Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012225\
Data File : BF141237.D

Acqg On : 22 Jan 2025 14:50
Operator : RC/JU

Sample : PB166167BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Time: Jan 22 15:27:42 2025

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri Jan 10 22:54:19 2025

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.804 152 164883 20.000 ng -0.02
21) Naphthalene-d8 8.086 136 660162 20.000 ng -0.02
39) Acenaphthene-di10 9.845 164 360579 20.000 ng -0.02
64) Phenanthrene-d10 11.327 188 625546 20.000 ng -0.02
76) Chrysene-di12 13.980 240 483840 20.000 ng 0.00
86) Perylene-di12 15.456 264 379156 20.000 ng 0.02

System Monitoring Compounds

5) 2-Fluorophenol 5.428 112 1372562 128.596 ng 0.00

7) Phenol-d6 6.434 99 1695712 125.421 ng -0.01
23) Nitrobenzene-d5 7.363 82 1107587 88.935 ng -0.02
42) 2,4,6-Tribromophenol 10.633 330 596451 145.173 ng -0.02
45) 2-Fluorobiphenyl 9.163 172 2087316 88.397 ng -0.02
79) Terphenyl-di4 12.921 244 2590129 79.566 ng -0.01

Target Compounds Qvalue
19) n-Nitroso-di-n-propyla... 7.363 70 149415 18.761 ng # 75
25) Isophorone 7.363 82 1101475 51.753 ng # 65
51) 2,6-Dinitrotoluene 9.839 165 47346 8.411 ng # 26
57) 2,4-Dinitrotoluene 9.839 165 47346 6.526 ng # 24
67) 4-Bromophenyl-phenylether 10.633 248 34960 4.854 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\BF012225\
Data File : BF141237.D

Acqg On : 22 Jan 2025 14:50
Operator : RC/JU

Sample : PB166167BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Time: Jan 22 15:27:42 2025

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri Jan 10 22:54:19 2025

Response via : Initial Calibration

Abundance TIC: BF141237.D\data.ms
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Abundance Scan 802 (6.810 min): BF141215.D\data.ms (-79 #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 6.804 min Scan# S{{EidllEies
Ref 50 115.0 Delta R.T. -0.018 min \A_
78.1 Lab File: BF141237.D [SlUEEQISEIIAEIE
Acq: 22 Jan 2025 14:50 [EERRHIYEIE
038\\1\\ \‘ \‘ ¢
\H‘\H\“\H‘\‘\H\‘H\\‘HH‘\\H‘\H\‘\H\‘\H\‘H\\‘\.\ . .
m/z--> 40 60 80 100120140 160180200220240 18t Ion:152 Resp: 164883
Abundance ~ Scan 801 (6.804 min): BF141237.D\data.ms 10N Ratio lower Upper
150.0 152 100
150 156.9 125.8 188.8
115  62.4 51.4 77.2
Raw 50
1150 Abundance
78.1
‘ 200000
0\H‘i\\‘\‘\“\\\“!‘\\\\‘H\\‘HH‘\\‘\‘\‘\H\‘\H\‘\H\‘H\\‘H
miz--> 40 60 80 100 120 140 160 180 200 220 240 150000
Abundance Scan 801 (6.804 min): BF141237.D\data.ms (-78
150.0
100000
Sub 50
115.0 50000
78.1
miz--> 40 60 80 100 120 140 160 180 200 220240 Time--> 6.75 6.80 6.85

Abundance Scan 568 (5.434 min): BF141215.D\data.ms (-56 #5
112.0 2-Fluorophenol
Concen: 128.596 ng

64.0 RT: 5.428 min Scan# 567
Ref 50 Delta R.T. -0.000 min
92.0 Lab File: BF141237.D
Acq: 22 Jan 2025 14:50
38.1 501 cq an
0 \‘\\\‘“‘\\\\}‘\‘\1\“1\‘\\‘\\\\0‘\\\\‘\\\\‘\\\\‘ ‘\\\‘\\
miz--> 30 40 50 60 70 80 90 100 110 120 A Tgt Ion:112 Resp: 1372562

Abundance  Scan 567 (5.428 min): BF141237.D\datams = 10N Ratio Lower Upper
112.0 112 100

64 57.9 47.3 70.9

64.0 63 30.4 24.2 36.2
Raw 50
Abundance
‘ 92.0 5428
38.1 ‘
0 \‘H\‘“‘\\\5\?‘\:"\-1\“1\‘\i‘\‘\H‘HH‘HH‘\H\‘ ‘\H‘H 800000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 567 (5.428 min): BF141237.D\data.ms (-51 600000
112.0
400000
Sub 64.0
50
920 200000
38.1 ‘ ‘ L
0 ‘_w_‘Tr’ﬂwl‘mm_f“?#’m_ww‘ - O
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 5.40 5.60
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Abundance Scan 739 (6.440 min): BF141215.D\data.ms (-73 #7

99.1 Phenol-d6
Concen: 125.421 ng
RT: 6.434 min Scan# 7]gSidtipgl=lgies
Ref 50 Delta R.T. -0.012 min |
Lab File: BF141237.D [(ClEISEIeEIH
421 Acq: 22 Jan 2025 14:50 [W=XCNENAETR
0‘\\\“\\\\\“\”“ \\\\‘\\\\‘\\\\‘\2\8\1'\‘
m/z--> 100 150 200 250 Tgt Ion: 99 RESpZ 1695712
Abundance Scan 738 (6.434 min): BF141237.D\datams 100 Ratio Lower Upper
99.1 99 100
42 18.3 15.0 22.4
71 35.5 27.6 41.4
Raw 50
Abundance
42.1 6.434
ok \‘H“M‘H\‘MU — R R R ‘2‘8‘0: 1000000
m/z--> 50 100 150 200 250 800000
Abundance Scan 738 (6.434 min): BF141237.D\data.ms (-68
93.1 600000
Sub 400000
50
200000
42.1
G‘\H“M‘H\‘MUH HH“H“HH“Z‘B‘O-; "HH‘HH’HH’H
miz--> 100 150 200 250 Time--> 6.30 6.40 6.50 6.60
Abundance Scan 874 (7.234 min): BF141113.D\data.ms (-86 #19
05.0 n-Nitroso-di-n-propylamine
Concen: 18.761 ng
43.1 RT: 7.363 min Scan# 896
Ref 50 Delta R.T. ©.129 min
Lab File: BF141237.D
H Acq: 22 Jan 2025 14:50
0 “‘\“"‘J\‘““'l“ H \! | 19302510 327.1 401.0461.0
miz--> 50 100 150 200 250 300 350 400 450 Tgt Ion: 7@ Resp: 149415
Abundance  Scan 896 (7.363 min): BF141237.D\data.ms Ion Ratio Lower Upper
83.1 70 100
42 46.1 47.8 71.6#
101 0.0 7.9 11.9%#
Raw 50 130 2.3 17.6 26.44%
Abundance
100000 7.363
0 WJ‘H‘MH“\H“w“w“‘w“wn‘w‘\‘w‘\w“\ 80000
m/z--> 100 150 200 250 300 350 400 450
Abundance Scan 896 (7.363 min): BF141237.D\data.ms (-82
831 60000
40000
Sub
50
20000
0 ‘“\"l“‘\w‘H\HH\HH\Hw””w”w”w‘w O
miz--> 50 100 150 200 250 300 350 400 450  Time--> 7.30 7.357.40 7.45
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Abundance Scan 1020 (8.092 min): BF141215.D\data.ms (-1 #21

136.1  Naphthalene-d8
Concen: 20.000 ng
RT: 8.086 min Scan# 1([EidlilElies
Ref 50 Delta R.T. -0.018 min |
Lab File: BF141237.D [(ClEISEIeEIH
501 760 108.1 Acq: 22 Jan 2025 14:5@ WEEGHINEIR
0 \%%% \H\‘iw \ﬂfW?%q ‘N\\\‘ \\JH‘\
m/z--> 40 60 80 100 120 140 Tgt Ion:136 Resp: 660162
Abundance Scan 1019 (8.086 min): BF141237.D\datams 190 Ratlo Lower Upper
136.1 @ 136 100
137  11.1 8.8 13.2
54 7.6 6.3 9.5
Raw gg 68 5.8 4.9 7.3
Abundance
500000 8.086
54.1 78.1 108.1
0 \qg{q \J‘\‘i‘J\ N(W 93.9‘\‘\\\ T \JM“\\ 400000
m/z--> 40 60 80 100 120 140
Abundance Scan 1019 (8.086 min): BF141237.D\data.ms (-9 350000
136.1
o 200000
Su
50
100000
54.1 108.1
0l 390 ST TRheso Tl
m/z—-> 40 60 80 100 120 140 Time--> 8.00 8.10 8.20

Abundance Scan 897 (7.369 min): BF141215.D\data.ms (-88 #23

821 Nitrobenzene-d5

Concen: 88.935 ng

RT: 7.363 min Scan# 896

Ref 50 541 1281 Delta R.T. -0.024 min

Lab File: BF141237.D

98.1 Acqg: 22 Jan 2025 14:50

oL 400 || esh, | 1121 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 40 60 80 100 120 Tgt Ion:.82 Resp: 1107587
Abundance  Scan 896 (7.363 min): BF141237.D\datams | 10" Ratio Lower Upper
82.1 82 100

128 44.9 36.1 54.1
54 50.2 41.0 61.4

Raw 5g 54.1 128.1
Abundance
7.363
98.1
401 || esh | | 1121 |
0 LB B B 600000
m/z--> 40 60 80 100 120
Abundance Scan 896 (7.363 min): BF141237.D\data.ms (-84
82.1 400000
Sub
50 =41 128.1 200000
98.1
oL 400 || esn | | 1121 | 0
B e e ORI R
miz--> 40 60 80 100 120 Time--> 7.30 7.40
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Abundance Scan 943 (7.640 min): BF141113.D\data.ms (-93 #25

82.1 Isophorone
Concen: 51.753 ng
RT: 7.363 min Scan#t S{gSiiiiglElies
Ref 50 Delta R.T. -0.277 min
Lab File: BF141237.D [(ClEISEIeEIH
54.1 138.1 Acq: 22 Jan 2025 14:50 [W=XCNENAETR
0"“i“”‘*“‘w““"”\“‘““\1‘1‘9"1\“”“\‘Hw””ww”"‘
miz--> 40 60 80 100 120 140 160 180 200 18t Ion: 82 Resp: 1101475
Abundance  Scan 896 (7.363 min): BF141237.D\datams 100 Ratio Lower Upper
82.1 82 100
95 0.0 5.9 8.9#
138 0.0 14.2 21.2#
Raw 5o 541 128.1
Abundance
7.363
0"vﬂ‘kw‘J‘H“‘HM“H\‘h‘\‘w‘\w“\w“wwww 600000
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 896 (7.363 min): BF141237.D\data.ms (-89
82.1 400000
Sub 50 54.1 128.1 200000
G‘H‘i‘”‘!‘w“H“i“‘”“WH\”‘wHw”w”w”” A
miz--> 40 60 80 100 120 140 160 180 200 Time-> 7.30  7.40

Abundance Scan 1318 (9.845 min): BF141215.D\data.ms (-1 #39

162.1  Acenaphthene-die

Concen: 20.000 ng

RT: 9.845 min Scan# 1318
Ref 50 Delta R.T. -0.018 min

Lab File: BF141237.D

80.1 Acq: 22 Jan 2025 14:50

[ 106.1 13%"1 I

O+ “\ T T T I T T T
miz--> 40 60 80 100 120 140 160 Tgt Ion:164 Resp: 360579
Abundance Scan 1318 (9.845 min): BF141237.D\datams = 100 Ratio Lower Upper

160.1 164 100
162 101.6 81.0 121.4
160 45.1 36.1 54.1
Raw 50
Abundance
80.1 9.845
250000
541 “ 1061 1321 |
0 H“\\N\‘1}\M‘\i‘\\‘\‘\‘\\|\\\“\‘|\\\\“| T
m/z--> 40 60 80 100 120 140 160 200000
Abundance Scan 1318 (9.845 min): BF141237.D\data.ms (-1
162.1 150000
Sub 100000
50
50000
80.1
0 | 5\4\’1 Al 106.1 13%1 \M“ 1
S B 0 8 1 B T T
m/z--> 40 60 80 100 120 140 160 Time--> 9.80 9.90
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Abundance Scan 1452 (10.633 min): BF141215.D\data.ms (- #42
2,4,6-Tribromophenol
Concen: 145.173 ng
RT: 10.633 min Scan# 1{gEigiul=lies
Ref 50 Delta R.T. -0.018 min |
Lab File: BF141237.D [(SlEIEEIslEEl0f
Acq: 22 Jan 2025 14:50 [EERRHIYEIE
0,
m/z--> 50 100 150 200 250 300 Tgt Ion:33@ Resp: 596451
Abundance Scan 1452 (10.633 min): BF141237.D\datams 10" Ratio Lower Upper
3206 330 100
332 96.3 76.9 115.3
141 27.3 25.2 37.8
Raw 50
Abundance
10.533
400000
0,
m/z--> 50 100 150 200 250 300
Abundance Scan 1452 (10.633 min): BF141237.D\data.ms (- 500000
200000
Sub
100000
7\\\\‘\\\\‘\\\\\
m/z-> 50 100 150 200 250 300 Time--> 10.60 10.70
Abundance Scan 1203 (9.169 min): BF141215.D\data.ms (-1 #45
172.1  2-Fluorobiphenyl
Concen: 88.397 ng
RT: 9.163 min Scan# 1202
Ref 50 Delta R.T. -0.018 min
Lab File: BF141237.D
Acqg: 22 Jan 2025 14:50
391 630 81 1200 1461 |
\H“\\HH“\\M‘H\‘\“H\\i\”\\\‘i\‘\‘\“\\\‘\ . .
miz--> 40 60 80 100 120 140 160 Tgt Ion:172 Resp: 2087316
Abundance Scan 1202 (9.163 min): BF141237.D\data.ms Ion Ratio Lower Upper
1721 | 172 100
171 36.2 28.7 43.1
170 23.9 19.0 28.6
Raw 50
Abundance
9.163
85.0 152.1
Ot~ \“ \5\:!-‘\.:}‘ -l T \h\ \‘\:‘I‘-(\)?\-\O\ i %\3\:‘3\.}1‘\“\“ \“ ! ‘\ T
m/z--> 40 60 80 100 120 140 160 1000000
Abundance Scan 1202 (9.163 min): BF141237.D\data.ms (-1
172.1
Sub 500000
50
51.1 8?-0 107.0 13‘3.11‘5“2.1 | |
0\\\‘\\”\\“\\\‘H}‘\‘\\\‘\\.\\i\\\\‘\\‘\\‘\\‘\ T \\\‘\\\\‘\\\\‘\\\\‘\\
m/z-—-> 40 60 80 100 120 140 160 Time--> 9.109.159.20 9.25
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Abundance Scan 1284 (9.645 min): BF141113.D\data.ms (-1 #51

165.0 2,6-Dinitrotoluene
Concen: 8.411 ng
89.0 RT:  9.839 min Scan# 1[QSidiinlEls
Ref 50 Delta R.T. ©0.194 min |
63.0 Lab File: BF141237.D (GUEMEERIEEE
39.1 121.0 Acq: 22 Jan 2025 14:5@ [HENLRLA=R
0 \\H\H\H”\\\H‘“”\‘\\‘M\\H“\\\‘\‘\!u‘\‘\u‘uu,uu
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion:165 Resp: 47346
Abundance Scan 1317 (9.839 min): BF141237.D\datams 100 Ratio Lower Upper
1601 165 100
63 1.1  42.3 63.5#
89 1.0 43.1 64.7#
Raw 50
Abundance
80.1 9.889
o 106.1 132.1 30000
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1317 (9.839 min): BF141237.D\data.ms (-1
162.1 20000
sub 10000
80.1
0 5‘\]\. lw\\ HH‘ 106.1 1321 L
m/z--> 45 60 80 100 120 14‘10 160 180 200 Time--> 980 9.85
Abundance Scan 1352 (10.045 min): BF141113.D\data.ms (- #57
165.0 2,4-Dinitrotoluene
89.1 Concen: 6.526 ng
RT: 9.839 min Scan# 1317
Ref 50 63.0 Delta R.T. -0.206 min
119.0 Lab File: BF141237.D
39.0 ‘ Acq: 22 Jan 2025 14:50
G""‘\“H\“\‘MMH}HM"HH"‘H"“‘HH‘HH‘“!H‘HH‘HH
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:165 Resp: 47346
Abundance Scan 1317 (9.839 min): BF141237 D\datams = 10N Ratlo Lower Upper
168.1 165 100
63 1.1 35.0 52.4#
89 1.0 56.7 85.1#
Raw 5g 182 0.0 2.3 3.5#
Abundance
80.1 9.889
0 106.1 132.1 30000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1317 (9.839 min): BF141237.D\data.ms (-1
162.1 20000
Sub 50 10000
80.1
54.1 106.1 132.1
0"‘!“H‘\“““W““‘\““\“1“\“““ TrTpTTTTTTTT G‘ L L L
mlz--> 40 60 80 100 120 140 160 180 200  Time--> 9.80 9.85
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Abundance Scan 1570 (11.328 min): BF141215.D\data.ms (1 #64

188.2 Phenanthrene-d10
Concen: 20.000 ng
RT: 11.327 min Scan#t 1{gEigiil=glies
Ref 50 Delta R.T. -0.018 min |
Lab File: BF141237.D [(ClEISEIeEIH
0.1 Acq: 22 Jan 2025 14:50 MEALEEHIYA=IR
SISO T et N
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion:188 Resp: 625546
Abundance Scan 1570 (11.327 min): BF141237.D\datams 10" Ratio Lower Upper
188.2 188 100
94 10.0 8.3 12.5
80 11.2 9.0 13.4
Raw 50
Abundance
11.827
80.1 1
0 H‘ﬁ%ﬂ‘M‘jHM&Qﬁ}}?ﬁ}w‘uk‘w‘wk‘““‘ 400000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1570 (11.327 min): BF141237.D\data.ms (1 300000
188.2
200000
Sub 50
100000
80.1 160.1
by 230 2081121 W e
miz--> 40 60 80 100 120 140 160 180 200 Time--> 11.2511.30 11.35
Abundance Scan 1496 (10.892 min): BF141113.D\data.ms (- #67
248.0 4-Bromophenyl-phenylether
1411 Concen: 4.854 ng
77.0 RT: 10.633 min Scan# 1452
Ref 50 Delta R.T. -0.259 min

Lab File: BF141237.D
Acq: 22 Jan 2025 14:50

4‘ il ‘ b.dz9o |

miz--> 50 100 150 200 250 300 Tgt Ion:248 Resp: 34960

Abundance Scan 1452 (10.633 min): BF141237.D\data.ms ;Zg iggio Lower Upper

250 203.6 77.9 116.9#
141 447.1 59.9 89.9#

O

Raw 50
Abundance
o 100000
m/z--> 50 100 150 200 250 300
Abundance Scan 1452 (10.633 min): BF141237.D\data.ms (-
329.¢
50000
Sub
50| 62.0
140.9
‘ H 221.9
0\“\ ‘ 1‘\”“\‘ \H ‘ “H\ T ‘ \“M\ T ‘ T U“h\ \‘l“?7\4.\-8\‘ T \\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 Time--> 10.60 10.65
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Abundance Scan 2019 (13.969 min): BF141215.D\data.ms (- #76

240.2 Chrysene-d12

Concen: 20.000 ng

RT: 13.980 min Scan# 2(gEigial=lies

Ref 50 Delta R.T. -0.006 min
Lab File: BF141237.D [(ClEISEIeEIH
1201 Acq: 22 Jan 2025 14:5¢ [==XUCHIHAETR
ol42.1 804, | 1561 2001 J| 281
miz--> 50 100 150 200 250 Tgt IOT’IZ?40 RESpZ 483840
Abundance Scan 2021 (13.980 min): BF141237.D\datams 10" Ratio Lower Upper
240.2 240 100
120 10.8 9.1 13.7
236 25.1 19.8 29.6
Raw 50
Abundance
o1 13.680
0421 880 | 1561 2981 [l 2811 300000
miz--> 50 100 150 200 250
Abundance Scan 2021 (13.980 min): BF141237.D\data.ms (-
240.2 200000
Sub
50 100000
120.1
ol 541 880, | 1561 2081 | 2817 e~
miz--> 50 100 150 200 250 Time-->  13.90 14.00 14.10

Abundance Scan 1841 (12.922 min): BF141215.D\data.ms (- #79

244.2 Terphenyl-di4
Concen: 79.566 ng
RT: 12.921 min Scan# 1841
Ref 50 Delta R.T. -0.012 min
Lab File: BF141237.D
122.1 Acq: 22 Jan 2025 14:50
0t “6\6‘.\11‘ T T S 1‘6‘10‘\1\ T 31\‘2\2‘\ M\M“ \2\8\1\'
mlz-—-> 50 100 150 200 250 Tgt IOI’]Z?44 Resp: 2590129
Abundance Scan 1841 (12.921 min): BF141237.D\datams 100 Ratio Lower Upper
244.2 244 100
212 6.8 5.4 8.2
122 11.0 8.8 13.2
Raw 50
Abundance
122.1 12.p21
421 o1 {11 2122
0\\“\‘\ i‘\”"\‘\\\‘\‘\\\“\\\\”‘\\\\ 1500000
m/z--> 50 100 150 200 250
Abundance Scan 1841 (12.921 min): BF141237.D\data.ms (-
244.2 1000000
Sub
50 500000
122.1
o421 g0 CTT AL 2122 oL N
L B B S N B a B R e
miz--> 50 100 150 200 250 Time--> 12.80  13.00
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Abundance Scan 2268 (15.433 min): BF141215.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.000 ng

RT: 15.456 min Scan#t 2/gigiil=glies

Ref 50 Delta R.T. ©0.018 min
Lab File: BF141237.D [SUERISERICIe
132.1 Acq: 22 Jan 2025 14:50 =HLISHIKA=IR
ol 7od o 2081 | 31139
m/z--> 50 100 150 200 250 300 350 Tgt Ion:264 Resp: 379156
Abundance Scan 2272 (15.456 min): BF141237.D\datams = 10N Ratlo Lower Upper
264.2 264 100

260 23.3 18.6 28.0
265 21.3 17.4 26.0

Raw 50
Abundance
043'1 Al \\H 20\7'0“ ulh 327.0 200000
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance Scan 2272 (15.456 min): BF141237.D\data.ms (1 150000
264.1
100000
Sub
50
50000
132.1
0 76.0 \H 1801 327.0 01
e L e
miz--> 50 100 150 200 250 300 350 Time--> 1540 15.60
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