Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080122\
Data File : BF129477.D

Acqg On : 01 Aug 2022 17:09
Operator : CG\JU

Sample : PB146602BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Time: Aug 02 01:16:55 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 6.875 152 228049 20.000 ng 0.00
21) Naphthalene-d8 8.157 136 934938 20.000 ng 0.00
39) Acenaphthene-di10 9.916 164 498260 20.000 ng 0.00
64) Phenanthrene-d10 11.404 188 858385 20.000 ng 0.00
76) Chrysene-di12 14.045 240 618265 20.000 ng 0.00
86) Perylene-di12 15.527 264 532874 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol .528 112 1726355 123.317 ng
7) Phenol-dé .528 99 2210412 125.618 ng .00
23) Nitrobenzene-d5 .439 82 1495662 87.328 ng .00

5 0.02
6 0
7 0
42) 2,4,6-Tribromophenol 10.710 330 624079 130.277 ng 0.00
9 0
2 0

45) 2-Fluorobiphenyl .233 172 2628737 81.614 ng .00
79) Terphenyl-di4 12.992 244 2781775 84.883 ng .00
Target Compounds Qvalue
19) n-Nitroso-di-n-propyla... 7.439 70 199278 18.707 ng # 75
25) Isophorone 7.439 82 1495637 48.718 ng # 65
51) 2,6-Dinitrotoluene 9.916 165 64631 8.395 ng # 25
57) 2,4-Dinitrotoluene 9.916 165 64631 6.426 ng # 21
67) 4-Bromophenyl-phenylether 10.710 248 39222 4.173 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\BF080122\
Data File : BF129477.D

Acqg On : 01 Aug 2022 17:09
Operator : CG\JU

Sample : PB146602BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Time: Aug 02 01:16:55 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: BF129477.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: 6.875 min Scan# 7{gSidtipgl=lgies
Ref 50 115.0 Delta R.T. -0.000 min \A_
78.0 Lab File: BF129477.D [(®ICHIEEIelE(6H
Acq: 01 Aug 2022 17:09 [HEEEICIZEE

m/z--> 40 60 100 120 140 160 T8t Ion:152 Resp: 228049

Abundance Scan780(6.875m|n). BF129477.D\datams 100 Ratio Lower Upper
1500 152 100

150 155.5 123.7 185.5
115 62.6 49.9 74.9

Raw 50
1150 Abundance
500 780
400000
0 \3\5\.9\ \‘\‘\ ‘ \ T \“‘\ ‘ \‘\9\5\‘9\ T \ }“ \]-\3\1.\9‘ T \‘\“\ ‘ T
mlz--> 40 60 80 100 120 140 160
6.875
Abundance Scan 780 (6.875 min): BF129477.D\data.ms (-76 300000
150.0
200000
Sub
50
1150 100000
500 780
o‘3‘5;9"1“_»\“_&5?”‘;\_1%1-‘9_“@\‘_ -
miz--> 40 60 80 100 120 140 160 Time--> 6.80 6.85 6.90
Abundance Scan 546 (5.498 mln) BF129333.D\data.ms (-54 #5
112.0 2-Fluorophenol
Concen: 123.317 ng
64.0 RT:  5.528 min Scan# 551
Ref 50 Delta R.T. ©0.023 min
Lab File: BF129477.D
Acq: 01 Aug 2022 17:09
s | | U
0\\\“\\h\‘\‘H\‘\\‘\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\.\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:112 Resp: 1726355
Abundance  Scan 551 (5.528 min): BF129477.D\datams | 10" Ratio Lower Upper
112.0 112 100
64 59.1 53.3 79.9
64.0 63 30.8 28.0 42.0
Raw 50
Abundance
5.528
1500000
0\ ‘H \\h\‘}“”\‘\\‘\‘}\\\‘\\ ‘\‘\\\\‘\\\\%?\8\.(\)‘\\\\2‘9\7\.]\_
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 551 (5.528 min): BF129477.D\data.ms (-49 1000000
112.0
64.0
sub o 500000
ol 80 2071 ol L —
mlz--> 40 60 80 100 120 140 160 180 200 Time--> 550 5.60
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Abundance Scan 719 (6.516 min): BF129333.D\data.ms (-71 #7

99.1 Phenol-d6
Concen: 125.618 ng
RT: 6.528 min Scan# 7lgSidtipgl=lpies
Ref 50 Delta R.T. ©0.006 min |
Lab File: BF129477.D (SISt lollEIl0f
421 Acq: 01 Aug 2022 17:09 W=XELEE:TR
oL \\“\“\\‘LL\N\‘\UH‘ “\ e — S
m/z--> 50 100 150 200 250 Tgt Ion:‘99 RESpZ 2210412
Abundance  Scan 721 (6.528 min): BF129477.D\datams 10" Ratio Lower Upper
99.1 99 100
42 19.2 17.3 25.9
71 36.1 28.9 43.3
Raw 50
Abundance
42.1 6.528
0% “”‘“ \”‘“‘H b 220 BB 000
m/z--> 50 100 150 200 250
Abundance Scan 721 (6.528 min): BF129477.D\data.ms (-66
99.1 1000000
Sub
50 500000
42.1
G“M\W\JH‘ 270 281 S
m/z--> 50 100 150 200 250 Time--> 6.50 6.60
Abundance Scan 852 (7.298 min): BF129333.D\data.ms (-84 #19
105.0 n-Nitroso-di-n-propylamine
Concen: 18.707 ng
43.0 RT: 7.439 min Scan# 876
Ref 50 Delta R.T. ©.147 min
Lab File: BF129477.D
Acq: 01 Aug 2022 17:09
0 H‘lel??‘lw?ﬁ?ﬂ?”3"2‘7‘9‘3“?7‘1“
miz--> 50 100 150 200 250 300 350 400 '8t Ion: 76 Resp: 199278
Abundance  Scan 876 (7.439 min): BF129477.D\data.ms Ion Ratio Lower Upper
82.1 70 100
42 49.4 52.3 78 .5#
101 0.0 7.5 11.3#
Raw 50 130 2.7 16.1 24.1#
Abundance
7.439
‘ 150000
0‘”\““‘\‘1‘3}"9”HMHwmwmw”w
m/z--> 100 150 200 250 300 350 400
Abundance Scan8876 (7.439 min): BF129477.D\data.ms (-80 100000
A.
sub o 50000
0‘“\‘H‘“\‘l?‘l‘?”‘wmwmw”wmw” o /L T
m/z--> 50 100 150 200 250 300 350 400 Time--> 7.40 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: 8.157 min Scan# 9UgSIiAtInlEIs

Ref 50 Delta R.T. -0.006 min |
Lab File: BF129477.D |(SlEIEEIslEEl0f
541 108.1 Acq: 01 Aug 2022 17:09 HEEILIAER
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: 934938
Abundance  Scan 998 (8.157 min): BF129477.D\datams 190 Ratlo Lower Upper
136.1 136 100
137 11.0 8.8 13.2
54 7.8 7.5 11.3
Raw g 68 5.5 4.7 7.1
Abundance
108.1 1000000 8.157
51\1\.0 \\7§Fp | . il
0\H“HHHH\’MH‘\‘\H‘\H [T T T[T T T[T TrT 800000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance .157 min): BF129477.D\data. -94
Scan 998 (8.157 min) 1359.1 \data.ms (-9 600000
400000
Sub
50
200000
54.0 ;g 1081 f
G\H“\\H\‘M\‘\"HM\\‘\‘!\\‘\\H‘"\\\\‘\\H‘HH’H\ 0\\\‘\\\\‘\\\\‘\\\
m/z--> 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: 87.328 ng
54.1 RT: 7.439 min Scan# 876
Ref 50 128.1 Delta R.T. -0.006 min
Lab File: BF129477.D
98.1 Acq: 01 Aug 2022 17:09
oL 400 || e, | | 1120 |
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘
miz--> 40 60 80 100 120 Tgt IOI’]Z.SZ Resp: 1495662
Abundance  Scan 876 (7.439 min): BF129477.D\datams = 100 Ratio Lower Upper
82.1 82 100
128 43.8 34.0 51.0
541 54 52.3 46.9 70.3
Raw 50 ' 128.1
Abundance
7.439
401 | al
0\\\“‘.‘\\‘\‘\‘\6§.‘]\-}‘i‘\\\\"\1\1\2.\1‘\\‘\\‘ 1000000
m/z--> 40 60 80 100 120
Abundance Scan 876 (7.439 min): BF129477.D\data.ms (-82
82.1
500000
Sub 54.1
50 128.1
98.1
ol 420 | el | 1121 | 0f
e I B A — T
miz--> 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: 48.718 ng
RT: 7.439 min Scan# 81l e
Ref 50 Delta R.T. -0.259 min |
Lab File: BF129477.D |(SlEIEEIslEEl0f
39.0 54.1 138.1 Acq: 01 Aug 2022 17:09 PB146602BL
Ob— \‘i“\ \‘i“‘\ T \“\ T \H“‘\ T \‘\ ‘1(\)7\\1\1‘2:‘\3\1\ \“ T
m/z--> 40 60 80 100 120 140 Tgt IOT’IZ‘SZ RESpZ 1495637
Abundance  Scan 876 (7.439 min): BF129477.D\datams | 10N Ratlo Lower Upper
83.1 82 100
95 0.0 5.7 8.5#
41 138 0.0 14.2 21.2#
Raw 50 ’ 128.1
Abundance
7.439
‘ 98.1
(O \3\8“9\ T T \‘\‘\ }‘i ‘\ TT \“ \J\-lw3\l‘ T T 1000000
m/z--> 40 60 80 100 120 140
Abundance Scan 876 (7.439 min): BF129477.D\data.ms (-86
82.1
500000
Sub 54.1
Y 5 128.1
98.1
0L \3\8“‘(‘)\ \‘!‘\ T \‘\‘\ }‘i‘\ T \“ \J\-lw3\l‘ T T TTT T[T T T T[T T T T[T TTT T
m/z-> 40 60 80 100 120 140 Time-> 7.407.45 7.50
Abundance Scan 1299 (9.927 min): BF129333.D\data.ms (-1 #39
162.1 Acenaphthene-di10
Concen: 20.000 ng
RT: 9.916 min Scan# 1297
Ref 50 Delta R.T. -0.000 min
Lab File: BF129477.D
80.0 Acq: 01 Aug 2022 17:09
54\'0 I . 106.0 13\2'1 |
GH\“\\i\‘\\\H‘\\‘H‘\‘H\‘\H‘HHH‘ \\\‘\\\\‘.\
m/z--> 40 60 80 100 120 140 160 180 200 I8t Ion:164 Resp: 4982660
Abundance Scan 1297 (9.916 min): BF129477 D\datams = 10N Ratlo Lower Upper
162.1 164 100
162 103.0 79.5 119.3
160 44.8 34.2 51.4
Raw 50
Abundance
80.1 500000 9.916
SAT'l L. 108.0 13‘2.1 ‘
0H\“\\1\‘i}\H‘\\‘H‘\‘\‘H‘H\‘HHH‘ T T T
miz--> 40 60 80 100 120 140 160 180 200 400000
Abundance Scan 1297 (9.916 min): BF129477.D\data.ms (-1,
162.1 300000
Sub 200000
50
100000
80.1
541 | 10601321 0
Ottt b e T
m/z-—-> 40 60 80 100 120 140 160 180 200 Time--> 9.90 10.00
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Abundance Scan 1434 (10.722 min): BF129333.D\data.ms (- #42
331.¢| 2,4,6-Tribromophenol
Concen: 130.277 ng
RT: 10.710 min Scan# 1{gEigiul=lies
Ref 50 620 Delta R.T. -0.000 min
140.9 Lab File: BF129477.D (GUERISEIGIEIEIE
221.9 Acq: 01 Aug 2022 17:09 [HEEEICIZEE
ol 02 18 | 2746
m/z--> 50 100 150 200 250 300 Tgt Ion:33@ Resp: 624679
Abundance Scan 1432 (10.710 min): BF129477.D\datams = 10N Ratlo Lower Upper
33 ¢ 330 100
332 101.7 76.8 115.2
141 34.8 28.0 42.0
Raw 5o 620
140.9 Abundance
221.9 soooo0, 1010
0 \1\8“ T UHh\ T “ld‘ ?7\4\7\ ‘” T
m/z--> 50 100 150 200 250 300
Abundance Scan 1432 (10.710 min): BF129477.D\data.ms (- 400000
331L.¢
Sub 200000
07\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 Time-->  10.60 10.70 10.80
Abundance Scan 1183 (9.245 min): BF129333.D\data.ms (-1 #45
172.1 | 2-Fluorobiphenyl
Concen: 81.614 ng
RT: 9.233 min Scan# 1181
Ref 50 Delta R.T. -0.000 min
Lab File: BF129477.D
Acq: 01 Aug 2022 17:09
0 39'0 1L 63:'0 ull 85\\:0‘ - 129'9 | 14\.\6\\(\) I ‘ ) ¢
\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\ . .
miz--> 40 60 80 100 120 140 160 1g0 I8t Ion:172 Resp: 2628737
Abundance Scan 1181 (9.233 min): BF129477.D\data.ms Ion Ratio Lower Upper
1721 | 172 100
171 36.0 28.8 43.2
170 24.5 19.8 29.8
Raw 50
Abundance
9.233
51.1 85.1 133.0152.1
Ot~ \" il ’”\ el T \h‘\ \‘\‘:‘I‘-O\?.\O\ i T \‘\ T i‘\“\“ \“ ! ‘\ T 2000000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1181 (9.233 min): BF129477.D\data.ms (-1 1500000
172.1
1000000
Sub
50
500000
51.1 851 1970 13301521 |
O T R R e A REEREEEE
miz--> 40 60 80 100 120 140 160 180 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: 8.395 ng
89.0 RT:  9.916 min Scan# 1[QE{d0IEIes
Ref 50 63.0 Delta R.T. ©.212 min u
Lab File: BF129477.D (SISt lollEIl0f
39.0 121.0 Acq: 01 Aug 2022 17:09 WeXEIEE0PETE
0"‘M“""h‘H\M\“HHWM"\\"H““‘!H“\HWH
miz--> 40 60 80 100 120 140 160 180 18t Ion:165 Resp: — 64631
Abundance Scan 1297 (9.916 min): BF129477.D\datams 10" Ratio Lower Upper
1691 165 100
63 1.2 44.9 67.3#
89 1.2 43.6  65.4#
Raw 50
Abundance
80.1 9916
o541 060 1321 | 60000
miz--> 4’0 Gb 80 1(50 120 140 160 180
Abundance Scan 1297 (9.916 min): BF129477.D1\gati1.ms (-1 40000
sub 20000
80.1
54.1 106.0 132.1
G"w“W\J““NH“M“w““\‘Hl‘“w“ G‘\“H\““\‘H
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
Concen: 6.426 ng
89.0 RT: 9.916 min Scan# 1297
Ref 50 63.0 Delta R.T. -0.194 min
Lab File: BF129477.D
119.0139.0 Acq: 01 Aug 2022 17:09
GH"‘“H"‘M‘\‘H\‘H\i}H“"""“‘HH"HH“"\H‘\H‘
miz--> 40 60 80 100 120 140 160 180 I8t Ion:165 Resp: 64631
Abundance Scan 1297 (9.916 min): BF129477.D\data.ms Ion Ratio Lower Upper
169.1 165 100
63 1.2 39.8 59.6#
89 1.2 60.2 90.2#
Raw 5o 182 8.0 2.2 3.2#
Abundance
801 9/916
0 Sf‘\’l Ll 1060 13%1 \‘\ 60000
m/z--> 4‘0 eb 80 160 120 140 160 180
Abundance Scan 1297 (9.916 min): BF129477.Dl\g§1tf.ms (-1 40000
sub o 20000
80.1
0 5\4‘..1 ‘\ HH‘ 106 0 13% 1 Il G
miz--> 40 60 80 100 120 140 160 180 Time--> 9.85 9.90 995
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Abundance Scan 1552 (11.416 min): BF129333.D\data.ms (- #64

188.1 Phenanthrene-di10
Concen: 20.000 ng
RT: 11.404 min Scan# 1{Eigial=lies
Ref 50 Delta R.T. -0.000 min \A_
Lab File: BF129477.D [(®ICHIEEIelE(6H
80.0 158.1 Acq: 01 Aug 2022 17:09 [HEEEICIZEE
0\4\2]‘- T ‘\ ”‘ ‘ 1\18\]\- T ?'\ \‘H‘\ ‘ T T T \.‘ T T
m/z--> 50 100 150 200 250 Tgt IOFIZ:!.88 RESpZ 858385
Abundance Scan 1550 (11.404 min): BF129477.D\data.ms 10" Ratlo Lower Upper
188.2 188 100
94 9.8 7.0 10.6
80 10.5 7.6 11.4
Raw 50
Abundance
11.404
80.1 158.1
ol421 . 1180 ?“‘ 800000
m/z--> 50 100 150 200 250
Abundance Scan 1550 (11.404 min): BF129477.D\data.ms (1 00000
188.2
400000
Sub
50
200000
80.
o421 | \\ 118.0 15?1 I 0 /\
C e “‘ o
miz--> 50 100 150 200 250  Time--> 11.40
Abundance Scan 1474 (10.957 min): BF129333.D\data.ms (- #67
141.1 248.0 4-Bromophenyl-phenylether
77.0 Concen: 4.173 ng
RT: 10.710 min Scan# 1432
Ref 50 Delta R.T. -0.235 min

Lab File: BF129477.D
‘ Acq: 01 Aug 2022 17:09
T \ I \H \‘“\ 1l [ e MH . 1“7\9 \9‘ L N T

miz--> 50 100 150 200 250 300 Tgt Ion:248 Resp: 39222

Abundance Scan 1432 (10.710 min): BF129477.D\datams 10N Ratio Lower Upper
331.¢ 248 100

250 191.6 80.6 120.8#
141 531.6 58.9 88.3#

O

Raw 50 62.0

140.9 Abundance
221.9

ol i f 102 18 | lera7

miz--> 50 100 150 200 250 300

Abundance Scan 1432 (10.710 min): BF129477.D\data.ms (- 190000

200000

100000
Sub
50000 1 0
- OV T ‘ T T ’ T T ‘ 1T
miz--> 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{gSigilnlElee
Ref 50 Delta R.T. -0.006 min |
Lab File: BF129477.D (SISt lollEIl0f
120.1 Acq: 01 Aug 2022 17:09 [HEEEICIZEE
04— ‘6\6\0\ {t "\h‘! T }??l‘}\“\“““‘ T T \.‘ LB
miz--> 50 100 150 200 250 300 350 gt Ion:240 Resp: 618265
Abundance Scan 1999 (14.045 min): BF129477.D\data.ms 10" Ratlo Lower Upper
240.2 240 100
120 11.9 8.9 13.3
236 26.0 20.8 31.2
Raw 50
Abundance
1201 14.p45
ol 640 ] 1821, | 2811 355. 600000
\\‘\\\\’\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance Scan 1999 (14.045 min): BF129477.D\data.ms (-
240.2 400000
Sub
50 200000
120.1
o541 | 180.1 || 282.0 341.1 1
el el 2028 9222 LT
miz--> 50 100 150 200 250 300 350 Time-> 13.90 14.00 14.10

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

244.2 Terphenyl-di4
Concen: 84.883 ng
RT: 12.992 min Scan# 1820
Ref 50 Delta R.T. ©.006 min
Lab File: BF129477.D
122.1 Acq: 01 Aug 2022 17:09
2 Gl el A
mlz-—-> 50 100 150 200 250 Tgt IOI’]Z?44 Resp: 2781775
Abundance Scan 1820 (12.992 min): BF129477.D\data.ms Ion Ratio Lower Upper
244.2 244 100
212 7.6 6.1 9.1
122 12.9 8.8 13.2
Raw 50
Abundance
12.992
122.1 2500000
w1 my PTRI0L 22 |
m/z--> 50 100 150 200 250 2000000
Abundance Scan 1820 (12.992 min): BF129477.D\data.ms (-
244.2 1500000
Sub 1000000
50
500000
122.1
ROl PV SR S,
miz--> 50 100 150 200 250 Time--> 12190 13.00
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Abundance Scan 2255 (15.551 min): BF129333.D\data.ms (- #86
264.1 Perylene-d12
Concen: 20.000 ng
RT: 15.527 min Scan#t 2SSl
Ref 50 Delta R.T. -0.000 min
1321 Lab File: BF129477.D [SlUEEQISEIIAEI
: Acq: 01 Aug 2022 17:09 [HEEEICIZEE
o 50l ema [ s
m/z--> 50 100 150 200 250 300 350 18t Ion:264 Resp: 532874
Abundance Scan 2251 (15.527 min): BF129477.D\data.ms 10" Ratio Lower Upper
264.2 264 100
260 23.5 18.4 27.6
265 21.8 17.2 25.8
Raw 50
Abundance
132.1 aoo000|  1OP?
o STl 2oma I s
m/z--> 50 100 150 200 250 300 350 300000
Abundance Scan 2251 (15.527 min): BF129477.D\data.ms (-
264.1
200000
Sub 50
100000
132.1
o STl 0 L s e ey
miz--> 50 100 150 200 250 300 350 Time--> 15.40 15.50 15.60
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