Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92121\
Data File : BF125540.D

Acqg On : 21 Sep 2021 17:30
Operator : JU/CG

Sample : M3817-09RE

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Time: Sep 21 18:39:36 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Tue Sep 21 14:40:01 2021

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.898 152 216826 20.000 ng 0.00
21) Naphthalene-d8 8.175 136 906273 20.000 ng # 0.00
39) Acenaphthene-di10 9.933 164 479101 20.000 ng 0.00
64) Phenanthrene-d10 11.416 188 822353 20.000 ng # 0.00
76) Chrysene-di12 14.057 240 490231 20.000 ng # 0.00
86) Perylene-di12 15.533 264 424115 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.510 112 418378 30.513 ng 0.00

7) Phenol-dé6 6.504 99 433228 24.506 ng -0.02
23) Nitrobenzene-d5 7.451 82 429838 30.251 ng -0.01
42) 2,4,6-Tribromophenol 10.716 330 197164 42.016 ng -0.01
45) 2-Fluorobiphenyl 9.251 172 975335 29.473 ng -0.01
79) Terphenyl-di4 13.004 244 878973 28.953 ng 0.00

Target Compounds Qvalue

9) Benzaldehyde 6.504 77 705 Below Cal # 1
19) n-Nitroso-di-n-propyla... 7.451 70 54622 5.162 ng # 52
25) Isophorone 7.451 82 428926 14.028 ng # 59
51) 2,6-Dinitrotoluene 9.933 165 60715 9.255 ng # 27
57) 2,4-Dinitrotoluene 9.933 165 60715 7.723 ng # 19

(#) = 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\BF©92121\
Data File : BF125540.D

Acqg On : 21 Sep 2021 17:30
Operator : JU/CG

Sample : M3817-09RE

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Time: Sep 21 18:39:36 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Tue Sep 21 14:40:01 2021

Response via : Initial Calibration

Abundance TIC: BF125540.D\data.ms
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Abundance Scan 818 (6.898 min): BF125531.D\data.ms (-81 #1

150.0 | 1,4-Dichlorobenzene-d4
Concen: 20.000 ng

RT: 6.898 min Scan# 818

Ref 50 115.0 Delta R.T. ©0.000 min
78.0 ' Lab File: BF125540.D
52.0 . .
‘ Acq: 21 Sep 2021 17:30
0 \\\‘i T \‘! \ ‘ =T \“‘\ ‘ \ \ \ \ ‘ T \ } ‘ \]-\3\1.\9‘ T \‘\“\ ‘\
m/z--> 40 60 100 120 140 160 T8t Ion:152 Resp: 216826

Abundance Scan818(6.898m|n). BF125540.D\datams = 100 Ratio Lower Upper
1500 152 100

150 156.4 117.6 176.4
115 56.9 47.1 70.7

Raw 50
115.0 Abundance
500 780
0\3\5\.9i\‘!\‘\\\“\“\\\\‘\\\\‘\\\\‘\\‘\“\‘\ 300000
m/z--> 40 60 100 120 140 160
Abundance Scan 818 (6.898 mm). BF125540.D\data.ms (-80
15p.0 200000
Sub
50 115.0 100000
5200 780
0350\\\\w ob 4 L
m/z--> 40 60 100 120 140 160 Time--> 6.85  6.90

Abundance Scan 582 (5.510 min): BF125531.D\data.ms (-57 #5
112.0 2-Fluorophenol
Concen: 30.513 ng

64.0 RT: 5.510 min Scan# 582
Ref 50 Delta R.T. 0.000 min
92.0 Lab File: BF125540.D
‘ ‘ Acq: 21 Sep 2021 17:30
0 w‘:‘3‘?‘\‘1”‘i“‘1“\‘””\”%()\#‘”\‘mew b
miz--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:112 Resp: 418373

Abundance  Scan 582 (5.510 min): BF125540.D\datams | 10N Ratio Lower Upper
112.0 112 100

64 50.6 44.2 66.2
63 25.3 26.2 39.2#

Raw 50 64.0
Abundance
92.0 5.510
0 381 SQQ\‘ w‘\ 80¢ ‘ | 400000
\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘\H\‘\H\‘ H\‘\
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 582 (5.510 min): BF125540.D\data.ms (-53 300000
112.0
200000
Sub
50 64.0
100000
92.0
0 3?O \\‘ w‘\ 80¢ ‘ | 1
R e T e L L AR R RERRE
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 5.45 550 5.55
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Abundance Scan 754 (6.522 min): BF125531.D\data.ms (-74 #7

99.1 Phenol-d6
Concen: 24.506 ng
RT: 6.504 min Scan# 751
Ref 50 Delta R.T. -0.018 min
71.0 Lab File: BF125540.D
421 Acq: 21 Sep 2021 17:30
0““H1ﬂm1‘qll‘d‘uw‘w"H““‘_“J“H“
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 99 Resp: 433228
Abundance  Scan 751 (6.504 min): BF125540.D\datams 10" Ratio Lower Upper
99.1 99 100

42 15.7  23.5 35.3#
71  29.5 25.6 38.4

Raw 50
711 Abundance 5 404
421 0 500000 '
0\\‘\\\}‘H\“\‘\\"ll\\“\\\\“‘\\\\8‘2\\()\\‘\\\\‘“\\\\‘
m/z--> 30 40 50 60 70 80 90 100 400000
Abundance Scan 751 (6.504 min): BF125540.D\data.ms (-70
99.1 300000
sub 200000
50
71.1 100000
42.1
R N X B e
miz--> 30 40 50 60 70 80 90 100 Time-> 645 650 655

Ref 50

77.0 105.0

Abundance Scan 742 (6.451 min): BF125531.D\data.ms (-73 #9

Benzaldehyde

Concen: Below Cal

RT: 6.504 min Scan#t 751
Delta R.T. ©0.053 min

51.0 .
Lab File: BF125540.D
Acq: 21 Sep 2021 17:30
0\’\\%%’(\)\\\!1\\\?\3\\0\‘\1‘1!‘\\\\‘\\\\‘\\‘\‘\\\
miz--> 30 40 50 60 70 80 90 100 110 | I8t Ion: 77 Resp: 705
Abundance  Scan 751 (6.504 min): BF125540.D\datams | 100 Ratlo Lower Upper
9.1 77 100
105 0.0 75.9 115.9%
106 0.0 84.0 124.0#
Raw 50
71.1 Abundance
21 6,804
0 w\‘h AR < il
\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ 600
miz--> 30 40 50 60 70 80 90 100 110
Abundance Scan 751 (6.504 min): BF125540.D\data.ms (-69
93.1 400
Sub
50 200
71.0
42.1
54.0 |
Y SN PR SN | N2 | R =
miz--> 30 40 50 60 70 80 90 100 110 Time-> 6.48 6.50 6.52
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Abundance Scan 889 (7.316 min): BF125531.D\data.ms (-88 #19

70.1 n-Nitroso-di-n-propylamine
105.0 Concen: 5.162 ng
: RT: 7.451 min Scan# 912
Ref 50 Delta R.T. ©.135 min
Lab File: BF125540.D
390 ‘ Acq: 21 Sep 2021 17:30
[ “\“ “‘”‘“\ ‘M\ T ‘L‘\‘! \‘1\47‘0\ T ;9\3‘0\ [ ‘2\67\(
m/z--> 50 100 150 200 250 18t Ion: 7@ Resp: = 54622
Abundance  Scan 912 (7.451 min): BF125540.D\datams | 100 Ratlo Lower Upper
82.1 70 100
42 42.7 72.2 108.2#
101 0.0 7.8 11.8#
Raw 5 128.0 138 2.7 21.8 32.6#
Abundance
520 60000
(O ‘H‘ “‘\ !“i“\ “ T LA B B S B B
m/z--> 50 100 150 200 250
Abundance Scan 912 (7.451 min): BF125540.D\data.ms (-83 40000
82.1
Sub
50 128.0 20000
52,0
obwdibid b b s ———
m/z--> 50 100 150 200 250  Time-> 7.40 7.45

Abundance Scan 1036 (8.180 min): BF125531.D\data.ms (-1 #21

136.1 Naphthalene-d8

Concen: 20.000 ng

RT: 8.175 min Scan# 1035

Ref 50 Delta R.T. -0.006 min
Lab File: BF125540.D
Acqg: 21 Sep 2021 17:30
108.1
O+ “\E\,‘ll‘;?i‘l ‘8}‘%‘9‘ T \‘1 T \‘H‘ TTTT 7T \%\8\9\\8‘\ \\2\2‘?\\8\
m/z--> 40 60 80 100 120 140 160 180 200 220 18t Ion:136 Resp: 906273
Abundance Scan 1035 (8.175 min): BF125540.D\datams 190 Ratio  Lower Upper
136.1 136 100
137 10.4 9.8 14.6
54 6.9 6.4 9.6
Raw 50 68 5.9 3.3 4.9%
Abundance
1081 1000000 8.175
0H\“\E\)Tl‘\"]}‘“s}%ﬂ.flw\‘(\)‘18\.\‘\\\‘““HH‘HH‘HH‘HH‘HH
miz--> 40 60 80 100 120 140 160 180 200 220 800000
Abundance Scan 1035 (8.175 min): BF125540.D\data.ms (-9
136.1 600000
400000
Sub
50
200000
miz--> 40 60 80 100 120 140 160 180 200 220  Time--> 8.15  8.20
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Abundance Scan 914 (7.463 min): BF125531.D\data.ms (-90 #23

82.0 Nitrobenzene-d5

Concen: 30.251 ng

RT: 7.451 min Scan# 912

Ref 50 54.1 1280 | pelta R.T. -0.012 min

Lab File: BF125540.D

98.0 Acq: 21 Sep 2021 17:30

0 49'\0 H‘ . 68‘1 1l ‘ 112'1 A
LI ‘ L ‘ T ‘ T T T ‘ L ‘ T T T
m/z--> 40 60 80 100 120 Tgt Ion: ‘82 RESpZ 429838
Abundance  Scan 912 (7.451 min): BF125540.D\datams | 100 Ratlo Lower Upper
82.1 82 100

128 48.9 40.6 60.8
54 44.6 49.6 74.4#

Raw 50 54.1 128.0
Abundance
500000 7.451
40.1 8l 2
. ] 112.1
0\\\‘i‘\\!‘\‘\6‘8\‘:!-}‘1“\\\\“\\i\‘\\‘\\ 400000
m/z-—-> 40 60 80 100 120
Abundance Scan 912 (7.451 min): BF125540.D\data.ms (-86 300000
82.1
200000
sub g 54.1 128.0
100000
98.0
ol 400 | e8| o 1121 o]
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\‘\\\\‘\\\\‘\\\
m/z-> 40 60 80 100 120 Time--> 7.40 7.45 7.50

Abundance Scan 958 (7.722 min): BF125531.D\data.ms (-95 #25

82.0 Isophorone
Concen: 14.028 ng
RT: 7.451 min Scan# 912
Ref 50 Delta R.T. -0.270 min
Lab File: BF125540.D
39.0 54.1 1381  Acq: 21 Sep 2021 17:30
0\\\““\\‘\H\‘\‘\\\H“‘\\\gw.‘ow\\\:I_‘z?.\l\\“\\
m/z--> 40 60 80 100 120 140 gt Ion: 82 Resp: 428926
Abundance  Scan 912 (7.451 min): BF125540 D\datams | 10N Ratlo Lower Upper
82.1 82 100
95 0.1 6.5 9.7#
138 0.0 18.4 27.6#
Abundance
500000 7.451
38 98.1
0\\\‘ﬂ-i\!‘\‘\‘\‘\}‘i“\\\\“\171\‘3\.0‘\\‘\\‘\\ 400000
miz--> 40 60 80 100 120 140
Abundance Scan 912 (7.451 mig%: lE;F125540.D\data.ms (-90 300000
200000
sub o 541 128.0
100000
98.0
0 381:!' ‘ 1l 113.0 | 0
e e e e A B A SRS
m/z--> 40 60 80 100 120 140 Time--> 740 7.45 7.50
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Abundance Scan 1335 (9.939 min): BF125531.D\data.ms (-1 #39

162.1 Acenaphthene-dle
Concen: 20.000 ng
RT: 9.933 min Scan# 1334
Ref Delta R.T. -0.006 min
Lab File: BF125540.D
Acqg: 21 Sep 2021 17:30
m/z--> 40 60 80 100 120 140 160 180200220240 18t Ion:164 Resp: 479101
Abundance Scan 1334 (9.933 min): BF125540.D\datams 10" Ratio Lower Upper
162.1 164 100
162 104.1 81.3 121.9
160 45.5 38.0 57.0
Raw 50
Abundance
80.1 600000
52.1 132.1
miz--> 40 60 80 100 120 140 160 180 200 220 240

Abundance Scan 1334 (9.933 min): BF125540.D\data.ms (-1 400000

Sub 200000

miz--> 40 60 80 100 120 140 160 180 200 220 240 Time--> 9.90 9.95

Abundance Scan 1469 (10.727 min): BF125531.D\data.ms (- #42

32D.€| 2,4,6-Tribromophenol
Concen: 42.016 ng

RT: 10.716 min Scan# 1467
Delta R.T. -0.012 min

Lab File: BF125540.D

Acq: 21 Sep 2021 17:30

Ref 50

O,
miz--> 50 100 150 200 250 300 Tgt Ion:330@ Resp: 197164
Abundance Scan 1467 (10.716 min): BF125540.D\data.ms ggg igglo Lower Upper

332 94.5 76.2 114.4
141 33.6 44.6 66.8#

Raw 50
Abundance
10.716
0! 200000
m/z--> 50 100 150 200 250 300
Abundance Scan 1467 (10.716 min): BF125540.D\data.ms (- 150000
100000
Sub
50000 A
\
!
- T T T ‘ T T T T ‘ T T
m/z--> 50 100 150 200 250 300 Time--> 10.70  10.80
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Abundance Scan 1220 (9.263 min): BF125531.D\data.ms (-1 #45

172.1 | 2-Fluorobiphenyl

Concen: 29.473 ng

RT: 9.251 min Scan# 1218
Ref 50 Delta R.T. -0.012 min

Lab File: BF125540.D

610 850 0o 1329152.1 LLW Acq: 21 Sep 2021 17:30

m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:172 Resp: 975335

Abundance Scan 1218 (9.251 min): BF125540.D\data.ms = 1N Ratio Lower Upper
1721 | 172 100

171 36.2  26.5 39.7
1706 23.9 18.8 28.2

o

Raw 50
Abundance
9.251
ol 391 630 890 10709 13301521 [ 1000000
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1218 (9.251 min): BF125540.D\data.ms (-1
172.1
500000
Sub
50
5390 630 890 1090 13301521 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\ \\‘\\\\‘\\\\’\\\
miz--> 40 60 80 100 120 140 160 180 Time--> 920 9.25 9.30
Abundance Scan 1297 (9.716 min): BF125531.D\data.ms (-1 #51
165.0 2,6-Dinitrotoluene
Concen: 9.255 ng
89.0 RT: 9.933 min Scan# 1334
Ref 50 Delta R.T. ©0.218 min
121.0 Lab File: BF125540.D
51.0 ‘ ' ‘ Acq: 21 Sep 2021 17:30
o bk ] i Ll L e
miz--> 50 100 150 200 250 Tgt Ion: :!.65 Resp : 60715
Abundance Scan 1334 (9.933 min): BF125540.D\data.ms Ion Ratio Lower Upper
162.1 165 100
63 0.9 42.6 63.8%
89 1.0 40.6 60.8#
Raw 50
Abundance
80.1 9.933
132.1
0 \4%.%‘ \‘M\ ‘h\“ t T g T ‘L L B B B B 60000
m/z--> 50 100 150 200 250
Abundance Scan 1334 (9.933 min): BF125540.D\data.ms (-1
162.1 40000
Sub
50 20000
80.1
0 42]7\ Ll 13%1 \‘\ 0
T T ‘ T T T T ‘ T 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 Time--> 9.90 9.95
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Abundance Scan 1366 (10.122 min): BF125531.D\data.ms (1 #57

165.0 2,4-Dinitrotoluene
Concen: 7.723 ng
89.0 RT: 9.933 min Scan# 1334
Ref 50 Delta R.T. -0.188 min
Lab File: BF125540.D
51.0 ‘ 119.0 Acq: 21 Sep 2021 17:30
[ “\‘ ‘}h‘ \‘HH\H‘HW h\“ ‘Hh‘ ‘L T ”‘ T A ‘2\67\
m/z--> 50 100 150 200 250 T8t Ion:165 Resp: 60715
Abundance Scan 1334 (9.933 min): BF125540.D\datams | 10N Ratlo Lower Upper
162.1 165 100
63 0.9 40.9 61.3#
89 1.0 59.7 89.5#
Raw gg 182 0.0 0.9 0.0
Abundance
80.1 9.933
1321
0 \4%.%‘ \‘M\ ‘h\“ t [T - ““ L B R B B I 60000
miz--> 50 100 150 200 250
Abundance Scan 1334 (9.933 min): BF125540.D\data.ms (-1
162.1 40000
Sub
50 20000
80.1
o2y Sl o
m/z—-> 50 100 150 200 250  Time--> 9.90 9.95

Abundance Scan 1587 (11.421 min): BF125531.D\data.ms (- #64

188.1  Phenanthrene-d10

Concen: 20.000 ng

RT: 11.416 min Scan# 1586

Ref 50 Delta R.T. -0.006 min
Lab File: BF125540.D
80.1 160.1 Acq: 21 Sep 2021 17:30
21 Yoo 1ma 1)
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘ . .
miz--> 40 60 80 100 120 140 160 180 Tgt Ion:188 Resp: 822353

Abundance Scan 1586 (11.416 min): BF125540.D\datams 10N Ratio Lower Upper
188.1 188 100

94 10.2 6.7 10.1#
7.5

80 10.7 11.3
Raw 50
Abundance
11.416
80.0 160.1
O+ T \5\2\.\0‘ mm i‘l T \‘H‘\O‘Z\\O\ T ‘:!-\312\}\ T H‘l T !‘H‘\ i 800000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1586 (11.416 min): BF125540.D\data.ms (- 600000
188.1
400000
Sub
50
200000
80.0 160.1
oL 540 | 10811321 " " | —
e e e e R B B A S SR R
miz--> 40 60 80 100 120 140 160 180 Time--> 11.40 11.45
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Abundance Scan 2036 (14.062 min): BF125531.D\data.ms (- #76

240.2 Chrysene-d12

Concen: 20.000 ng

RT: 14.057 min Scan# 2035

Ref 50 Delta R.T. -0.006 min
Lab File: BF125540.D
120.1 Acqg: 21 Sep 2021 17:30
0%0.0 800 ;| 1581 2081 ||
T T ’ T T T T ’ T T T T ‘ T T T T ‘ T T i ‘ T T T T
m/z--> 50 100 150 200 250 Tgt IOHZ?40 RESpZ 490231
Abundance Scan 2035 (14.057 min): BF125540.D\data.ms 10" Ratio Lower Upper
240.2 240 100

120 10.0 10.8 16.2#
236 25.2 21.6 32.4

Raw 50
Abundance
500000 14057
120.1
044‘-0 76.0 | 1581 2081 281..
T T ’ T T T T ’ T T T T ‘ T T T T ‘ T T T ‘ T T T T
miz--> 50 100 150 200 250 400000
Abundance Scan 2035 (14.057 min): BF125540.D\data.ms (-
240.2 300000
Sub 200000
50
100000
120.1
0420 760 | 1581 208.1 281. |
Pl 2l 2O Sl 290, T
m/z-> 50 100 150 200 250 Time->  14.00  14.10

Abundance Scan 1857 (13.010 min): BF125531.D\data.ms (- #79

244.2 Terphenyl-di4
Concen: 28.953 ng
RT: 13.004 min Scan# 1856
Ref 50 Delta R.T. -0.006 min
Lab File: BF125540.D
122.1 1601 Acq: 21 Sep 2021 17:30
04— “6\6‘.\01‘ \” T Ly ‘\‘ by T ‘1‘ .\ \1\9?-} I H‘M“ T \397\
miz--> 50 100 150 200 250 300 I8t Ion:244 Resp: 878973
Abundance Scan 1856 (13.004 min): BF125540.D\datams = 190 Ratio Lower Upper
244.2 244 100
212 6.4 5.9 8.9
122 11.1 9.0 13.4
Raw 50
Abundance
1000000 13.p04
571 12214694
ohd “h“ bl L, 4 | ‘1‘9?"} n \‘M“ “2‘7?-‘3‘ ‘ 400000
m/z--> 50 100 150 200 250 300
Abundance Scan 1856 (13.004 min): BF125540.D\data.ms (-
244 2 600000
400000
Sub
50
200000
122.1
ol STh 00 e | 27es o
m/z-—-> 50 100 150 200 250 300 fime-->  12.95 13.00 13.05
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Abundance Scan 2287 (15.539 min): BF125531.D\data.ms (- #86
264.1 Perylene-d12
Concen: 20.000 ng
RT: 15.533 min Scan#t 2286
Ref 50 Delta R.T. -0.006 min
1321 Lab File: BF125540.D
' Acqg: 21 Sep 2021 17:30
(o} \5‘2\0 \8\6\7‘ \‘H\ “H T ‘1\67\9 T 2\3\%\l| ‘”\h“\ T
m/z--> 50 100 150 200 250 Tgt IOT’IZ?64 RESpZ 424115
Abundance Scan 2286 (15.533 min): BF125540.D\datams | 10N Ratlo Lower Upper
264.2 264 100
260 23.8 19.6 29.4
265 20.3 17.2 25.8
Raw 50
Abundance
132.0 15.5633
0\4\4‘.‘0\ \8:\3.9‘ \“H\ h\H ™ \1\8\0\0‘ T ?3\%\1| \u“h“‘ T 300000
m/z--> 50 100 150 200 250
Abundance Scan 2286 (15.533 min): BF125540.D\data.ms (-
264.1 200000
Sub
50 100000
132.0
0420 780 | 166019822321 m‘h\‘ 0l
e e —— T T
mlz--> 50 100 150 200 250 Time--> 15.50 15.60
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