Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080322\
Data File : BF129533.D

Acqg On : 03 Aug 2022 11:00
Operator : CG\JU

Sample : PB146630BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Time: Aug 03 16:35:06 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Tue Aug 02 01:11:25 2022

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.869 152 206721 20.000 ng 0.00
21) Naphthalene-d8 8.151 136 864534 20.000 ng -0.01
39) Acenaphthene-di10 9.910 164 463323 20.000 ng 0.00
64) Phenanthrene-d10 11.404 188 821294 20.000 ng 0.00
76) Chrysene-di12 14.045 240 621522 20.000 ng 0.00
86) Perylene-di12 15.533 264 501777 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.516 112 1542001 121.512 ng 0.01
7) Phenol-d6 6.516 99 1982670 124.300 ng 0.00
23) Nitrobenzene-d5 7.439 82 1306338 82.485 ng 0.00
42) 2,4,6-Tribromophenol 10.710 330 585974  131.546 ng 0.00
45) 2-Fluorobiphenyl 9.233 172 2374000 79.263 ng 0.00
2 0

79) Terphenyl-di4 12.992 244 2722435 82.637 ng .00

Target Compounds Qvalue
19) n-Nitroso-di-n-propyla... 7.439 70 173555 17.973 ng
25) Isophorone 7.439 82 1306330 46.016 ng
51) 2,6-Dinitrotoluene 9.910 165 60249 8
57) 2,4-Dinitrotoluene 9.910 165 60249 6.442 ng
67) 4-Bromophenyl-phenylether 10.710 248 36456 4

(#) = 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\BF080322\
Data File : BF129533.D

Acqg On : 03 Aug 2022 11:00
Operator : CG\JU

Sample : PB146630BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Time: Aug 03 16:35:06 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Tue Aug 02 01:11:25 2022

Response via : Initial Calibration

Abundance TIC: BF129533.D\data.ms
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Abundance Scan 782 (6.886 min): BF129333.D\data.ms (-77 #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 6.869 min Scan# 7{gSidtipgl=lples
Ref 50 115.0 Delta R.T. -0.006 min \A_
78.0 Lab File: BF129533.D (GUEINEETSIEIH
Acq: 03 Aug 2022 11:00 [[HEEEIGCEEE

m/z--> 40 60 100 120 140 160 Tgt Ion:152 RESpZ 206721

Abundance  Scan 779 (6.869 mm). BF129533.D\datams 100 Ratio Lower Upper
1500 152 100

150 157.4 123.7 185.5
115 63.4 49.9 74.9

Raw 50
115.0 Abundance
520 780 400000
m/z--> 40 60 80 100 120 140 160 300000 6869
Abundance Scan 779 (6.869 min): BF129533.D\data.ms (-76 1
150.0
200000
Sub 50
115.0 100000
52.0 78.0
0 1960 | 1319 [ oS o
m/z--> 40 60 80 100 120 140 160 Time--> 6.85 6.90

Abundance Scan 546 (5.498 min): BF129333.D\data.ms (-54 #5

112.0 2-Fluorophenol
Concen: 121.512 ng
64.0 RT: 5.516 min Scan# 549
Ref 50 Delta R.T. ©0.012 min
92.0 Lab File: BF129533.D
39.1 Acq: 03 Aug 2022 11:00
0! . iy ‘MH‘\‘H ‘\‘\\\\‘\\\\%\6\870\
mlz-—-> 40 60 80 100 120 140 160 Tgt Ion:}lz Resp: 1542001
Abundance  Scan 549 (5.516 min): BF129533.D\data.ms Ion Ratio Lower Upper
112.0 112 100
64 59.3 53.3 79.9
64.0 63 31.0 28.0 42.0
Raw 50
Abundance
92.0 5.516
39.1 ‘ ‘
0\H‘H‘\\‘h\“‘\“”\‘\\m\ m\\‘\‘\\ ‘\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 1000000
Abundance Scan 549 (5.516 min): BF129533.D\data.ms (-49
112.0
Sub 64.0 500000
50
92.0
39.0 ‘ ‘ L
m/z--> 40 60 80 100 120 140 160 Time--> 5.40 550 5.60
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Abundance Scan 719 (6.516 min): BF129333.D\data.ms (-71 #7

99.1 Phenol-d6
Concen: 124.300 ng
RT: 6.516 min Scan# 7lgSidtipl=lgies
Ref 50 Delta R.T. -0.006 min |
Lab File: BF129533.D (GUEINEETSIEIH
421 Acq: 03 Aug 2022 11:09 [W=XELREEN:R
oL \\“\“\\‘LL\N\‘\UH‘ “\ e — S
m/z--> 50 100 150 200 250 Tgt Ion:‘99 RESpZ 1982670
Abundance  Scan 719 (6.516 min): BF129533.D\datams 10N Ratio Lower Upper
99.1 99 100
42 19.2 17.3 25.9
71 36.1 28.9 43.3
Raw 50
Abundance
421 1500000 616
oL e b 2088 281,
m/z--> 50 100 150 200 250
Abundance Scan 719 (6.516 min): BF129533.D\data.ms (-66 1000000
99.1
sub 500000
42.1
G“‘H\W\J o 2088 281 e
miz--> 50 100 150 200 250 Time--> 6.40 650 6.60
Abundance Scan 852 (7.298 min): BF129333.D\data.ms (-84 #19
105.0 n-Nitroso-di-n-propylamine
Concen: 17.973 ng
43.0 RT: 7.439 min Scan# 876
Ref 50 Delta R.T. ©.147 min
Lab File: BF129533.D
Acq: 03 Aug 2022 11:00
0 H‘Ml‘&??‘l‘”?ﬁ?ﬂ?”372‘7‘9‘3“?7‘1”
miz--> 50 100 150 200 250 300 350 400 '8t Ion: 70 Resp: 173555
Abundance  Scan 876 (7.439 min): BF129533.D\data.ms Ion Ratio Lower Upper
82.1 70 100
42 47 .4 52.3 78 .5#
101 0.0 7.5 11.3#
Raw 50 130 2.1 16.1 24.1#
Abundance
7.439
150000
0*”\‘H*“\‘1‘3‘1"9”H\HH\HHWHWHW
m/z--> 100 150 200 250 300 350 400
Abundance Scan 876 (7.439 min): BF129533.D\data.ms (-80 100000
82.1
sub o 50000
0‘”\“‘“‘\‘1‘3‘1‘(\)““\““\““\““\““\“ RN AR RS RAR
m/z--> 50 100 150 200 250 300 350 400 Time--> 7.40 7.45 7.50
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Abundance Scan 1000 (8.169 min): BF129333.D\data.ms (-9 #21

136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 8.151 min Scan# 9l Eies
Ref 50 Delta R.T. -0.012 min |
Lab File: BF129533.D [(®lEIEElIsliEllof
541 108.1 Acq: 03 Aug 2022 11:00 HEILELER
0\\\“\\H\‘iw\‘\“’.w\\\‘\‘1\\‘\\1“’\\\]\_?\3\.\8\‘\\1\9\?.\8\\
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion:136 Resp: 864534
Abundance  Scan 997 (8.151 min): BF129533. D\datams 190 Ratlo Lower Upper
136.1 136 100
137  11.2 8.8 13.2
54 8.2 7.5 11.3
Raw 5q 68 6.2 4.7 7.1
Abundance
1081 8.151
0\\\“\?ﬁ\"lin?’;?\\\‘\‘!\.\‘\\\‘H’\\\\‘\\\\‘\\\\’\\\ 800000
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 997 (8.151 min): BF129533.D\data.ms (-94 600000
136.1
400000
Sub
50
200000
41 70 81 A
ot e e — T
miz--> 40 60 80 100 120 140 160 180 200 Time--> 8.10 8.20 8.30

Abundance Scan 878 (7.451 min): BF129333.D\data.ms (-87 #23

82.0 Nitrobenzene-d5
Concen: 82.485 ng
54.1 RT: 7.439 min Scan# 876
Ref 50 128.1 Delta R.T. -0.006 min
Lab File: BF129533.D
98.1 Acq: 03 Aug 2022 11:00
oL 400 || esh, | “["1120 |
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘
miz--> 40 60 80 100 120 Tgt IOI’]Z.SZ Resp: 1306338
Abundance  Scan 876 (7.439 min): BF129533 D\datams | 10N Ratlo Lower Upper
82.1 82 100
128 45.2 34.0 51.0
54 51.3 46.9 70.3
Raw 5o 541 1281
Abundance
7.439
40.1 8l
05— \“‘.‘\ \‘! T ‘\6§‘]\- \“i“\ T \" \1\1\2.\1‘ — T 1000000
m/z--> 40 60 80 100 120
Abundance Scan 876 (7.439 min): BF129533.D\data.ms (-82
82.1
500000
Sub 50 54.1 128.1
98.1
oL 400 || esh, || | 1121 | 0 \—
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘ \\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 Time--> 7.40 7.50
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Abundance Scan 922 (7.710 min): BF129333.D\data.ms (-91 #25
82.0 Isophorone
Concen: 46.016 ng
RT: 7.439 min Scan# 8gSiidtipl=lpies
Ref 50 Delta R.T. -0.259 min \A_
Lab File: BF129533.D (GUEINEETSIEIH
39.0 54.1 1381 | Acq: @3 Aug 2022 11:00 [W=MEGEENEIE
0\\\“‘\\‘\“‘\‘\‘\\\“\\\‘\1(\)7\\]_\1-‘2:\3\]-\\‘\\
m/z--> 60 80 100 120 140 Tgt Ion: ‘82 RESpZ 1306330
Abundance Scan 876 (7.439 min): BF129533.D\data.ms | 100 Ratlo Lower Upper
82.1 82 100
95 0.0 5.7 8.5#
138 0.0 14.2 21.2#
Raw 5g 541 128.1
Abundance
7.439
98.1
(O \3\8‘1\ \‘! gl T \‘\‘\ }‘i“\ TT \“ \]\-1\3\1‘ T T 1000000
m/z--> 40 60 80 100 120 140
Abundance Scan 876 (7.439 min): BF129533.D\data.ms (-86
82.1
500000
Sub 50 54.1 128.1
98.1
ol 38t |l lusa
miz--> 40 80 100 120 140 Time-> 7.40  7.50
Abundance Scan 1299 (9.927 min): BF129333.D\data.ms (-1 #39
162.1 Acenaphthene-di10
Concen: 20.000 ng
RT: 9.910 min Scan# 1296
Ref 50 Delta R.T. -0.006 min
Lab File: BF129533.D
80.0 Acq: ©3 Aug 2022 11:00
54.0 106.0 132.1
G\\\‘\\\‘\‘\H\U‘“‘\\\\‘\\\\‘\\“\‘\\\\M \\\‘\\\\‘.\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:164 Resp: 463323
Abundance Scan 1296 (9.910 min): BF129533.D\datams A 10" Ratio Lower Upper
162.1 164 100
162 102.6 79.5 119.3
160 44 .4 34.2 51.4
Raw 50
Abundance
80.1 9.910
0\\\‘\\5\4\]‘-}‘}\U‘“‘\\\\110\6\\17‘1\-\3\‘2‘\1‘-\\\\“ \\\‘\\\\‘\ 500000
m/z--> 40 60 80 100 120 140 160 180 200 400000
Abundance Scan 1296 (9.910 min): BF129533.D\data.ms (-1
163.1 300000
Sub 200000
50
801 100000
0 541 ‘\ Hu‘ 1061 13%1 Il O
et b b e T b e e e L R
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 9.85 9.90 9.95
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Abundance Scan 1434 (10.722 min): BF129333.D\data.ms (- #42

Sub 50

331

62.0
142.9
221.9

o

m/z-->

1y L 1039 | 1826 | |2746
50 100 150 200 250 300

Scan 1432 (10.710 min): BF129533.D\data.ms (- 400000
¢

200000

L

331.¢| 2,4,6-Tribromophenol
Concen: 131.546 ng
RT: 10.710 min Scan#t 1{gSagilnlclee
Ref 50{ 620 Delta R.T. -0.000 min
140.9 Lab File: BF129533.D (SlEEQISEIIAE
221.9 Acq: 03 Aug 2022 11:00 [[HEEEIGCEEE
N 02 18 | feras |
m/z--> 50 100 150 200 250 300 Tgt Ion:33@ Resp: 585974
Abundance Scan 1432 (10.710 min): BF129533.D\data.ms 10" Ratio Lower Upper
3306 330 100
332 101.9 76.8 115.2
141 34.2 28.0 42.0
Raw  50; 620
142.9 Abundance
‘ H 221.9 sooo00|  10-f10
ohi L2039 | 1026 | lo7as
miz--> 50 100 150 200 250 300
Abundance

‘ T
Time-->  10.60

T ‘ T
10.80

Abundance Scan 1183 (9.245 min): BF129333.D\data.ms (-1 #45

172.1  2-Fluorobiphenyl
Concen: 79.263 ng
RT: 9.233 min Scan# 1181
Ref 50 Delta R.T. -0.000 min
Lab File: BF129533.D
Acq: 03 Aug 2022 11:00
0 39'0 I 63\'0 ““85“-0‘ - 129'9 | 14\.\6\\9 | ‘ ! s
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\ . .
miz--> 40 60 80 100 120 140 160 Tgt IOI’].:!.72 Resp: 2374000
Abundance Scan 1181 (9.233 min): BF129533.D\data.ms Ion Ratio Lower Upper
1721 | 172 100
171 35.3 28.8 43.2
170 23.8 19.8 29.8
Raw 50
Abundance
2000000 9fz33
85.0 152.1
T "\59‘;]\-“\ Tt T \h\ \‘\:‘I‘-(\)?\-\O\ i %\3\:‘3\.}1‘\“\“ \“ ! ‘\ T
m/z--> 40 60 80 ‘100 120 140 160 1500000
Abundance Scan 1181 (9.233 min): BF129533.D\data.ms (-1
172.1
1000000
Sub
50
500000
50.1 85‘.0 107.0 13‘3.11‘5“2.0 |
(O A R e e L T T T T
m/z--> 40 60 80 100 120 140 160 Time-->  9.15 9.20 9.25 9.30
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Abundance Scan 1263 (9.716 min): BF129333.D\data.ms (-1 #51
165.0 2,6-Dinitrotoluene
Concen: 8.416 ng
89.0 RT: 9.910 min Scan# 1lgidtil=lpies
63.0 : :
Ref 50 Delta R.T. ©0.206 min \A_
1210 Lab File: BF129533.D [SUERIEEICIe
39.0 ‘ ‘ ‘ Acq: 03 Aug 2022 11:00 [[HEEEIGCEEE
0\\\“i‘\\!‘\‘\h\\“\“‘\H\\\"\ml\\H‘\\\‘\‘\\\\‘\‘\\\‘\\
m/z--> 40 60 80 100 120 140 160 180 18t Ion:165 Resp: — 60249
Abundance Scan 1296 (9.910 min): BF129533.D\datams | 10N Ratlo Lower Upper
1601 165 100
63 0.8 44.9 67.3#
89 1.6 43.6 65.4#
Raw 50
Abundance
80.1 9.910
0\\\‘\\5\4\]‘-}‘}\“““\\]\-(\)(’)\0\\\‘]\-\3}2‘\]‘.\\\\“ \\\‘\\ 60000
miz--> 40 60 80 100 120 140 160 180
Abundance Scan 1296 (9.910 min): BF129533.D\data.ms (-1
162.1 40000
Sub
50 20000
80.1
54.1
oH“Hw:‘mw““199‘9”_1‘3‘2‘1‘””“ - O
miz--> 40 60 80 100 120 140 160 180 Time-> 9.85 9.90 9.95
Abundance Scan 1332 (10.122 min): BF129333.D\data.ms (- #57
165.0 2,4-Dinitrotoluene
89.0 Concen: 6.442 ng
: RT: 9.910 min Scan# 1296
Ref 50 63.0 Delta R.T. -0.200 min
1190 Lab File: BF129533.D
39.0 ‘ ~139.0 Acq: @3 Aug 2022 11:00
0\\\"\\m\\‘\“\‘\H}H‘iw\l\’\\\\“\\\\“\\\\‘\‘f‘\\“\\\
miz--> 40 60 80 100 120 140 160 180 I8t Ion:165 Resp: 60249
Abundance Scan 1296 (9.910 min): BF129533.D\datams | 100 Ratio Lower Upper
162.1 165 100
63 0.8 39.8 59.6#
89 1.6 60.2 90.2#
Raw 5 182 0.8 2.2 3.2#
Abundance
80.1 9.910
0\\\’\\5\4\]‘.}‘}\“‘“‘\\J\-\O’()\O\\\‘]\-\S%\]‘.\\\\‘“ \\\‘\\\ 60000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1296 (9.910 min): BF129533.D\data.ms (-1
162.1 40000
Sub
50 20000
80.1
54.1 100.0 132.1
o) Y OIS THR | R O
miz--> 40 60 80 100 120 140 160 180 Time-> 9.85 9.90 9.95
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Abundance Scan 1552 (11.416 min): BF129333.D\data.ms (- #64

188.1 Phenanthrene-d10
Concen: 20.000 ng
RT: 11.404 min Scan#t 1{gSagilnlEalee
Ref 50 Delta R.T. -0.000 min |
Lab File: BF129533.D (SlEEQISEIIAE
80.0 158.1 Acq: 03 Aug 2022 11:00 HEEZGEEEEIR
0‘4‘2:‘[‘\‘w‘ ‘1‘18‘]"‘ ?\\‘H‘\‘\\\\"\\
m/z--> 50 100 150 200 250 Tgt IOFIZ:!.88 RESpZ 821294
Abundance Scan 1550 (11.404 min): BF129533.D\datams | 100 Ratlo Lower Upper
188.2 188 100
94 9.6 7.0 10.6
80 10.6 7.6 11.4
Raw 50
Abundance
80.1 11.404
o2l jmey RT 800000
m/z--> 50 100 150 200 250
Abundance Scan 1550 (11.404 min): BF129533.D\data.ms (- 600000
188.2
400000
Sub 50
200000
80.1 158.1
S S I . S A ol 7
m/z--> 50 100 150 200 250  Time--> 11.35 11.40 11.45
Abundance Scan 1474 (10.957 min): BF129333.D\data.ms (- #67
141.1 248.0 4-Bromophenyl-phenylether
77.0 Concen: 4.054 ng
RT: 10.710 min Scan# 1432
Ref 50 Delta R.T. -0.235 min

Lab File: BF129533.D
Acq: 03 Aug 2022 11:00

80 ||| b.dree |

miz--> 50 100 150 200 250 300 Tgt Ion:248 Resp: 36456

Abundance Scan 1432 (10.710 min): BF129533.D\data.ms ;Zg ig'gio Lower Upper

250 203.9 80.6 120.8#
141 489.3 58.9 88.3#

O

Raw 50
Abundance
0! 150000
m/z--> 50 100 150 200 250 300
Abundance Scan 1432 (10.710 min): BF129533.D\data.ms (-
100000
Sub
50000 10.710
- \\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 Time--> 10.65 10.70 10.75
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Abundance Scan 2003 (14.068 min): BF129333.D\data.ms (- #76

240.2 Chrysene-d12
Concen: 20.000 ng
RT: 14.045 min Scan#t 1{gSidtinl=lgles
Ref 50 Delta R.T. -0.006 min L
Lab File: BF129533.D [(GlEhlsSElnlellEll0f
120.1 ‘ Acq: 03 Aug 2022 11:00 [[HEEEIGCEEE
o 800 17" 101 20811 e,
m/z--> 50 100 150 200 250 Tgt IOT’IZ?40 RESpZ 621522
Abundance Scan 1999 (14.045 min): BF129533.D\datams | 10N Ratlo Lower Upper
240.2 240 100
120 12.8 8.9 13.3
236 26.0 20.8 31.2
Raw 50
Abundance
1201 ‘ 14.045
0421 780 [\ 1581 2081 | gg 600000
m/z-—-> 50 100 150 200 250
Abundance Scan 1999 (14.045 min): BF129533.D\data.ms (-
240 2 400000
sub 200000
120.1 ‘
0420 780 || 1561 2081 | omi e
m/z-> 50 100 150 200 250 Time--> 14.00 14.10

Abundance Scan 1822 (13.004 min): BF129333.D\data.ms (- #79

244.2 Terphenyl-di4

Concen: 82.637 ng

RT: 12.992 min Scan# 1820

Ref 50 Delta R.T. ©.006 min
Lab File: BF129533.D
122.1 Acq: 03 Aug 2022 11:00
160.1 2122
\4\2% T \80}‘]\-‘ ‘ M\ ‘\‘ \ \ ‘ “‘ T T T “ \ T ‘\ H\M ‘ T T L
miz--> 50 100 150 200 250 Tgt IOI’]Z?44 Resp: 2722435
Abundance Scan 1820 (12.992 min): BF129533.D\datams A 10" Ratio Lower Upper
244.2 244 100
212 7.3 6.1 9.1
122 13.2 8.8 13.24#
Raw 50
Abundance
2500000 12.092
541 001 2‘2-1 1601 2122 | o
[ e e ‘M\ - “‘1‘\ [ \‘\H\H“ am— 2000000
m/z--> 50 100 150 200 250
Abundance Scan 1820 (12.992 min): BF129533.D\data.ms (- 1500000
244.2
1000000
Sub
50
500000
122.1
0 541 901\\ \‘ 16\?1 ?122\ M‘H 281.1 0
\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\ \‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 Time--> 12.90 13.00 13.10
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Abundance Scan 2255 (15.551 min): BF129333.D\data.ms (- #86
264.1 Perylene-d12
Concen: 20.000 ng
RT: 15.533 min Scan#t 2[gSagilnlEalee
Ref 50 Delta R.T. ©0.006 min
132.1 Lab File: BF129533.D [SUERIEEICIe
: Acq: 03 Aug 2022 11:00 [[HEEEIGCEEE
0 5?9 ‘.H \\H 204. ol .
m/z--> 50 100 150 200 250 300 350 400 Tt Ton:264 Resp: 501777
Abundance Scan 2252 (15.533 min): BF129533.D\data.ms ;22 ig;m Lower Upper
264.2
260 24.6 18.4 27.6
265 21.7 17.2  25.8
Raw 50
Abundance
132.1 15.633
57.1
LT ao0 ‘.L 313.1363.1 417.
L L L L L 300000
m/z--> 50 100 150 200 250 300 350 400
Abundance Scan 2252 (15.533 min): BF129533.D\data.ms (-
264.1 200000
Sub
50 100000
132.0
57.0
ol 2985, Wl 313.1363.1 0L — —
miz--> 50 100 150 200 250 300 350 400 Time--> 15.40 15.60
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