Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072121\
Data File : BF124666.D

Acqg On : 21 Jul 2021 17:26
Operator : JU/CG

Sample : PB137822TB

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Time: Jul 22 01:28:58 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Wed Jul 21 16:08:04 2021

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.892 152 7301 20.00 ng 0.00
21) Naphthalene-d8 8.169 136 30017 20.00 ng # 0.00
39) Acenaphthene-di10 9.927 164 16303 20.00 ng 0.00
64) Phenanthrene-d10 11.416 188 30600 20.00 ng 0.00
76) Chrysene-di12 14.051 240 21529 20.00 ng -0.01
86) Perylene-di12 15.533 264 15933 20.00 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol .522 112 63144  149.84 ng
7) Phenol-dé6 .516 99 72901 142.21 ng
23) Nitrobenzene-d5 .451 82 46306 97.38 ng

5 0

6 0

7 0
42) 2,4,6-Tribromophenol 10.721 330 19104 150.58 ng 0.00

9 0

3 0

45) 2-Fluorobiphenyl .251 172 102989 92.12 ng .00
79) Terphenyl-di4 13.010 244 120901 94.30 ng .00
Target Compounds Qvalue
19) n-Nitroso-di-n-propyla... 7.451 70 5901 20.47 ng # 81
25) Isophorone 7.451 82 46304 53.05 ng # 59
51) 2,6-Dinitrotoluene 9.927 165 2023 9.05 ng # 26
57) 2,4-Dinitrotoluene 9.927 165 2023 6.61 ng # 18
67) 4-Bromophenyl-phenylether 10.721 248 1565 4.95 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\BF072121\
Data File : BF124666.D

Acq On : 21 Jul 2021 17:26
Operator : JU/CG

Sample : PB137822TB

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Time: Jul 22 01:28:58 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Wed Jul 21 16:08:04 2021

Response via : Initial Calibration

Abundance TIC: BF124666.D\data.ms
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Abundance Scan 823 (6.928 min): BF124537.D\data.ms (-81 #1

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

RT: 6.892 min Scan# 817
Ref 50 115.0 Delta R.T. ©0.000 min

52.0 78.1 Lab File: BF124666.D
‘ Acq: 21 Jul 2021 17:26
0 \\‘}\\‘\‘\‘\\\“!‘\\\\‘\\\}“\\\\‘\\‘\“\‘
m/z--> 40 60 100 120 140 Tgt Ion:152 Resp: 7301

Abundance Scan8l7(6.892 mm): BF124666.D\datams 100 Ratio Lower Upper
150.0 152 100

150 153.2 117.6 176.4
115 60.2 47.1 70.7

Raw 50
115.0 Abundance
52.0 78.0
0
miz--> 40 60 o 100 120 140 10000
Abundance Scan 817 (6.892 min): BF124666.D\data.ms (-80
150.0
Sub 5000
50 115.0
52.0 78.0
0 O\\‘\\\\‘\\\\‘\\\\‘\\
m/z—-> 40 60 80 100 120 140 Time--> 6.86 6.88 6.90 6.92

Abundance Scan 587 (5.539 min): BF124537.D\data.ms (-58 #5
112.0 2-Fluorophenol
Concen: 149.84 ng

64.0 RT: 5.522 min Scan#t 584
Ref 50 Delta R.T. 0.012 min
920 Lab File: BF124666.D
38“1 500 ‘ ‘ Acq: 21 Jul 2021 17:26
G\‘\\\‘\‘\\\\}\‘\‘\\‘w\‘\\‘\\\\‘\\\\‘\\\\‘\\\\"\\\‘\
miz--> 30 40 50 60 70 80 90 100 110 Tgt Ion:112 Resp: 63144

Abundance  Scan 584 (5.522 min): BF124666.D\datams 10N Ratio Lower Upper
112.0 112 100

64 57.6 44.2 66.2

64.0 63 32.5 26.2 39.2
Raw 50
Abundance
92.0
38.1 50.0 50000
0\‘\\\‘\H‘\\\\}‘\‘\‘\\“1\‘\\‘\\\\‘\\\\‘\\\\‘\\\\"\\\‘\
m/z--> 30 40 50 60 70 80 90 100 110 40000
Abundance Scan 584 (5.522 min): BF124666.D\data.ms (-53
112.0 30000
Sub 64.0 20000
50
92.0 10000
38.1 50.0 ‘
0 "HAJMHH}m‘wuw‘?‘ﬂd’m_ww‘ - e
miz--> 30 40 50 60 70 80 90 100 110 Time--> 550 555
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Abundance Scan 758 (6.545 min): BF124537.D\data.ms (-75 #7

99.1 Phenol-d6
Concen: 142.21 ng
RT: 6.516 min Scan# 753
Ref 50 Delta R.T. -0.006 min
42.1 711 Lab File: BF124666.D
‘ Acg: 21 Jul 2021 17:26
0 ‘\H‘“M"H1‘w‘“Hv“‘HWHW‘”HH\
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 99 Resp: 72901
Abundance  Scan 753 (6.516 min): BF124666.D\datams 100 Ratio Lower Upper
99.1 99 100
42 28.9 23.5 35.3
71  33.0 25.6 38.4
Raw 50
. Abundance
421 i 60000
miz--> 30 40 50 60 70 80 90 100
Abundance Scan 753 (6.516 min): BF124666.D\data.ms (-70 40000
99.1
sub 20000
42.1 711
ol T, B2 o2 Lt
miz--> 30 40 50 60 70 80 90 100  Time--> 6.45 650 6.55

Abundance Scan 894 (7.345 min): BF124537.D\data.ms (-88 #19

43.1 n-Nitroso-di-n-propylamine
70.1 Concen:  20.47 ng
RT: 7.451 min Scan# 912
Ref 50 105.0 Delta R.T. ©.141 min
130.1 Lab File: BF124666.D
‘ ’ Acq: 21 Jul 2021 17:26
0‘\H\“\}\\H\H‘\“\\H“\\H‘HH‘H\\“\H\‘\‘H\l\\\\l\\\\‘
miz--> 30 40 50 60 70 80 90 100110120130 I8t Ion: 7@ Resp: 5901
Abundance  Scan 912 (7.451 min): BF124666.D\data.ms Ion Ratio Lower Upper
82.1 70 100
42 82.9 72.2 108.2
54.1 101 0.0 7.8 11.8#%#
Raw 5g 1280 130 0.0 21.8 32.6#
Abundance
5000
98.0 7.451
401 680, | | 1121 |
0‘\H\‘HH‘HH‘HH‘HH‘\H‘HH‘HH‘HH‘HH‘HH‘ 4000
m/z--> 30 40 50 60 70 80 90 100110120130
Abundance Scan 912 (7.451 min): BF124666.D\data.ms (-83
831 3000
54.1 2000
sub o 128.0
1000
98.0
ol % | e80, | 1121 |
oot T e T — ——
m/z--> 30 40 50 60 70 80 90 100110120130 Tjme--> 7.40 7.45
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Abundance Scan 1041 (8.210 min): BF124537.D\data.ms (-1 #21

136.1  Naphthalene-d8
Concen: 20.00 ng
RT: 8.169 min Scan# 1034
Ref 50 Delta R.T. -0.006 min
Lab File: BF124666.D
Acq: 21 Jul 2021 17:26
0 \%Oi.‘(\) \514‘.10‘ 1‘1 \76}.‘?‘\‘ T ‘1\0‘\8.\1\ T }H‘ T
m/z--> 40 60 80 100 120 140 I8t Ion:136 Resp: 30017
Abundance Scan 1034 (8.169 min): BF124666.D\datams ~ 1°" Ratio Lower Upper
136.1 136 100
137 10.0 9.8 14.6
54 8.3 6.4 9.6
Raw 5g 68 5.5 3.3  4.9%
Abundance
30000 8.469
108.0
T I = S |
m/z--> 40 60 80 100 120 140
Abundance Scan 1034 (8.169 min): BF124666.D\data.ms (-9 20000
136.1
Sub
50 10000
108.0
ola00 7> Breaa T e
miz--> 40 60 80 100 120 140 Time-> 8.15 8.20
Abundance Scan 919 (7.492 min): BF124537.D\data.ms (-91 #23
82.1 Nitrobenzene-d5
Concen: 97.38 ng
54.1 1280 RT: 7.451 min Scan# 912
Ref 50 ' Delta R.T. -0.006 min
Lab File: BF124666.D
98.0 Acq: 21 Jul 2021 17:26
0 ‘\\?ﬁlw‘owl\i‘!‘\‘u‘uh“u“”"H\‘H\!‘\\\1\][%\.?‘\‘\\\“\\\\
miz--> 30 40 50 60 70 80 90 100110120130 I8t Ion: 82 Resp: 46306
Abundance  Scan 912 (7.451 min): BF124666.D\datams ~ 1°0 Ratio Lower Upper
82.1 82 100
128 47 .7 40.6 60.8
54.1 54 62.1 49.6 74.4
Raw 50 128.0
Abundance
40000
98.0
0 ‘\\f‘ﬂ.\‘]\-}\i\‘\‘u‘\?ﬁ.‘pwhf"H\‘H\!‘H\l\:‘-\z\.%‘uu“uu
m/z--> 30 40 50 60 70 80 90 100110120130 30000
Abundance Scan 912 (7.451 min): BF124666.D\data.ms (-86
82.1
20000
Sub 54.1
u 128.0
50 10000
98.0
O 1L eso, | 1121 |
O HH e b e e

m/z--> 30 40 50 60 70 80 90 100110120130 Time--> 7.40 7.45
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Abundance Scan 963 (7.751 min): BF124537.D\data.ms (-95 #25

82.0 Isophorone
Concen: 53.05 ng
RT: 7.451 min Scan# 912
Ref 50 Delta R.T. -0.265 min
39.1 541 138.1 Lab.Flle: BF124666:D
Acq: 21 Jul 2021 17:26
0 ‘\ \“\“‘\ ‘ \‘\ T “\ T T \1‘2§(\)\ \“ T
m/z--> 80 100 120 140 Tgt Ion: ‘82 RESpZ 46304
Abundance Scan912(1451nﬂm:BF124666IﬂdmaJns Ion Ratio Lower Upper
82.1 82 100
95 0.0 6.5 9.7#
54.1 138 0.0 18.4 27 .6#
Raw 50 128.0
Abundance
40000
‘ 98.0 7.451
0 \\“9\‘\‘\“\‘1‘\‘\\“1“\\\\“\\\\‘\\‘\\‘\\
m/z--> 60 80 100 120 140 30000
Abundance Scan 912 (7.451 min): BF124666.D\data.ms (-90
82.1
20000
sub 54.1
u 128.0
50 10000
98.0
38\'\ | ‘ \ Ll ‘
O bbbl e
miz--> 40 60 80 100 120 140 Time--> 7.40 7.45

Abundance Scan 1340 (9.969 min): BF124537.D\data.ms (-1 #39
162.1  Acenaphthene-di10
Concen: 20.00 ng
RT: 9.927 min Scan# 1333
Ref 50 Delta R.T. -0.006 min
Lab File: BF124666.D

80.1 Acq: 21 Jul 2021 17:26
54.0 108.1 132.0 “

0\\“‘\\“\‘H}\‘\h“‘\\\\‘\}\\‘\\M\‘\\\\“
miz--> 40 60 80 100 120 140 160 Tgt Ion:164 Resp: 16303
Abundance Scan 1333 (9.927 min): BF124666.D\datams 10N Ratlo Lower Upper

168.1 164 100
162 101.5 81.3 121.9
160 44.0 38.0 57.0
Raw 50
Abundance
80.1
54.0 ‘ 106.0 132.0 ‘
0\\i‘\\l‘\‘}M\H“‘\\\\‘\\\\‘\\M\“\\\l‘ 15000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1333 (9.927 min): BF124666.D\data.ms (-1
162.1 10000
Sub
50 5000
80.1
54.0 | 106.0 1320 ‘ 0
OH“H1“‘11"”“HH‘HH‘H‘M‘HW T T
m/z--> 40 60 80 100 120 140 160 Time--> 9.90 9.95
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Abundance Scan 1474 (10.757 min): BF124537.D\data.ms (- #42

32D.& 2,4,6-Tribromophenol
Concen: 150.58 ng

RT: 10.721 min Scan# 1468
Delta R.T. ©0.000 min

Lab File: BF124666.D

Acq: 21 Jul 2021 17:26

Ref 50

0,
m/z--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 19104

Abundance Scan 1468 (10.721 min): BF124666.D\data.ms 1°N Ratio Lower Upper
320.¢ 330 100

332 96.6 76.2 114.4
141 50.4 44.6 66.8
Raw 50
Abundance

20000
0,
m/z--> 50 100 150 200 250 300 15000
Abundance Scan 1468 (10.721 min): BF124666.D\data.ms (-
329.¢
10000
Sub
5000
- 0 T T T ‘ T T T T ‘ T
m/z--> 50 100 150 200 250 300 Time--> 10.70 10.75

Abundance Scan 1224 (9.286 min): BF124537.D\data.ms (-1 #45
172.1  2-Fluorobiphenyl
Concen: 92.12 ng
RT: 9.251 min Scan# 1218
Ref 50 Delta R.T. -0.006 min
Lab File: BF124666.D

Acq: 21 Jul 2021 17:26
50.0 851 1200 1460 q

0 \“ T \H\ “““ t \‘H\‘ T iy \‘\”‘ T i ety T Pyt \“ !
miz--> 40 60 80 100 120 140 160 Tgt Ion:172 Resp: 182989
Abundance Scan 1218 (9.251 min): BF124666.D\data.ms Ion Ratio Lower Upper

17p.0 172 100
171  34.6 26.5 39.7
170 24.0 18.8 28.2
Raw 50
Abundance
100000
85.0 152.0
Ol \“ \59‘\(\)‘ |”\ el T \‘“\ \‘\1“0\4\.?\ i %\3\‘3\.?1‘\“1‘ \“ !
miz--> 40 60 80 100 120 140 160 80000
Abundance Scan 1218 (9.251 min): BF124666.D\data.ms (-1
172.0 60000
40000
Sub
50
20000
50.0 85.0 133.0152.0
) S T ..Mt o uss . —
m/z--> 40 60 80 100 120 140 160 Time--> 920 9.25
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Abundance Scan 1303 (9.751 min): BF124537.D\data.ms (-1 #51

2,6-Dinitrotoluene
Concen: 9.05 ng
RT: 9.927 min Scan# 1333

Delta R.T.

165.0
89.0
Ref 50 63.0
39.0 ‘ ‘ 121.0 ‘
0 T \“‘\\‘\‘\‘HH\\\“’\H\‘\\ “HH\ \““\\ \“\‘\ \‘\\ ‘\‘\\
miz--> 60 80 100 120 140 160
Abundance Scan 1333 (9.927 min): BF124666.D\data.ms

162.1

. “ \H‘\‘ 106.0 13%0

Raw 50
0
m/z-->
Abundance

Sub
50

40 60 80 100 120 140 160

162.1

80.1
54.0 106 0 132 0

m/z-->

40 60 80 100 120 140 160

Lab

Acq:

Tgt
Ion
165
63
89

File:
21 Jul

Ion:165
Ratio
100

0.0
0.0

Abundance

Scan 1333 (9.927 min): BF124666.D\data.ms (-1

Time-->

Abundance Scan 1371 (10.151 min): BF124537.D\data.ms (- #57
2,4-Dinitrotoluene
Concen:

Ref 50
O,

m/z-->
Abundance

Raw 50

0

165.0
89.1

63.0

39.1 119.0

40 60 80 100 120 140 160

Scan 1333 (9.927 min): BF124666.D\data.ms
162.1

54.0 80.1
1l ‘\ \H‘\ 1060 13%0 \‘\

m/z-->

40 60 80 100 120 140 160

RT:

2000

1500

1000

500

0.212 min
BF124666.D
2021 17:26

Resp: 2023
Lower Upper

42.6 63.8#
40.6 60.8#

9.927

Delta R.T.

Lab

Acq:

Tgt
Ion
165
63
89
182

File:
21 Jul

Ion:165

Abundance

Abundance Scan 1333 (9.927 min): BF124666.D\data.ms (-1

Sub
50

o

80.1

162.1

106.0 1320 “

m/z--> 40 60

BF124666.D 8270-BF070721.M

80 100 120 140 160

Time-->

2000

1500

1000

500

9.90 9.92 9.94

6.61 ng

min Scan# 1333
-0.194 min
BF124666.D

2021 17:26

Resp: 2023
Lower Upper

40.9 61.3#
59.7  89.5#
0.0 0.0

9.927

Thu Jul 22 01:29:03 2021

9.90 9.92 9.94
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Abundance Scan 1593 (11.457 min): BF124537.D\data.ms (- #64

188.1 Phenanthrene-di10
Concen: 20.00 ng
RT: 11.416 min Scan# 1586
Ref 50 Delta R.T. -0.006 min
Lab File: BF124666.D
80.1 160.1 Acq: 21 Jul 2021 17:26
Ot “\5\2\\0‘ e 1“‘ et ‘:\L?izf?\ - H‘l A ,‘\‘“H\ \
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:188 Resp: 30600
Abundance Scan 1586 (11.416 min): BF124666.D\data.ms 10" Ratio Lower Upper
188.1 188 100
94 7.9 6.7 10.1
80 8.3 7.5 11.3
Raw 50
Abundance
11.416
oL 520 %000 1320 T
T T T T T T T T 30000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1586 (11.416 min): BF124666.D\data.ms (-
188.1 20000
Sub
50 10000
160.1
ol 520 2101000 1320 1T || —
miz--> 40 60 80 100 120 140 160 180  Time--> 11.40  11.45
Abundance Scan 1516 (11.004 min): BF124537.D\data.ms (- #67
248.0 4-Bromophenyl-phenylether
141.0 Concen: 4.95 ng
RT: 10.721 min Scan# 1468
Ref 50 77.1 Delta R.T. -0.241 min
Lab File: BF124666.D
39% ‘ Acq: 21 Jul 2021 17:26
0‘¢ ‘WJMM‘ A b
miz--> 50 100 150 200 250 300 Tgt Ion:248 Resp: 1565
Abundance Scan 1468 (10.721 min): BF124666.D\data.ms Ion Ratio Lower Upper

248 100

250 207.1 74.2 111.44
141 512.5 60.4 90.6#
Raw 50
Abundance

ol 8000
m/z--> 50 100 150 200 250 300
Abundance Scan 1468 (10.721 min): BF124666.D\data.ms (- 6000
4000
Sub
2000
| 0
miz--> 50 100 150 200 250 300 Time-->
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Abundance Scan 2042 (14.098 min): BF124537.D\data.ms (- #76

240.2 Chrysene
Concen:
RT: 14.
Ref 50 Delta R.
Lab File

120.0 Acq: 21
520  90.0 | | 1560 2081

miz--> 40 60 80 100120 140 160 180 200220240 18t Ion:

Abundance Scan 2034 (14.051 min): BF124666.D\datams 10N Rat
2402 240 100

o

-d12
20.00 ng
051 min Scan# 2034
T. -0.012 min
: BF124666.D
Jul 2021 17:26

240 Resp: 21529
io Lower Upper

120 11.7 10.8 16.2
236 24.8 21.6 32.4
Raw 50
Abundance
25000 14.p51
120.1
42.0 920, 156.0 208.1
0 \“HH‘\\\i“\\‘}\‘\H}‘\H\‘\HHHH‘HH‘\H\‘H“ 20000
miz--> 40 60 80 100 120 140 160 180 200 220 240
Abundance Scan 2034 (14.051 min): BF124666.D\data.ms (- 15000
240.2
10000
Sub
50
5000
120.1
A20 920 1860 2081 0
T e e : T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 Time--> 14.05
Abundance Scan 1863 (13.045 min): BF124537.D\data.ms (- #79
244.2 Terphenyl-di4
Concen: 94.30 ng
RT: 13.010 min Scan# 1857
Ref 50 Delta R.T. ©.000 min
Lab File: BF124666.D
Acqg: 21 Jul 2021 17:26
0 \‘5“4‘..\1‘\8‘12‘-1\-” T “\12‘\‘2.\:‘]-‘\ ]‘.?ﬁ:\l-‘ T “21\%.\1‘\ “M“‘ q
miz--> 50 100 150 200 Tgt Ion:244 Resp: 120901

Abundance Scan 1857 (13.010 min): BF124666.D\data.ms 10" Ratio Lower Upper

2442 244 100

212 6.6 5.9 8.9
122 9.4 9.0 13.4
Raw 50
Abundance
13.010
122.1 160.1 212.1
54.0
0— “‘ T 1‘9%‘-?“\ ‘\‘ T T e T \‘ by MM“‘ 100000
m/z--> 50 100 150 200
Abundance Scan 1857 (13.010 min): BF124666.D\data.ms (-
244.2
50000
Sub
50
o 40 _szo PP Y R
m/z--> 50 100 150 200 Time--> 12.95 13.00 13.05
BF124666.D 8270-BF070721.M Thu Jul 22 01:29:04 2021
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Abundance Scan 2296 (15.592 min): BF124537.D\data.ms (- #86
264.1

130.0

120 140 160 180 200 220 240 260

Scan 2286 (15.533 min): BF124666.D\data.ms
264.2

132.0

232.1 “M

120 140 160 180 200 220 240 260

Scan 2286 (15.533 min): BF124666.D\data.ms (-

264.1

132.0
Il \““ 232.1 nm

Ref 50
0

m/z-->
Abundance
Raw 50
0

m/z-->
Abundance

Sub
50
0

m/z-->

BF124666.D 8270-BF070721.M

120 140 160 180 200 220 240 260

Perylene-d12

Concen: 20.00 ng

RT: 15.533 min Scan# 2286
Delta R.T. -0.006 min

Lab File: BF124666.D

Acq: 21 Jul 2021 17:26

Tgt Ion:264 Resp: 15933
Ion Ratio Lower Upper

264 100
260 24.6 19.6 29.4
265 19.9 17.2 25.8
Abundance
15/533
10000
5000
L ‘ T T T ‘ T T T
Time--> 15.50 15.55
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