
Initial Calibration
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Abundance Scan 795 (6.763 min): BF135163.D\data.ms (-79 #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 6.739 min Scan# 7UgSiidtinlEnles
Ref 50 115.0 Delta R.T. -0.012 min

520 780 Lab File: BF135546.D [GlEQISEENIEH
‘ ‘ Acq: 03 Oct 2023 17:27 VAREZNE
0l w970 2320
m/z--> 40 60 80 100 120 140 160 Tgt Ion:152 Resp: 165646

Abundance  Scan 791 (6.739 min): BF135546.D\data.ms | 1N Ratio Lower Upper
1500 152 100

150 153.6 127.8 191.6
115 56.0 49.8 74.8

Raw 50
115.0 Abundance
52.0 78.0
‘ ‘ 250000
(o \‘i T \‘\‘\‘ T \“!‘i \“\‘\96\.‘8\ T 1“ T \‘\“\ T
miz--> 40 60 80 100 120 140 160 200000 6139
Abundance Scan 791 (6.739 min): BF135546.D\data.ms (-77
150.0 150000
Sub 100000
50 115.0
520 78.0 ' 50000
G\\\‘i\\‘!‘\“\\\“!“\‘\96\"8\\\1“\\\\‘\\‘\“\‘\ 0\\\‘\\\\‘\\\\‘\\\\‘
miz--> 40 60 80 100 120 140 160 Time-> 6.70 6.75 6.80

Abundance Scan 561 (5.386 min): BF135163.D\data.ms (-55 #5
112.0 2-Fluorophenol

64.0 Concen: 8.627 ng
RT: 5.375 min Scan# 559
Ref 50 Delta R.T. -0.006 min

92.0 Lab File: BF135546.D

Acq: 03 Oct 2023 17:27

BTN O .
miz--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:112 Resp: 87867

Abundance  Scan 559 (5.375 min): BF135546 D\datams | 10N Ratio Lower Upper
112.0 112 100

64 61.5 55.9 83.9

o

64.0 63 31.6 29.0 43.6
Raw 50
Abundance
92.0
200 ‘ 60000{ 370
0 \‘\H‘\H‘.\\‘\5\%\.91‘\“1\‘\1‘\‘izghd}u‘\‘u\‘uu‘ T
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 559 (5.375 min): BF135546.D\data.ms (-50 40000
112.0
Sub 64.0
u
50 20000
92.0
39.0 ‘
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 5.30 5.40 5.50
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Abundance Scan 734 (6.404 min): BF135163.D\data.ms (-72 #7

99.1 Phenol-d6
Concen: 8.601 ng
RT: 6.392 min Scan# 71EdtlEgies
Ref 50 Delta R.T. -0.012 min |
21 7l Lab File: BF135546.D (SUCHUSEWIEEE
540 Acq: 03 Oct 2023 17:27 VARREUE
0 \‘H\\“‘H\‘\‘H“H\‘\“H‘l\“‘i\i\8‘2\.\1\\‘\1\“\\\\‘
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 99 Resp: 111388
Abundance  Scan 732 (6.392 min): BF135546.D\datams | 100 Ratlo Lower Upper
99.1 99 100
42 21.7 17.9 26.9
71 28.8 27.0 40.6
Raw 50
Abundance
42.1 1 6.392
54.0 ‘ 80000
0 \‘HH‘“\MH“H\‘\“\i11“‘1\\\8‘2\.9\\‘\\\“\\\\‘
m/z--> 30 40 50 60 70 80 90 100 60000
Abundance Scan 732 (6.392 min): BF135546.D\data.ms (-68
99.1
40000
Sub
50 20000
220 71.1
54.0 ‘
Ot el 820 Ot
miz--> 30 40 50 60 70 80 90 100  Time-> 6.30 6.40 6.50
Abundance Scan 1013 (8.045 min): BF135163.D\data.ms (-1 #21
136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 8.016 min Scan# 1008
Ref 50 Delta R.T. -0.012 min
Lab File: BF135546.D
54.0 108.1 Acq: @3 Oct 2023 17:27
G\?’Gw"gw\‘\‘\‘1‘3\718‘}:}1\\\‘\‘\\\‘\\\‘H‘\\\\‘
m/z--> 40 60 80 100 120 140 Tgt Ion:136 Resp: 610803
Abundance Scan 1008 (8.016 min): BF135546.D\data.ms Ion Ratio Lower Upper
136.1 136 100
137 10.5 8.8 13.2
54 10.3 7.7 11.5
Raw 5 68 6.7 4.6 6.8
Abundance
8.016
36.0 54‘.0 78.0 10‘8.1 |
0\\\“\\‘\\1‘\‘\“”1\\\\‘\\\\\\H T T
! I | ! 1 1 1 600000
miz--> 40 60 80 100 120 140
Abundance Scan 1008 (8.016 min): BF135546.D\data.ms (-9
136.1 400000
Sub
50 200000
a6 54‘.0 8.0 108.1 I /\
0\\\."\\‘\\‘\‘\‘\Ui‘\\\\‘\\\\‘\\\“‘\\\\‘ L L
miz--> 40 60 80 100 120 140 Time-->  7.95 8.00 8.05 8.10
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Abundance Scan 892 (7.333 min): BF135163.D\data.ms (-88 #23

82.1 Nitrobenzene-d5
541 Concen: 5.673 ng
’ RT: 7.304 min Scan# S8{gELdllEies
Ref 50 128.1 Delta R.T. -0.018 min |
Lab File: BF135546.D (SUEEQISEIIAEIE
‘ Acq: 03 Oct 2023 17:27 VAREZNE
0H\‘N\\“\”\‘i‘\‘\}”i“uu“uu‘u‘u‘HH‘HH‘HH‘H.\\ Tot I 'SZR . 63779
m/z--> 40 60 80 100 120 140 160 180 200 gt Ion: esp:
Abundance  Scan 887 (7.304 min): BF135546.D\datams | 100 Ratlo Lower Upper
82.1 82 100
128 45.6 35.8 53.6
54.1 54 62.1 50.6 76.0
Raw 50 128.1
Abundance
7.8304
0H\‘H\\‘!“\‘\‘\‘\}‘i“uu“uh‘u‘u‘HH‘HH‘HH‘HH
m/z--> 40 60 80 100 120 140 160 180 200 40000
Abundance Scan 887 (7.304 min): BF135546.D\data.ms (-83
82.1
41 20000
sub 128.1
oHu;hu!w_u‘m‘y‘m“_m‘Hm_m_m_m_m o
m/z--> 40 60 80 100 120 140 160 180 200 Time-> 730  7.40

Abundance Scan 936 (7.592 min): BF135163.D\data.ms (-92 #25

82.0 Isophorone
Concen: 3.089 ng
RT: 7.304 min Scan# 887
Ref 50 Delta R.T. -0.271 min
Lab File: BF135546.D
39.0 54.1 1381 Acq: @3 Oct 2023 17:27
P A NS
miz--> 40 60 30 100 120 140 Tgt IOI’]Z.SZ Resp: 63779
Abundance  Scan 887 (7.304 min): BF135546.D\data.ms Ion Ratio Lower Upper
82.1 82 100
95 0.4 6.0 9.0#
54.1 138 0.0 14.5 21.7#
Raw 50 128.1
Abundance
7.304
98.0
0+ ‘3‘8‘}9‘ “!“‘ T ““* AR “\ B S N
miz--> 40 60 80 100 120 140 40000
Abundance Scan 887 (7.304 min): BF135546.D\data.ms (-88
82.1
54.1
sub 1281 20000
98.0
0“3‘8"iq)‘“!“‘\““‘“i““”‘\“‘w”“w” L R B
miz--> 40 60 80 100 120 140 Time-> 730 7.40
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Abundance Scan 1312 (9.804 min): BF135163.D\data.ms (-1 #39

0,

108.1132.1

162.1 Acenaphthene-di10
Concen: 20.000 ng
RT: 9.769 min Scan# 11EdllEies
Ref 50 Delta R.T. -0.018 min
Lab File: BF135546.D [(GICHIEEIelE(CR
821 Acq: 03 Oct 2023 17:27 VARREUE
O+ \S\ﬂ.\.O\}\W\\\\lO\§.\]T ]\-\312‘1.1\\\1 TT T T T T T TTTT
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ton:164 Resp: 269899
Abundance Scan 1306 (9.769 min): BF135546.D\datams 10N Ratio Lower Upper
164.1 164 100
162 98.1 81.0 121.4
160 45.0 37.0 55.4
Raw 50
Abundance
300000 9,69

miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1306 (9.769 min): BF135546 D\data.ms (-1~ 200000
164.1
Sub 100000
50
80.1
o T, 10811341 | 1ggg |
ettt e L 188.0 . ———
miz--> 40 60 80 100 120 140 160 180 200 Time.> 9.70 9.75 9.80 9.85

Abundance Scan 1447 (10.598 min): BF135163.D\data.ms (- #42

329.€ | 2,4,6-Tribromophenol
Concen: 4.760 ng
RT: 10.569 min Scan# 1442
Ref 50 @20 Delta R.T. -0.012 min
140.9 Lab File: BF135546.D
‘ H 221.9 Acq: 03 Oct 2023 17:27
0 A, ‘i‘ }‘ u “‘1‘140‘2@?“ ‘ i“‘ il e UHU‘ : \‘l\\“ A
m/z--> 50 100 150 200 250 300 Tgt Ion:330@ Resp: 12768
Abundance Scan 1442 (10.569 min): BF135546.D\data.ms 10N Ratio Lower Upper
3206 330 100
332 94.8 77.3 115.9
62.0 141  39.4 25.8 38.8#
Raw 50
142.9 Abundance
221.8 10.569
2.1
0 L~
m/z--> 50 100 150 200 250 300 10000
Abundance Scan 1442 (10.569 min): BF135546.D\data.ms (-
329.¢
Sub 62.0 5000
50
142.9
221.8
0 ‘\‘\‘\ ‘1“‘\“ ‘ M‘\‘ H\ f ‘HP‘]T‘O‘ . UH“‘ ‘\l\\‘ T ‘/‘\/‘7‘ e
miz--> 50 100 150 200 250 300 Time--> 10.55 10.60
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Abundance Scan 1197 (9.127 min): BF135163.D\data.ms (-1 #45

1721 2-Fluorobiphenyl
Concen: 6.528 ng
RT: 9.092 min Scan# 11EdllEies
Ref 50 Delta R.T. -0.018 min |
Lab File: BF135546.D (SUEEQISEIIAEIE
Acq: 03 Oct 2023 17:27 VAREZNE
0 51\'0 \85\'0 120'0\ l?%'l | ‘
\H“H‘H“HM‘\‘H\‘\\Hi\‘\\\‘\‘\‘\‘\“\\\‘HH‘ . .
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:172 Resp: 116783
Abundance Scan 1191 (9.092 min): BF135546.D\datams 10" Ratio Lower Upper
1721 172 100
171 33.5 28.4 42.6
1706 21.4 19.0 28.4
Raw 50
Abundance
150000 9.092
0 51\0 \85\\.0 120.0 | 14\6\1 | ‘
\H“H‘H“‘HM‘H\‘\‘\\Hi\‘\\\‘i\‘\‘\“\\ T
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1191 (9.092 min): BF135546.D\data.ms (-1 100000
172.1
Sub
50 50000
5.0 850 1200 151.0 \ ol
Ottt e et el e e B B A o AR
m/z-> 40 60 80 100 120 140 160 180 Time--> 9.05 910 9.15

Abundance Scan 1276 (9.592 min): BF135163.D\data.ms (-1 #51

165.0 2,6-Dinitrotoluene
63.0 Concen: 9.253 ng
83.1 RT:  9.769 min Scan# 1306
Ref 50 Delta R.T. ©0.182 min
Acq: 03 Oct 2023 17:27
ol 195.7
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:165 Resp: 36989
Abundance Scan 1306 (9.769 min): BF135546.D\data.ms Ion Ratio Lower Upper
h1 165 100
63 1.7 59.4 89.2#
89 0.9 49.8 74 .8%#
Raw 50
Abundance
40000 9.769
ol 108.1132.1
m/z--> 40 60 80 100 120 140 160 180 200 30000
Abundance Scan 1306 (9.769 min): BF135546.D\data.ms (-1
164.1
20000
Sub 50
10000
80.1
54.1
Ottt 208 130 I 1880 0~ —f
miz--> 40 60 80 100 120 140 160 180 200 Time-> 9.70 9.75 9.80
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Abundance Scan 1346 (10.004 min): BF135163.D\data.ms (1 #57

168.1 2,4-Dinitrotoluene
Concen: 7.391 ng
RT: 9.769 min Scan#t 1[Sagilnlclies
Ref 50 Delta R.T. -0.224 min
139.0 . . .
63.0 89.0 Lab File: BF135546.D |(SIEIEEIsllEI0H
‘ Acq: 03 Oct 2023 17:27 VAREZNE
39\’.0\\\ \‘\ Ll 11\3'\1 | ‘
0H\“\H\“\‘\‘\Hi“‘\W‘H‘\”‘H‘\“\H\“HH‘\“H‘HH‘HH
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:165 Resp: 36989
Abundance Scan 1306 (9.769 min): BF135546.D\data.ms 100 Ratlo Lower Upper
164.1 165 100
63 1.7 50.1 75.1#
89 0.9 59.3 88.9#
Raw gg 182 0.4 2.3 3.5#
Abundance
40000 9.%69
o 108.1132.1
mlz--> 40 60 80 100 120 140 160 180 200 30000
Abundance Scan 1306 (9.769 min): BF135546.D\data.ms (-1
164.1
20000
Sub
50 10000
80.1
0 ‘Sﬁ.l“‘ ul 1081 13\\4'1 \‘\ 207.1 0
e T L R
miz--> 40 60 80 100 120 140 160 180 200 Time-> 9.70 9.75 9.80

Abundance Scan 1565 (11.292 min): BF135163.D\data.ms (1 #64

188.2 Phenanthrene-di10
Concen: 20.000 ng
RT: 11.263 min Scan# 1560
Ref 50 Delta R.T. -0.012 min
Lab File: BF135546.D
80.1 158.1 _ Acq: @3 Oct 2023 17:27
0\4\2.%‘\‘\”\‘ \‘“‘]\-2\1'\1\ ‘ﬁ\ \m\ L ‘2\67\
miz--> 50 100 150 200 250 Tgt IOI"IZ:!.SS Resp: 427783
Abundance Scan 1560 (11.263 min): BF135546.D\datams 100 Ratio  Lower Upper
188.1 188 100
94 10.8 7.0 10.6#
80 11.2 7.5 11.3
Raw 50
Abundance
500000 11.P63
94.1
ol 520, "1 1240 190 |
T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T 400000
miz--> 50 100 150 200 250
Abundance in): g
Scan 1560 (11.263 min): BF1183§?46.D\data.ms ( 300000
200000
Sub
50
100000
80.1
old21 . [jmso RN
miz--> 50 100 150 200 250  Time-> 11.20 11.25 11.30
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Abundance Scan 2016 (13.945 min): BF135163.D\data.ms (- #76

240.2 Chrysene-d12
Concen: 20.000 ng
RT: 13.921 min Scan#t 2(gigiil=gles
Ref 50 Delta R.T. -0.012 min |
Lab File: BF135546.D [(ClEISEIoEI6H
120.1 ‘ Acq: 03 Oct 2023 17:27 VAREZNE
0?9\(‘) \7\8‘\.01‘ i“‘\‘m“\‘ T \ll‘ysgi.‘\l\2\0"‘2‘1-‘]-\““1“““ T — T T
m/z--> 50 100 150 200 250 300 Tgt Ion:248 Resp: 288647
Abundance Scan 2012 (13.921 min): BF135546.D\datams = 10N Ratlo Lower Upper
240.2 240 100
120 12.8 9.4 14.2
236 25.6 19.8 29.8
Raw 50
Abundance
13.921
120.1 300000
o220 .y 1801 2193 330,
\\‘\\\\‘\\\\‘\\\\’\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance Scan 2012 (13.921 min): BF135546.D\data.ms (1 200000
240.2
sub 100000
120.1 ‘
o520 1 a1 | owisie2 oI
miz--> 50 100 150 200 250 300  Time--> 13.80 14.00
Abundance Scan 1837 (12.892 min): BF135163.D\data.ms (- #79
244.2 Terphenyl-di4
Concen: 4.769 ng
RT: 12.857 min Scan# 1831
Ref 50 Delta R.T. -0.018 min
Lab File: BF135546.D
1221 Acq: @3 Oct 2023 17:27
(e ‘96‘.\01‘ T T Ly ‘\‘ T 1‘6‘10‘\1\1\9?]\'( — M\L‘“’ (R —
miz--> 50 100 150 200 250 Tgt IOI’]Z?44 Resp: 88790
Abundance Scan 1831 (12.857 min): BF135546.D\datams A 10" Ratio Lower Upper
2442 244 100
212 6.8 5.1 7.7
122 12.1 7.9 11.9%#
Raw 50
Abundance
1921 12.857
o5, 820 "1 1601 2121 ) 5501 100000
T T ‘ T T T T ‘ T T T T ‘ T i T T ‘ T T T i ’ T T T T
m/z--> 50 100 150 200 250 80000
Abundance Scan 1831 (12.857 min): BF135546.D\data.ms (-
244.2 60000
Sub 40000
50
20000
122.1
\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\ ‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 Time--> 12.80 12.85 12.90
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Abundance Scan 2265 (15.409 min): BF135163.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.000 ng

RT: 15.386 min Scan# 2[Eigil=laies

Ref 50 Delta R.T. -0.006 min |
Lab File: BF135546.D [(ClEISEIoEI6H
132.1 Acq: 03 Oct 2023 17:27 VAREZNE
0 760 I l” 2081\\ Ll
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’ . .
m/z--> 50 100 150 200 250 300 350 400 Tgt Ion:264 Resp: 248747
Abundance Scan 2261 (15.386 min): BF135546.D\datams = 10N Ratlo Lower Upper
264.2 264 100

260 24.4 19.8 29.6
265 22.5 17.0 25.4

Raw 50
Abundance
132.1 15.886
3.1
NN ) “ 315.2368.2 426.1
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’ 150000
m/z--> 50 100 150 200 250 300 350 400
Abundance Scan 2261 (15.386 min): BF135546.D\data.ms (-
2641 100000
Sub
50 50000
132.0
oL, 760 ﬂ 204.1 “ 318.1370.0 426.1 0
rrprr e e T T e e —
miz--> 50 100 150 200 250 300 350 400  Time-> 15.30 15.40
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