Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112524\
Data File : BF140595.D

Acqg On : 25 Nov 2024 11:43
Operator : RC/JU

Sample : PB165111TB

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Time: Nov 25 12:10:49 2024

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Thu Nov 21 15:23:48 2024

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.869 152 103457 20.000 ng 0.00
21) Naphthalene-d8 8.151 136 388822 20.000 ng 0.00
39) Acenaphthene-di10 9.904 164 219417 20.000 ng -0.01
64) Phenanthrene-d10 11.398 188 419093 20.000 ng 0.00
76) Chrysene-di12 14.051 240 224903 20.000 ng 0.00
86) Perylene-di12 15.562 264 185509 20.000 ng 0.02

System Monitoring Compounds

5) 2-Fluorophenol .510 112 837043  138.045 ng
7) Phenol-dé .510 99 1037142 129.381 ng .00
23) Nitrobenzene-d5 .434 82 696868 91.674 ng .00

5 0.01
6 0
7 0
42) 2,4,6-Tribromophenol 10.698 330 304362  129.699 ng 0.00
9 0
2 0

45) 2-Fluorobiphenyl .222 172 1299183 88.221 ng -0.01
79) Terphenyl-di4 12.986 244 1407646 97.459 ng .00
Target Compounds Qvalue
19) n-Nitroso-di-n-propyla... 7.434 70 94948 20.042 ng # 75
25) Isophorone 7.434 82 684129 53.958 ng # 66
51) 2,6-Dinitrotoluene 9.904 165 28555 8.713 ng # 20
57) 2,4-Dinitrotoluene 9.904 165 28555 6.556 ng # 18
67) 4-Bromophenyl-phenylether 10.698 248 19738 4.573 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\BF112524\
Data File : BF140595.D

Acqg On : 25 Nov 2024 11:43
Operator : RC/JU

Sample : PB165111TB

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Time: Nov 25 12:10:49 2024

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Thu Nov 21 15:23:48 2024

Response via : Initial Calibration

Abundance TIC: BF140595.D\data.ms
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Abundance Scan 813 (6.875 min): BF140532.D\data.ms (-80 #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 6.869 min Scan# 8UgiAtTIEls
Ref 50 115.0 Delta R.T. -0.006 min

s 781 Lab File: BF140595.D [SUERISER el
Acq: 25 Nov 2024 11:43 [==EERSSHEERNE)
0 T \"‘ T \‘\‘ \ ‘ \ T \“M\ \“\9\6\ O\ T ‘\‘ }‘ \]-\3\1\9‘ M ‘\“\ ‘ T
miz--> 80 100 120 140 160 T8t Ion:152 Resp: 103457

Abundance Scan812(6.869min): BF140595.D\datams = 100 Ratio Lower Upper
1500 152 100

150 155.7 128.5 192.7
115 59.9 50.2 75.4

Raw 50 115.0
78.1 Abundance
m/z--> 40 60 100 120 140 160 !
Abundance Scan 812 (6.869 mm). BF140595.D\data.ms (-79
150.0
50000
Sub 50
115.0
50q 781
0359 | | es oS
m/z--> 40 60 80 100 120 140 160 Time--> 6.80 6.85 6.90 6.95

Abundance Scan 579 (5.498 min): BF140532.D\data.ms (-57 #5
112.1 2-Fluorophenol
Concen: 138.045 ng

64.1 RT: 5.510 min Scan# 581
Ref 50 Delta R.T. 0.012 min
92.0 Lab File: BF140595.D
3901 g, d ‘ Acq: 25 Nov 2024 11:43
G \‘\\\‘\H‘\\\\}‘\‘\1\“1\‘\\‘\\7\\‘\\\\‘\\\\‘\\\\‘ ‘\\\‘\\
miz--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:112 Resp: 837043

Abundance  Scan 581 (5.510 min): BF140595 D\datams | 10N Ratio Lower Upper
112.1 112 100

64 59.4 49.2 73.8

64.1 63 32.0 27.0 40.4
Raw 50
Abundance
92.0 600000 5.510
38.1 ‘
0 \‘\\\‘\H‘\\\S\C})‘\%}‘\‘H\\‘\i‘\‘\\g\o‘\\\\‘\\\\‘\\\\‘ ‘\\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 581 (5.510 min): BF140595.D\data.ms (-52 400000
1191
64.1
Sub
50 200000
92.0
38.1 50.1 $ ‘
Y oo O ... B NS (N S ———
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 5.40 550 5.60
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Abundance Scan 752 (6.516 min): BF140532.D\data.ms (-74 #7

99.1 Phenol-d6
Concen: 129.381 ng
RT: 6.510 min Scan# 7{EdllEgies
Ref 50 711 Delta R.T. -0.006 min VA
Lab File: BF140595.D (ISt lellEIl0f
42.1 Acq: 25 Nov 2024 11:43 =ElRHENRy:]
SO O O =0 N
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 99 Resp: 1037142
Abundance  Scan 751 (6.510 min): BF140595.D\data.ms 100 Ratio Lower Upper
99.1 99 100
42 17.8 15.4 23.0
71 36.8 30.6 46.0
Raw
%0 711 Abundance
42.1 6.510
oH_H;Ju‘m,m‘m““‘Hﬁ?%‘_HHW‘ 600000
miz--> 30 40 50 60 70 80 90 100
Abundance Scan 751 (6.510 min): BF140595.D\data.ms (-70
99.1 400000
Sub gy 200000
711
42.1
G‘w”‘\‘“MH‘!HH‘H”“\““‘%2‘%‘\””‘\‘””\ OV‘\““\““\““\“
miz--> 30 40 50 60 70 80 90 100 Time-->  6.40 6.50 6.60 6.70

Abundance Scan 883 (7 287 min): BF140532.D\data.ms (-87 #19

0 1051 n-Nitroso-di-n-propylamine
Concen: 20.042 ng
431 RT: 7.434 min Scan# 908
Ref 50 ’ Delta R.T. ©0.147 min
Lab File: BF140595.D
‘H “ 30.1 Acq: 25 Nov 2024 11:43
0\\\’\\1”}“‘\‘\‘\‘}}\\”\\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion: 76 Resp: 94948
Abundance  Scan 908 (7.434 min): BF140595 D\datams = 10N Ratlo Lower Upper
82.1 70 100
42 44.5 47.6 71.4%
101 0.0 7.6 11.4%
Raw 5o 54.1 128.1 130 1.9 16.2 24,44
Abundance
60000 7.434
0\\\‘i‘u‘!‘\‘\‘\‘\H“HH“HH‘H‘\\‘HH‘HH‘HH‘HH
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 908 (7.434 min): BF140595.D\data.ms (-83 40000
82.1
Sub
50/ 541 128.1 20000
0‘H,“H!wH“1“‘H“‘HH‘Hm‘HH‘HH‘HH‘HH 0 S s =mmmmmeee
m/z-—-> 40 60 80 100 120 140 160 180 200  Time--> 7.40 750 7.60
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Abundance Scan 1031 (8.157 min): BF140532.D\data.ms (-1 #21

136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 8.151 min Scan# 1({EidlllEies
Ref 50 Delta R.T. -0.006 min |
Lab File: BF140595.D (SlUEERISEIIAEI
41 108.1 Acq: 25 Nov 2024 11:43 [s=XIENERANE]
0 H“HH\‘M\Sﬂ‘.\]\-\\“\“\H’\‘MH‘HH‘HH‘HH‘HH‘H.\
m/z--> 40 60 80 100 120 140 160 180 200 220 18t Ion:136 Resp: 388822
Abundance Scan 1030 (8.151 min): BF140595.D\datams = 10N Ratlo Lower Upper
1361 136 100
137 10.9 8.6 13.0
54 6.9 5.8 8.8
Raw 5 68 5.3 4.1 6.1
Abundance
108.1 81t
. 250000
0 ““‘5‘[}1““1“1‘8}‘%':‘[‘““H"H}h RARRREEERRRERE R RRRRRRE
m/z--> 40 60 80 100 120 140 160 180 200 220 200000
Abundance Scan 1030 (8.151 min): BF140595.D\data.ms (-9
136.1 150000
Sub 100000
50
50000
54\.1\\ 82.1 1op H 1
Oyttt e e B R e e R
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 8.10 8.20 8.30
Abundance Scan 909 (7.439 min): BF140532.D\data.ms (-90 #23
82.0 Nitrobenzene-d5
Concen: 91.674 ng
541 RT: 7.434 min Scan# 908
Ref 50 ) 128.1 Delta R.T. -0.006 min
Lab File: BF140595.D
98.0 Acq: 25 Nov 2024 11:43
o1 || esl, | | a2 |
LI ’ L ’ T ’ T T ’ T T ’ T T ‘
miz--> 40 60 80 100 120 Tgt Ion: ] 82 Resp: 696868
Abundance  Scan 908 (7.434 min): BF140595.D\data.ms Ion Ratio Lower Upper
82.1 82 100
128 43.1 33.0 49.4
54 47.6 39.5 59.3
Raw 50 54.1 128.1
Abundance
7.434
98.1
o401 || esn, | 121 | 400000
LI ’ L ’ L ’ L ’ T T ’ T T ‘
m/z--> 40 60 80 100 120
Abundance Scan 908 (7.434 min): BF140595.D\data.ms (-85 300000
82.1
200000
Sub
50 54.1 128.1
100000
98.1
ol 400 |l esh | | w21 | Ot s
miz--> 40 60 80 100 120 Time--> 7.40 7.50 7.60
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Abundance Scan 953 (7.698 min): BF140532.D\data.ms (-94 #25

821 Isophorone
Concen: 53.958 ng
RT: 7.434 min Scan# 9([EidlilElies
Ref 50 Delta R.T. -0.265 min \A_
Lab File: BF140595.D (ISt lellEIl0f
39.1 541 1381 Acq: 25 Nov 2024 11:43 [==NISEAEEREE
0\\\“‘\\‘\“‘\‘\‘\\\“\\\gyl‘owwwwl‘z:‘\;.\l\\“\\
m/z--> 80 100 120 140 Tgt IOHZ‘SZ RESpZ 684129
Abundance Scan 908 (7 434 min): BF140595.D\datams | 10N Ratio Lower Upper
8d1 82 100
95 0.0 6.4 9.6
138 0.0 13.8 20.6#
Raw 59 54.1 128.1
Abundance
7.434
98.1
ol 381 1. 1131 | 400000
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 40 60 80 100 120 140
Abundance Scan 908 (7.434 min): BF140595.D\data.ms (-90 300000
82.1
200000
Sub
50 54.1 128.1
100000
98.1
o381 |l ] 31|
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \\\‘\\\\‘\\\\\
miz--> 40 60 80 100 120 140 Time--> 7.40 7.50
Abundance Scan 1330 (9.916 min): BF140532.D\data.ms (-1 #39

Acenaphthene-d1e

168.2
Concen: 20.000 ng
RT: 9.904 min Scan# 1328
Ref 50 Delta R.T. -0.012 min
Lab File:  BF140595.D
Acq: 25 Nov 2024 11:43
oL 541 8204009 1321 |
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ . .
miz--> 40 60 80 100 120 140 160 Tgt Ion:164 Resp: 219417
Abundance Scan 1328 (9.904 min): BF140595 D\datams = 10N Ratlo Lower Upper
1642 164 100
162 99.8 80.6 120.8
160 44.4 36.2 54.4
Raw 50
Abundance
80.1 9.904
54.1 106.1 1321 ‘ 150000
0\\‘\\\”\"}\H““\\\\‘\\\\‘\\\H\‘\\\\‘
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1328 (9.904 min): BF140595.D\data.ms (-1 100000
164.2
sub o 50000
80.1
54.1 1061 132.1
O bt et e e e
miz--> 40 60 80 100 120 140 160  Time-> 9.80 9.90 10.00
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Abundance Scan 1464 (10.704 min): BF140532.D\data.ms (- #42
2,4,6-Tribromophenol
Concen: 129.699 ng
RT: 10.698 min Scan# 1{gEigial=laies
Ref 50 Delta R.T. -0.006 min |
Lab File: BF140595.D (GUEINEETEIEIR
Acq: 25 Nov 2024 11:43 [==EERSSHEERNE)
0,
m/z--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 304362
Abundance Scan 1463 (10.698 min): BF140595.D\datams = 10N Ratlo Lower Upper
3206 330 100
332 97.8 76.9 115.3
141 32.4 26.7 40.1
Raw 50
Abundance
10.698
200000
0,
m/z--> 50 100 150 200 250 300 150000
Abundance Scan 1463 (10.698 min): BF140595.D\data.ms (-
100000
Sub
50000
T T T T T ‘ T T T T
miz--> 50 100 150 200 250 300 Time—> 1060  10.80
Abundance Scan 1214 (9.233 min): BF140532.D\data.ms (-1 #45
172.1 | 2-Fluorobiphenyl
Concen: 88.221 ng
RT: 9.222 min Scan# 1212
Ref 50 Delta R.T. -0.012 min
Lab File: BF140595.D
Acq: 25 Nov 2024 11:43
50.0 85.0 120.0 146.1 9
0l \“ T "\ - T riy \‘\" T i T \‘\ T t \‘\‘\“ !
m/z--> 40 60 80 100 120 140 160 1g0 I8t Ion:172 Resp: 1299183
Abundance Scan 1212 (9.222 min): BF140595 D\datams = 10N Ratlo Lower Upper
1721 | 172 100
171 35.9 28.4 42.6
170 23.8 19.0 28.6
Raw 50
Abundance
9.222
511 851 1901 1461 800000
Ol \“ T "\ el T iy \‘\" T “ T \‘\ T t \‘\‘\“ !
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1212 (9.222 min): BF140595.D\data.ms (-1 600000
172.1
400000
Sub
50
200000
51.1 851 1201 1461 0
O et e — T T T
miz--> 40 60 80 100 120 140 160 180 Time--> 920  9.40
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Abundance Scan 1293 (9.698 min): BF140532.D\data.ms (-1 #51

165.1 2,6-Dinitrotoluene
891 Concen: 8.713 ng
63.0 ' RT: 9.904 min Scan# 1[S00
Ref 50 Delta R.T. ©0.206 min |
201 1210 Lab File: BF140595.D (ISt lellEIl0f
: : Acq: 25 Nov 2024 11:43 [==EERSSHEERNE)
0,
m/z--> 40 60 80 100 120 140 160 180 18t Ion:165 Resp: 28555
Abundance Scan 1328 (9.904 min): BF140595.D\datams = 10N Ratlo Lower Upper
164.2 165 100
63 1.0 49.9 74.9%
89 1.2 50.9 76.3#
Raw 50
Abundance
80.1 20000 9.904
54.1 1061 1321
0\\\“\\“\‘m\U‘"‘\\‘\\‘\‘M\‘HM‘HH“ T
miz--> 40 60 80 100 120 140 160 180 15000
Abundance Scan 1328 (9.904 min): BF140595.D\data.ms (-1
164.2
10000
Sub
50
5000
80.1
54.1 106.1 132.1 0
o SESOTSN PT!HPShch-ecAMNTBSNBNT | BERB ——
m/z--> 40 60 80 100 120 140 160 180 Time--> 9.90
Abundance Scan 1362 (10.104 min): BF140532.D\data.ms (- #57
890 165.1 2,4-Dinitrotoluene
Concen: 6.556 ng
63.0 RT: 9.904 min Scan# 1328
Ref 50 ) Delta R.T. -0.200 min
119.0139.1 Lab File: BF140595.D
39.1 ‘ ‘ Acq: 25 Nov 2024 11:43
0= \“‘i \‘\‘H T “H\‘\‘\MHW W ‘i ™ \‘Hi \“\‘i TTT \‘i T T \H\ T “\ T
m/z--> 40 60 80 100 120 140 160 180 I8t Ion:165 Resp: 28555
Abundance Scan 1328 (9.904 min): BF140595 D\datams = 10N Ratlo Lower Upper
164.2 165 100
63 1.0 41.7 62.5#
89 1.2 65.8 98.8#
Raw 5o 182 8.0 2.1  3.1#
Abundance
80.1 20000 9.904
54.1 106.1 132.1 ‘
0\H“\\“\“\H\“‘“‘\i‘m‘\‘\‘m‘\Hi’\\\}‘ T
m/z--> 40 60 80 100 120 140 160 180 15000
Abundance Scan 1328 (9.904 min): BF140595.D\data.ms (-1
164.2
10000
Sub 50
5000
80.1
54.1 1061 132.1 0
0ttt e e e e el —
miz--> 40 60 80 100 120 140 160 180 Time--> 9.90
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Abundance Scan 1583 (11.404 min): BF140532.D\data.ms (1 #64

188.2 Phenanthrene-d10
Concen: 20.000 ng
RT: 11.398 min Scan#t 1{gigiipl=gles
Ref 50 Delta R.T. -0.006 min
Lab File: BF140595.D gﬁiﬁ?ff??@'ad:
80.1 160.1 Acq: 25 Nov 2024 11:43
0 "\?“2‘-‘]\-“"“}‘“““\""\1‘3“2‘.\1“‘“l‘““\M“\““\““\.‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 18t Ion:188 Resp: 419093
Abundance Scan 1582 (11.398 min): BF140595.D\data.ms 10" Ratio Lower Upper
188.2 188 100
94 8.1 6.4 9.6
80 8.3 6.9 10.3
Raw 50
Abundance
300000{  11k98
160.1
0 ‘A"\z"‘l“\“*5‘3*(‘)}.‘1“““\""\1‘3‘*2"\1‘”“\HH\“‘MHWHWHM
m/z--> 40 60 80 100120 140 160 180 200 220 240
Abundance Scan 1582 (11.398 min): BF140595.D\data.ms (-~ 200000
188.2
Sub 50 100000
160.1
G‘1‘1\2"‘1"\“‘&‘33-‘%““\”“%3‘*2"\1‘””‘l‘”w“”w”w”w‘ Ot— T
miz--> 40 60 80 100 120 140 160 180 200 220 240 Time--> 11.40
Abundance Scan 1505 (10.945 min): BF140532.D\data.ms (- #67
1411 250.0 4-Bromophenyl-phenylether
Concen: 4.573 ng
77.0 RT: 10.698 min Scan# 1463
Ref 50 Delta R.T. -0.247 min

Lab File: BF140595.D
Acq: 25 Nov 2024 11:43

3?'1“ O TN XY

oL “ AR EEE T T T TT LI B
miz--> 50 100 150 200 250 300 Tgt Ion:248 Resp: 19738
Abundance Scan 1463 (10.698 min): BF140595.D\data.ms ;Zg ig;lo Lower Upper

250 190.2 79.8 119.8#
141 486.4 64.7 97.14#
Raw 50

Abundance

ol 60000
miz--> 50 100 150 200 250 300
Abundance Scan 1463 (10.698 min): BF140595.D\data.ms (-
. 40000
Sub
20000
| 01
m/z--> 50 100 150 200 250 300 Time-->
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Abundance Scan 2033 (14.051 min): BF140532.D\data.ms (- #76

228.1 Chrysene-d12
Concen: 20.000 ng
RT: 14.051 min Scan#t 2(gigiil=gles
Ref 50 Delta R.T. ©0.000 min |
Lab File: BF140595.D (SlUEERISEIIAEI
1201 ‘ ‘ Acq: 25 Nov 2024 11:43 [==EERSSHEERNE)
ol msaiiusesgeay )
m/z--> 50 100 150 200 250 Tgt IOT’IZ?40 RESpZ 224903
Abundance Scan 2033 (14.051 min): BF140595.D\datams = 10N Ratlo Lower Upper
240.2 240 100
120 8.9 7.3 10.9
236 26.5 20.6 31.0
Raw 50
Abundance
150000 14.p51
04‘4‘0‘7‘6‘0‘\ \\ \H : ‘1‘6‘0‘1‘ ‘2‘0%:‘[ ‘2‘8‘1-‘:
mlz--> 50 100 150 200 250
Abundance Scan 2033 (14.051 min): BF140595.D\data.ms (- 100000
24D.2
sub 50000
421 760 8 170.1 208.1 M 281.. |
G“HH\\\\HH“H‘H‘MH“H‘l-‘- 0““““‘
miz--> 50 100 150 200 250 Time--> 14.00 14.20

Abundance Scan 1853 (12.992 min): BF140532.D\data.ms (- #79
244.2 Terphenyl-di4
Concen: 97.459 ng
RT: 12.986 min Scan# 1852
Ref 50 Delta R.T. -0.006 min
Lab File: BF140595.D
122.1 Acq: 25 Nov 2024 11:43
oL sa1 o217 1601 22 |
mlz-—-> 50 100 150 200 250 Tgt Ion:244 Resp: 1407646

Abundance Scan 1852 (12.986 min): BF140595.D\data.ms Ion Ratio Lower Upper
2442 244 100

212 7.1 5.8 8.8
122 10.2 8.0 12.0
Raw 50
Abundance
1221 1000000 12.986
160.1 212.2
T \5‘4\1\ \9\2‘:‘[\ \‘ by T ‘1 I — “ \‘ \‘\MM“ T
m/z--> 50 100 150 200 250 800000
Abundance Scan 1852 (12.986 min): BF140595.D\data.ms (-
o4l 2 600000
400000
Sub
50
200000
1221 1601 2122
o s sp1lPhae0r ez o S
miz--> 50 100 150 200 250  Time--> 13.00 13.20
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Abundance Scan 2286 (15.539 min): BF140532.D\data.ms (- #86

264.1  perylene-d12

Concen: 20.000 ng

RT: 15.562 min Scan#t 2/gigiil=gles

Ref 50 Delta R.T. 0.024 min
Lab File: BF140595.D [(GICHIEEIellEI(6H

571 132.1 ‘ Acq: 25 Nov 2024 11:43 [HEALEHEERNE
FTheon [ e 22
m/z--> 50 100 150 200 250 Tgt Ion:264 RESpZ 185509

Abundance Scan 2290 (15.562 min): BF140595.D\data.ms 100 Ratio Lower Upper
264.2 264 100

260 24.7 19.0 28.6
265 21.2 16.6 25.0

o

Raw 50
Abundance
132.1 100000, 15,562
0 44.0 loo'ow\ \” 180.0 L 23%1 mh‘
T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250 80000
Abundance Scan 2290 (15.562 min): BF140595.D\data.ms (-
264.1 60000
40000
Sub
50
20000
132.1
0430 780 il h” 1800 23%1 \H‘\‘\ 0
— 1 ——
m/z-> 50 100 150 200 250 Time--> 15.60
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