Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072321\
Data File : BF124729.D

Acqg On : 24 Jul 2021 ©00:03
Operator : JU/CG

Sample : M3114-02

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Time: Jul 24 00:41:31 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Thu Jul 22 15:28:57 2021

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.869 152 7008 20.00 ng 0.00
21) Naphthalene-d8 8.151 136 27888 20.00 ng # 0.00
39) Acenaphthene-di10 9.904 164 16386 20.00 ng -0.01
64) Phenanthrene-d10 11.392 188 28902 20.00 ng 0.00
76) Chrysene-di12 14.027 240 16663 20.00 ng -0.01
86) Perylene-di12 15.498 264 13737 20.00 ng -0.01

System Monitoring Compounds

5) 2-Fluorophenol 5.487 112 43537 105.19 ng 0.00

7) Phenol-dé6 6.492 99 51532 99.31 ng 0.00
23) Nitrobenzene-d5 7.428 82 31763 67.79 ng -0.01
42) 2,4,6-Tribromophenol 10.698 330 13378 95.09 ng 0.00
45) 2-Fluorobiphenyl 9.228 172 61476 55.10 ng 0.00
79) Terphenyl-di4 12.980 244 57917 59.58 ng 0.00

Target Compounds Qvalue
19) n-Nitroso-di-n-propyla... 7.428 70 4073 14.70 ng # 77
25) Isophorone 7.428 82 31762 38.34 ng # 59
51) 2,6-Dinitrotoluene 9.904 165 1933 7.75 ng # 26
57) 2,4-Dinitrotoluene 9.904 165 1933 5.71 ng # 18
67) 4-Bromophenyl-phenylether 10.692 248 1067 3.48 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\BF072321\
Data File : BF124729.D

Acq On : 24 Jul 2021 00:03
Operator : JU/CG

Sample : M3114-02

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Time: Jul 24 00:41:31 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Thu Jul 22 15:28:57 2021

Response via : Initial Calibration

Abundance TIC: BF124729.D\data.ms
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Abundance Scan 813 (6.869 min): BF124686.D\data.ms (-80 #1

150.0  1,4-Dichlorobenzene-d4
Concen: 20.00 ng

RT: 6.869 min Scan# 813

Ref 50 115.0 Delta R.T. -0.000 min
520 78.0 Lab File: BF124729.D
‘ w ‘ Acq: 24 Jul 2021 00:03
0 \\W\ \“\‘ ‘ T \“\ ’ T \ T ‘ T } ‘ L ‘ T
m/z--> 40 60 100 120 140 Tgt Ion:152 RESpZ 7008

Abundance Scan813(6.869m|n): BF124729.D\datams 100 Ratio Lower Upper
150.0 152 100

150 161.1 117.6 176.4
115 59.9 47.1 70.7

Raw 50
115.0 Abundance
52.0 78.0
O\\w\\‘!‘\“‘\\\““’\\\\‘\\\}“\\\\‘\\‘\“\‘
miz--> 40 60 80 100 120 140 10000
Abundance Scan 813 (6.869 min): BF124729.D\data.ms (-79
150.0
Sub 5000
50 115.0
52.0 78.0
m/z--> 40 60 80 100 120 140 Time-->

Abundance Scan 577 (5.481 min): BF124686.D\data.ms (-57 #5
112.0 2-Fluorophenol
Concen: 105.19 ng

64.0 RT: 5.487 min Scan# 578
Ref 50 Delta R.T. ©0.006 min
92.0 Lab File: BF124729.D
Acq: 24 Jul 2021 ©00:03
3%0 590\ \‘ b ‘ | Cq )
0\‘\\\\‘\\\\“\‘\\\"\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\
miz--> 30 40 50 60 70 80 90 100 110 Tgt Ion:112 Resp: 43537

Abundance  Scan 578 (5.487 min): BF124729.D\datams 10N Ratio Lower Upper
112.0 112 100

64 53.2 44.2 66.2
63 30.1 26.2 39.2

Raw 5o 64.0
Abundance
92.0
39.0 ‘ ‘ o ‘ 40000
0\‘\\\‘\H‘\\\\}‘\‘\1\’w\‘\i‘\\\\‘r\\\\‘\\\\‘\\\\"\\\‘\
miz--> 30 40 50 60 70 80 90 100 110
Abundance Scan 578 (5.487 min): BF124729.D\data.ms (52 30000
112.0
20000
Sub 64.0
>0 10000
92.0
39.0
miz--> 30 40 50 60 70 80 90 100 110  Time-> 545 550
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Abundance Scan 750 (6.498 min): BF124686.D\data.ms (-74 #7

99.1 Phenol-d6
Concen: 99.31 ng
RT: 6.492 min Scan# 749
Ref 50 Delta R.T. -0.006 min
421 7Ll Lab File: BF124729.D
54.0 Acq: 24 Jul 2021 00:03
0\\M\MMMMHWLMW‘HWJ%\\ﬁ%g\‘u\\h\\w
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 99 Resp: 51532
Abundance  Scan 749 (6.492 min): BF124729.D\datams ~ 100 Ratlo Lower Upper
99.1 99 100
42 24.8 23.5 35.3
71 33.0 25.6 38.4
Raw 50
71.1 Abundance
42.1
54.0
0\\‘\H1wﬂhwwth‘icHwﬂ\M%%Pu‘\\\H\\\w 40000
m/z--> 30 40 50 60 70 80 90 100
Abundance Scan 749 (6.492 min): BF124729.D\data.ms (-69 30000
99.1
20000
Sub
50
71.1
421 10000
54.0
G‘WH1Mm‘HH“wlc‘,‘uﬁzﬁpwml“uu, e
m/z--> 30 40 50 60 70 80 90 100  Time--> 6.45 6.50

Abundance Scan 885 (7.292 min): BF124686.D\data.ms (-87 #19

431 401 n-Nitroso-di-n-propylamine
Concen: 14.70 ng
RT: 7.428 min Scan# 908
Ref 50 105.0 Delta R.T. 0.135 min
130.0 Lab File: BF124729.D
’ Acq: 24 Jul 2021 00:03
G \\“i}\“\‘\‘“‘\\‘U‘\“\\\\“\‘\\‘\}\\‘\\‘\\\\‘\\\\‘\\\\2‘(\)?;]\-
miz--> 40 60 80 100 120 140 160 180 200 I8t Ion: 7@ Resp: 4073
Abundance  Scan 908 (7.428 min): BF124729 D\datams ~ 10N Ratlo Lower Upper
82.1 70 100
42 76.7 72.2 108.2
54.1 101 0.0 7.8 11.8#
Raw 5o 128.0 130 0.0 21.8 32.6#
Abundance
‘ 4000 7408
0 HWMHH|Vﬂwwh\H‘\\H‘\h\‘\uw‘\uw‘uwwwwww 3000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 908 (7.428 min): BF124729.D\data.ms (-83
82.1
T 2000
Sub 54.1
u
50 128.0 1000
m/z-—-> 40 60 80 100 120 140 160 180 200  Time--> 7.40 7.45
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Abundance Scan 1032 (8.157 min): BF124686.D\data.ms (-1 #21

136.1  Naphthalene-d8

Concen: 20.00 ng

RT: 8.151 min Scan# 1031

Ref 50 Delta R.T. -0.006 min
Lab File: BF124729.D
108.1 Acq: 24 Jul 2021 ©00:03

4Q'\0 5\4\1 §ﬁ1 Hw8w4w"0 . |
T ‘ L ‘ 1T T ‘ T T ‘ T T ’ T ‘ T

m/z--> 40 60 80 100 120 140 Tgt Ion:136 Resp . 27888

Abundance Scan 1031 (8.151 min): BF124729.D\datams 1N Ratio Lower Upper
136.1 136 100

o

137 11.
54 8.
Raw 50 68 5.
Abundance
108.1
0 4Q'\0 5\4‘.-1 §§1 “8“4‘-.0 . \M 30000
T T ‘ T T T ‘ 1T T ‘ T T T ‘ T 1T T T ’ T T 71 ‘ T
m/z--> 40 60 80 100 120 140
Abundance Scan 1031 (8.151 min): BF124729.D\data.ms (-9
h 20000
136.1
sub 10000
108.1
ol 400 >t 81 sao T ol N
miz--> 40 60 80 100 120 140 Time-> 8.10 8.15

Abundance Scan 910 (7.439 min): BF124686.D\data.ms (-90 #23

82.1 Nitrobenzene-d5

Concen: 67.79 ng

54.1 128.0 RT: 7.428 min Scan# 908
Ref 50 ’ Delta R.T. -0.012 min

Lab File: BF124729.D
401 ‘ 98.1 Acq: 24 Jul 2021 00:03

\\.‘ [ 68‘0 1yl ‘ 112.0

‘\\H‘\\H‘\‘\‘\\‘\H\-‘\\\\i‘H\‘HH‘HH“\H‘\‘H\“HH . .
m/z—> 30 40 50 60 70 80 90 100110120130 I8t Ion: 82 Resp: 31763
Abundance  Scan 908 (7.428 min): BF124729.D\datams 100 Ratio Lower Upper

o

82.1 82 100
128 45.5 40.6 60.8
54.1 54 61.3 49.6 74.4
Raw 59 128.0
Abundance
081 30000
400 6811 , | 1119

o

1 Ll et L I
‘\\H‘\H\‘H\\‘\\\\‘\\H‘ H\‘H\\‘\\\\‘\\H‘\H\‘H\\
m/z--> 30 40 50 60 70 80 90 100110120130

Abundance Scan 908 (7.428 min): BF124729.D\data.ms (-85 20000
82.1

54.1

Sub 50 128.0 10000

98.1
00 6811, | 1119

m/z--> 30 40 50 60 70 80 90 100110120130 Time--> 7.40 7.45

o
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Abundance Scan 954 (7.698 min): BF124686.D\data.ms (-94 #25
82.1 Isophorone
Concen: 38.34 ng
RT: 7.428 min Scan# 908
Ref 50 Delta R.T. -0.271 min
Lab File: BF124729.D
391 540 1380 acq: 24 Jul 2021 e@:03
T N 11 A
m/z--> 40 60 80 100 120 140 Tgt Ion: 82 Resp: 31762
Abundance  Scan 908 (7.428 min): BF124729. D\datams 10N Ratio Lower Upper
82.1 82 100
95 0.0 6.5 9.74#
54.1 138 0.0 18.4 27.6#
Raw 5o 128.0
Abundance
8.1 30000 7.428
0 \3\8‘.}9\‘\‘!‘\‘i‘\‘\l‘i‘\\\\“\\\\‘\\‘\\‘\\
miz--> 40 60 80 100 120 140
Abundance Scan 908 (7.428 min): BF124729.D\data.ms (-90 20000
82.1
54.1
Sub 128.0 10000
‘ 98.1
0 ?§W”‘””\*‘ﬂ‘“i““‘h T T T T 0= T T
miz--> 40 60 80 100 120 140 Time--> 7.40 7.45

Abundance Scan 1331 (9.916 min): BF124686.D\data.ms (-1 #39

162.1  Acenaphthene-di10

Concen: 20.00 ng

RT: 9.904 min Scan# 1329

Ref 50 Delta R.T. -0.012 min
Lab File: BF124729.D
80.0 Acq: 24 Jul 2021 00:03
0 | 52\\0 i \M‘\\ . ;le 13%'1 |
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ . .
miz--> 40 60 80 100 120 140 160 Tgt Ion:164 Resp: 16386

Abundance Scan 1329 (9.904 min): BF124729. D\datams 10N Ratio Lower Upper

168.1 164 100
162 100.8 81.3 121.9
160 44 .3 38.0 57.0
Raw 50
Abundance
20000
80.1
54.0 108.0 132.0 ‘
0\\i‘\\N\HM\“‘“‘H‘H‘\‘1\\‘\\“‘\HW
miz--> 40 60 80 100 120 140 160 15000
Abundance Scan 1329 (9.904 min): BF124729.D\data.ms (-1
168.1
10000
Sub
50 5000
80.1
54.0 108.0 132.0
O bttt e
m/z--> 40 60 80 100 120 140 160  Time--> 9.85 9.90
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Abundance Scan 1465 (10.704 min): BF124686.D\data.ms (- #42

329.& 2,4,6-Tribromophenol
Concen: 95.09 ng

RT: 10.698 min Scan# 1464
Delta R.T. -0.006 min

Lab File: BF124729.D

Acq: 24 Jul 2021 00:03

Ref 50

0,
m/z--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 13378

Abundance Scan 1464 (10.698 min): BF124729.D\data.ms ;‘3’; iggio Lower Upper

332 97.8 76.2 114.4
141 49.8 44.6 66.8
Raw 50
Abundance

0,
m/z--> 50 100 150 200 250 300
. 10000
Abundance Scan 1464 (10.698 min): BF124729.D\data.ms (-

329.¢
Sub 5000
50! 62.0 ‘
140.9
‘ 221.8 |
| h‘ \‘ Al | - “Hh
Ly B L L

W
m/z--> 50 100 150 200 250 300 Time--> 10. 65 10.70

o

Abundance Scan 1215 (9.233 min): BF124686.D\data.ms (-1 #45

172.0 ' 2-Fluorobiphenyl
Concen: 55.10 ng
RT: 9.228 min Scan# 1214
Ref 50 Delta R.T. -0.006 min

Lab File: BF124729.D

Acq: 24 Jul 2021 00:03
51.0 85.1 1050 133. 0152.0

0\\‘\\H\\‘\\\\‘\h\\\‘\\\\‘\\\‘\‘\\‘H\’\\
miz--> 40 60 80 100 120 140 160 Tgt Ion:172 Resp: 61476

Abundance Scan 1214 (9.228 min): BF124729. D\datams 10N Ratio Lower Upper
1720 172 100

171 35.4  26.5 39.7
176 23.8 18.8 28.2

Raw 50
Abundance
9.228
ol 210 80 1200 1510 ] 60000
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\‘
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1214 (9.228 min): BF124729.D\data.ms (-1
172.0 40000
Sub
50 20000
o 51.0 85.0 1200 1510 |
R o B A L T T
miz--> 40 60 80 100 120 140 160 Time--> 920 9.25
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Abundance Scan 1294 (9.698 min): BF124686.D\data.ms (-1 #51

165.0 2,6-Dinitrotoluene

Concen: 7.75 ng

RT: 9.904 min Scan# 1329
Ref 50 89.0 Delta R.T. ©.206 min

63.0 Lab File: BF124729.D

‘ 121.0 ‘ Acq: 24 Jul 2021 00:03

1l

miz--> 40 100 120 140 160 Tgt Ion:165 Resp: 1933

Abundance Scan 1329(9.904m|n): BF124729.D\datams 10n Ratio Lower Upper
168.1 165 100

63 0.0 42.6 63.8#
0.0

430

o

89 40.6 60.8#
Raw 50
Abundance
80.1 2500 9.904
0 ‘\sﬁowh MM . 1Q§0 13%0
miz-> 40 60 8 100 120 140 160 2000

Abundance Scan 1329 (9.904 min): BF124729.D\data.ms (-1

169.1 1500
1000
Sub
50
500
80.1
54.0 108.0 132.0
G\\i‘mH\HM\“”‘HH‘\H\‘H1‘\‘\\\\ 0\\‘\\\\‘\\\\‘\\\\

miz--> 40 60 80 100 120 140 160  Time--> 9.88 9.90 9.92

Abundance Scan 1362 (10.098 min): BF124686.D\data.ms (- #57

165.0 2,4-Dinitrotoluene
890 Concen: 5.71 ng
’ RT: 9.904 min Scan# 1329
Ref 50 63.0 Delta R.T. -0.194 min
119.0 Lab File: BF124729.D
39.0 . .
Acq: 24 Jul 2021 00:03
L | 1300
G\\\“‘\‘\\\‘\h\\H\‘i\u\i\‘\m\\\‘\\\\‘\\\\‘\w\\“\\
miz--> 40 60 80 100 120 140 160 180 '8t Ion:165 Resp: 1933
Abundance Scan 1329 (9.904 min): BF124729.D\data.ms 100 Ratio Lower Upper
168.1 165 100
63 0.0 40.9 61.3#
89 8.0 59.7 89.5#
Raw 5o 182 8.0 0.8 0.0
Abundance
80.1 2500 9.904
\540\ 1l 108013\20 \‘
0\\\‘\\\\‘}}\}“‘\\\\‘\\\\‘\\\‘\‘\\\\ \\\‘\\
miz--> 40 60 80 100 120 140 160 180 2000
Abundance Scan 1329 (9.904 min): BF124729.D\data.ms (-1
162.1 1500
1000
Sub
50
500
80.1
54.0 108.0 132.0
S T et R THMSMSNSE | B O
miz--> 40 60 80 100 120 140 160 180 Time--> 9.88 9.90 9.92
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Abundance Scan 1583 (11.398 min): BF124686.D\data.ms (- #64

188.1  phenanthrene-d10

Concen: 20.00 ng

RT: 11.392 min Scan# 1582

Ref 50 Delta R.T. -0.006 min
Lab File: BF124729.D
94.0 160.1 Acq: 24 Jul 2021 00:03
\4%\0\1‘\‘6?\(\)“} T \‘H\ RERR ‘:!-\3%\9‘\ T H‘l‘\ T !‘H‘\ ™
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:188 Resp: 28902

Abundance Scan 1582 (11.392 min): BF124729.D\datams 10N Ratio Lower Upper
188.1 188 100

94 8.4 6.7 10.1
8.6 7.5

80 11.3
Raw 50
Abundance
160.1 11.892
80.0 .
O+ “\5\21‘.\0‘ o i‘} T \‘\“\ [T ‘:\L:\;izwlo‘\‘\ T H‘l‘\ T !‘M\ ™ 30000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1582 (11.392 min): BF124729.D\data.ms (-
188.1 20000
Sub
50 10000
160.1
520 800 1320 " Il
0 ww\m‘Huwwuﬂh‘u\\_\ww\wdh\u\‘ﬁ\\‘ L e e e e e
miz--> 40 60 80 100 120 140 160 180  Time-> 11.35  11.40
Abundance Scan 1506 (10.945 min): BF124686.D\data.ms (- #67
141.0 250.0 4-Bromophenyl-phenylether
Concen: 3.48 ng
RT: 10.692 min Scan# 1463
Ref 50, /70 Delta R.T. -0.253 min
Lab File: BF124729.D
39. ‘ Acq: 24 Jul 2021 00:03
(R “‘\ | \“‘“\‘H“\‘\”‘ il w‘”\ H\‘H\ T I LI A
miz--> 50 100 150 200 250 300 Tgt Ion:248 Resp: 1067
Abundance Scan 1463 (10.692 min): BF124729. D\datams 10N Ratlo Lower Upper
62.0 320.¢ 248 100
250 180.0 74.2 111.4#
142.9 141 587.1 60.4 90.6#
Raw 50
Abundance
221.8
0 ‘\‘\‘\W‘ MH M‘ ‘ i, 1‘\‘ ‘H\N\‘ . UH‘\‘ ‘ \‘1\\‘ SN 6000
miz--> 50 100 150 200 250 300
Abundance Scan 1463 (10.692 min): BF124729.D\data.ms (-
62.0 329.¢ 4000
142.9
Sub
50 2000
221.8
0 “““WM | H‘M‘“‘“‘m 1‘\‘ ‘H\M‘ e UH‘\‘ ‘\‘1\\“ et 0t
m/z--> 50 100 150 200 250 300 Time-->
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Abundance Scan 2032 (14.039 min): BF124686.D\data.ms (- #76

240.2  Chrysene-d12

Concen: 20.00 ng

RT: 14.027 min Scan# 2030
Ref 50 Delta R.T. -0.012 min

Lab File: BF124729.D

“Lﬁ Acq: 24 Jul 2021 ©00:03

66.1 920‘ \H 156.0 2080

m/z--> 60 80 100 120 140 160 180 200 220 240 T8t Ion:24@ Resp: 16663

Abundance Scan 2030 (14.027 min): BF124729.D\data.ms 10N Ratio Lower Upper
2402 240 100

120 11.4 10.8 16.2
236  25.4 21.6 32.4

o

Raw 50
Abundance
20000 14.027
0 65.9 920“ ‘H 180.0 2121 .
\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 60 80 100 120 140 160 180 200 220 240 15000
Abundance Scan 2030 (14.027 min): BF124729.D\data.ms (-
240.2
10000
Sub 50
5000
0 65.9 920‘ \H 180.0 2121 . 0
e e — T
miz--> 60 80 100 120 140 160 180 200 220 240 Time--> 14.00 14.05

Abundance Scan 1853 (12.986 min): BF124686.D\data.ms (- #79

244.2 Terphenyl-di4

Concen: 59.58 ng

RT: 12.980 min Scan# 1852
Ref 50 Delta R.T. -0.006 min

Lab File: BF124729.D

541 821 12‘21 16?1 2121 H‘ Acq: 24 Jul 2021 ©00:03
L | Ll

miz--> 40 60 80 100120 140 160 180200220240 18t Ion:244 Resp: 57917

Abundance Scan 1852 (12.980 min): BF124729.D\data.ms Ion Ratio Lower Upper
2442 244 100

O

212 7.0 5.9 8.9
122 8.2 9.0 13.4#
Raw 50
Abundance
12.980
540 g0 1221 1601 2121 H‘ 60000
| ! Tl
\‘\H\‘HH‘\\H‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH‘ L
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance Scan 1852 (12.980 min): BF124729.D\data.ms (- 40000
244.2
Sub 20000
540 g0 1221 1601 212.1 “
oWm_‘H‘Hwm“w"m“uwwm“m““m o
m/z--> 40 60 80 100120140 160180200220240 Time--> 12.95  13.00
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Abundance Scan 2282 (15.510 min): BF124686.D\data.ms (- #86
264.1  Pperylene-d12
Concen: 20.00 ng
RT: 15.498 min Scan# 2280
Ref 50 Delta R.T. -0.012 min
Lab File: BF124729.D
‘ Acq: 24 Jul 2021 00:03

129.9
il \\H 207.0 232.1 m‘h‘

m/z--> 120 140 160 180 200 220 240 260 18t Ion:264 Resp: 13737

Abundance Scan 2280 (15.498 min): BF124729.D\datams 1°" Ratio Lower Upper
264.2 264 100

260 23.0 19.6 29.4
265 21.6 17.2 25.8

o

Raw 50
Abundance
132.0 15.498
| 232.1 m 10000
0\\\‘“\\“\\‘\\\\‘\\\\’\\\\‘\\\\‘\\}\‘\\\1“‘ TT1
m/z--> 120 140 160 180 200 220 240 260
Abundance Scan 2280 (15.498 min): BF124729.D\data.ms (-
264.1
5000
Sub
50
132.0 /\
S U= S| IS S/
miz--> 120 140 160 180 200 220 240 260 Time->  15.45 1550
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