Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71522\
Data File : BF129243.D

Acqg On : 15 Jul 2022 17:43
Operator : CG\JU

Sample : N3649-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Time: Jul 16 01:42:06 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri Jul 15 12:55:49 2022

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.898 152 456795 20.000 ng 0.00
21) Naphthalene-d8 8.181 136 1816600 20.000 ng 0.00
39) Acenaphthene-die 9.933 164 962424 20.000 ng 0.00
64) Phenanthrene-d10 11.428 188 1590227 20.000 ng # 0.00
76) Chrysene-di12 14.069 240 1160614 20.000 ng # 0.00
86) Perylene-di12 15.557 264 948786 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.516 112 1500100 52.447 ng 0.00

7) Phenol-dé 6.522 99 1930712 52.191 ng 0.00
23) Nitrobenzene-d5 7.457 82 1202899 35.396 ng -0.01
42) 2,4,6-Tribromophenol 10.728 330 450708 50.455 ng 0.00
45) 2-Fluorobiphenyl 9.251 172 2042746 35.959 ng -0.01
79) Terphenyl-di4 13.010 244 1949896 31.429 ng 0.00

Target Compounds Qvalue
19) n-Nitroso-di-n-propyla... 7.457 70 158993 7.307 ng # 76
25) Isophorone 7.457 82 1201046 21.028 ng # 65
51) 2,6-Dinitrotoluene 9.933 165 125143 9.260 ng # 26
57) 2,4-Dinitrotoluene 9.933 165 125143 7.061 ng # 21

(#) = 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@71522\
Data File : BF129243.D

Acqg On : 15 Jul 2022 17:43
Operator : CG\JU

Sample : N3649-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Time: Jul 16 01:42:06 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri Jul 15 12:55:49 2022

Response via : Initial Calibration

Abundance TIC: BF129243.D\data.ms
7000000
6500000
9
= )
2 3 3
6000000 s 5 3
: 3
S D <
o i =
S & hd
5500000 & -
a g
3 5 3
9 2 5
2 o £
5000000 e g g
E ) 8
- 5 2
& _
4500000 g 3 " g
z s ]
- 5 £
4000000 8 g
Q =
8 i
S Ity
= T
2 q
a
3500000 3
3000000 q
°
()
&
2
&
2500000
2000000
1500000
1000000
500000
R R I T I TR R I L e e T e et
Time--> 300 400 500 600 7.00 800 9.00 10.00 11.00 12.00 13.00 14.00 15.00 16.00 17.00 18.00

8270-BF071522.M Sat Jul 16 ©01:42:10 2022 Page: 2



Abundance Scan 784 (6.898 min): BF129231.D\data.ms (-77 #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 6.898 min Scan# 7{gSidtinlEnles

Ref 50 115.0 Delta R.T. ©.000 min _
52,0 78.0 Lab File: BF129243.D (GUEINEERTIEIH
‘ Acq: 15 Jul 2022 17:43 =S8
ol WHAMHH_H;AﬁeHw‘
m/z--> 40 60 100 120 140 160 Tgt Ion:152 RESpZ 456795

Abundance  Scan 784(6.898 mm). BF129243.D\datams 100 Ratio Lower Upper
1500 152 100

150 155.5 123.7 185.5
115 61.5 49.9 74.9

Raw 50
115.0 Abundance
520 780 800000
0 \3\5\.‘(‘?\ ’ \4.\9‘\\\}“\]-\3\]"\9’\\“\“\‘\
m/z--> 40 60 80 100 120 140 160 600000 6la9s
Abundance Scan 784 (6.898 min): BF129243.D\data.ms (-76
150.0
400000
Sub 50
115.0 200000
500 780 \
o@ﬂwwqwﬂkmﬁiwﬁﬂﬁﬁwww‘ oL
miz--> 40 60 80 100 120 140 160 Time--> 6.85 6.90 6.95
Abundance Scan 549 (5.516 min): BF129231.D\data.ms (-54 #5
112.0 2-Fluorophenol
64.0 Concen: 52.447 ng
' RT: 5.516 min Scan# 549
Ref 50 Delta R.T. ©.000 min
Lab File: BF129243.D
Acq: 15 Jul 2022 17:43
o0l g0 | o sene
m/z--> 40 60 80 100 120 140 160 180 200  Tgt Ion:112 Resp: 1500160
Abundance  Scan 549 (5.516 min): BF129243.D\data.ms Ion Ratio Lower Upper
1192.0 112 100
64 64.8 53.3 79.9
64.0 63 32.9 28.0 42.0
Raw 50
Abundance
5.516
21| wo
0\\\“\\“\‘1“”\‘\\‘\%‘\7\\\‘\\ ‘\‘\\\\‘\\\\%@\7\.\9‘\\\\2‘0\\6.\9\
m/z--> 40 60 80 100 120 140 160 180 200 1000000
Abundance Scan 549 (5.516 min): BF129243.D\data.ms (-49
112.0
64.0
Sub 500000
50
8 | L
o Bt s | 1678 26 Y
miz--> 40 60 80 100 120 140 160 180 200  Time-> 550 5.60
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Abundance Scan 721 (6.528 min): BF129231.D\data.ms (-71 #7

99.1 Phenol-d6
Concen: 52.191 ng
RT: 6.522 min Scan# 7[gEdtlEgies
Ref 50 Delta R.T. -0.006 min |
711 Lab File: BF129243.D (SUEMEEudEIE
421 Acq: 15 Jul 2022 17:43 L%k
Oﬁmw’”\‘””_HMHH_H‘WH_HWH%Q?-‘C‘
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion: 99 Resp: 1936712
Abundance  Scan 720 (6.522 min): BF129243.D\datams 10" Ratio Lower Upper
99.1 99 100
42 18.3 17.3 25.9
71  32.1 28.9 43.3
Raw 50
71.1 Abundance
42.1 1500000 i
0 Hu}“‘wlh‘,;‘;”wHH‘}HHWH_m‘mwuwm
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 720 (6.522 min): BF129243.D\data.ms (-67 1000000
99.1
sub 500000
71.1
42.1 L—
0 H“M‘”““‘v““‘“\H”w”‘w”w”w”w”w”” Or“‘www‘”w”‘
miz--> 40 60 80 100 120 140 160 180 200 Time--> 6.40 6.50 6.60 6.70
Abundance Scan 855 (7.316 min): BF129231.D\data.ms (-84 #19
105.0 n-Nitroso-di-n-propylamine
43.0 Concen: 7.307 ng
RT: 7.457 min Scan# 879
Ref 50 Delta R.T. 0.141 min
Lab File: BF129243.D
‘ Acq: 15 Jul 2022 17:43
0 H{w\mw[l“‘??", 249.0 313.0 _ 415.1475.
miz--> 50 100 150 200 250 300 350 400 450  Tgt Ion: 70 Resp: 158993
Abundance  Scan 879 (7.457 min): BF129243 D\datams = 10N Ratlo Lower Upper
82.1 70 100
42 50.7 52.3 78.5#
101 0.0 7.5 11.3#%
Raw 50 130 2.3 16.1 24.1#
Abundance
7.457
’ 150000
0 ‘”\““\““‘\““!““\““\“"!““\““\“‘
m/z--> 100 150 200 250 300 350 400 450
Abundance ScagZS.IQ (7.457 min): BF129243.D\data.ms (-80 100000
sub o 50000
0 ‘”\""‘\\”‘w””r”w”w”"r”‘w‘”w” O
miz--> 50 100 150 200 250 300 350 400 450 Time--> 7.40 7.45 7.50
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Abundance Scan 1003 (8.186 min): BF129231.D\data.ms (-9 #21

136.1  Naphthalene-d8
Concen: 20.000 ng
RT: 8.181 min Scan# 1({EidlllEies
Ref 50 Delta R.T. -0.006 min |
Lab File: BF129243.D [(®ICHIEEIelE(CH
. . A-
541 28.0 108.1 Acq: 15 Jul 2022 17:43
0\\3\9‘.9\H\‘N\‘\“.‘H\\\\‘\‘l\\‘\llh“\\
m/z--> 40 60 80 100 120 140 Tgt IOFIZ:!.36 RESpZ 1816600
Abundance Scan 1002 (8.181 min): BF129243.D\datams = 10N Ratlo Lower Upper
136.1 136 100
137 11.2 8.8 13.2
54 8.9 7.5 11.3
Raw g 68 6.7 4.7 7.1
Abundance
8.181
54.1 108.1
78.0
(O \3\8‘0\ T M\ T i‘\‘ e \9\3\1‘ \‘\‘ T T \‘M‘ T 1500000
m/z--> 40 60 80 100 120 140
Abundance Scan 1002 (8.181 min): BF129243.D\data.ms (-9
136.1 1000000
Sub
50 500000
54.1 108.1 8
ol 380 "I T80 esa TT il o
m/z--> 40 60 80 100 120 140 Time-> 8.10 8.15 8.20
Abundance Scan 881 (7.469 min): BF129231.D\data.ms (-87 #23
82.0 Nitrobenzene-d5
Concen: 35.396 ng
54.1 RT: 7.457 min Scan# 879
Ref 50 128.1 Delta R.T. -0.012 min
Lab File: BF129243.D
Acq: 15 Jul 2022 17:43
GH\‘“\\”!‘\‘\‘\‘\”‘i“\H\i]‘-(\)?'\q“u‘u‘H\\‘HH‘\H’\
miz--> 40 60 80 100 120 140 160 180 Tgt Ion: 82 Resp: 1202899
Abundance  Scan 879 (7.457 min): BF129243.D\data.ms Ion Ratio Lower Upper
82.1 82 100
128 43.8 34.0 51.0
541 54 52.8 46.9 70.3
Raw 50 ' 128.1
Abundance
7.457
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 1000000
0 al “‘ “ 1l ‘ 1
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 879 (7.457 min): BF129243.D\data.ms (-83
82.1
500000
Sub 54.1
50 128.1
oH‘;‘HlwH‘m‘MH“‘mWuu_m_m_m O e
m/z-—-> 40 60 80 100 120 140 160 180  Time--> 7.40 7.45 7.50
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Abundance Scan 924 (7.722 min): BF129231.D\data.ms (-91 #25

82.0 Isophorone
Concen: 21.028 ng
RT: 7.457 min Scan# 81l e
Ref 50 Delta R.T. -0.265 min \A_
Lab File: BF129243.D [(SlEhISEIlollEIl0f
39.0 54.1 1381 | Acq: 15 Jul 2022 17:43 LR
0\\\“‘\\‘\“‘\‘\‘\\\“‘\\\‘\ 1\0\8\1\1‘2:\3\1\\“\\
m/z--> 80 100 120 140 Tgt IOT’IZ‘SZ RESpZ 1201046
Abundance Scan 879 (7 457 min): BF129243.D\datams | 100 Ratio Lower Upper
831 82 100
95 0.0 5.7 8.5#
541 138 0.0 14.2 21.2#
Raw 50 ’ 128.1
Abundance
7.457
38 ‘ ‘ 98.1
; 113.0
0\\\“9\\‘\‘\‘\‘\\‘\“‘“\\\\“\\\\‘\\‘\\‘\\ 1000000
m/z--> 40 60 80 100 120 140
Abundance Scan 879 (7.457 min): BF129243.D\data.ms (-87
82.1
sub 54.0 500000
Y 5 ' 128.1
98.1
ol 380 A b L1180 o
m/z-> 40 60 80 100 120 140 Time-> 7.40 7.45 7.50

Abundance Scan 1301 (9.939 min): BF129231.D\data.ms ( 1 #39

Acenaphthene-d1e

Concen: 20.000 ng

RT: 9.933 min Scan# 1300

H
[oR:
'_‘

Ref 50 Delta R.T. -0.006 min
Lab File: BF129243.D
Acq: 15 Jul 2022 17:43
0 54\.'0 | m\‘ 106 0 13% 1 1L
T ‘ L ‘ T T ‘ T ‘ \ L ‘ T \ ‘ L . .
miz--> 40 60 80 100 120 140 160 Tgt Ion:164 Resp: 962424

Abundance Scan 1300 (9.933 min): BF129243 D\datams 10N Ratio Lower Upper

168.1 164 100
162 100.3 79.5 119.3
160 44 .4 34.2 51.4
Raw 50
Abundance
80.1 9.933
54.1
0 \3\6\.‘0\ T } T ‘ }‘\‘ T ‘h‘“\ \ T ‘]-\0\8\1\- ‘ }\312‘\1‘- TTT \“ 800000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1300 (9.933 min): BF129243.D\data.ms (-1 600000
162.1
400000
Sub
50
200000
80.1 &
01360 710 Ll 081 1321 | S
miz--> 40 60 80 100 120 140 160  Time-> 9.90 10.00
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Abundance Scan 1436 (10.733 min): BF129231.D\data.ms (- #42
2,4,6-Tribromophenol
Concen: 50.455 ng
RT: 10.728 min Scan#t 1{gEigil=laies
Ref 50 Delta R.T. -0.006 min |
Lab File: BF129243.D [(®ICHIEEIelE(CH
Acq: 15 Jul 2022 17:43 %
0,
m/z--> 50 100 150 200 250 300 Tgt Ion:33@ Resp: 450708
Abundance Scan 1435 (10.728 min): BF129243.D\datams = 100 Ratlo Lower Upper
33 ¢ 330 100
332 102.8 76.8 115.2
141 38.0 28.0 42.0
Raw 50
Abundance
10.28
ol 400000
m/z--> 50 100 150 200 250 300
Abundance Scan 1435 (10.728 min): BF129243.D\data.ms (- 300000
200000
Sub
100000
\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 Time--> 10.70 10.80
Abundance Scan 1186 (9.263 min): BF129231.D\data.ms (-1 #45
172.1 | 2-Fluorobiphenyl
Concen: 35.959 ng
RT: 9.251 min Scan# 1184
Ref 50 Delta R.T. -0.012 min
Lab File: BF129243.D
Acq: 15 Jul 2022 17:43
0 517'0 \\\85\.0 129'0 | 14(\3.\\1 | ‘ )
\H"H‘H"H\‘\’\‘H‘\“\‘H\‘\“\H‘\‘\‘\‘\“H T . .
m/z--> 40 60 80 100 120 140 160 180 T8t Ion:172 Resp: 2042746
Abundance Scan 1184 (9.251 min): BF129243 D\datams = 10N Ratlo Lower Upper
1721 | 172 100
171 35.3 28.8 43.2
170 23.7 19.8 29.8
Raw 50
Abundance
2000000 9.251
Ol \" \5\:!‘-\.(\)’“\ t \st’?‘:\oﬁ “ T :\sz?\“c\) \‘\ ‘]\‘-E‘]\‘T.\‘l‘ ! ‘\ T
miz--> 40 60 80 100 120 140 160 180 1900000
Abundance Scan 1184 (9.251 min): BF129243.D\data.ms (-1
172.1
1000000
Sub
S0 500000
ol 5L0 8.0 1300 1511
\\\’\\\\’\\\\’\\\\‘\\\\‘\‘\\\‘\‘\‘\\‘\\‘\‘\ \\‘\\\\‘\\\\’\\\\
miz--> 40 60 80 100 120 140 160 180 Time--> 9.20 9.25 9.30

BF129243.D 8270-BF071522.M
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Abundance Scan 1265 (9.728 min): BF129231.D\data.ms (-1 #51
165.0 2,6-Dinitrotoluene
Concen: 9.260 ng
630 890 RT:  9.933 min Scan# 1[QSidiinlEls
Ref 50 : Delta R.T. ©0.206 min \A_
1210 Lab File: BF129243.D ([SUERISERICIe
‘ H ‘ Acq: 15 Jul 2022 17:43 =S8
0\\\“i‘\\!‘\“\H\\\“\H\\\‘1”‘1\\”‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\.\\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:165 Resp: 125143
Abundance Scan 1300 (9.933 min): BF129243.D\datams | 10N Ratlo Lower Upper
1601 165 100
63 1.1 44.9 67.3#
89 1.7 43.6  65.4#
Raw 50
Abundance
9.933
108.1132.1
ol 100000
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1300 (9.933 min): BF129243.D\data.ms (-1
o 50000
Su
50
0 108.1132.1 0
- T T ‘ T T T ‘ T
miz--> 40 60 80 100 120 140 160 180 200  Time--> 9.90 10.00
Abundance Scan 1333 (10.128 min): BF129231.D\data.ms (- #57
89.0 165.0 2,4-Dinitrotoluene
Concen: 7.061 ng
63.0 RT: 9.933 min Scan# 1300
Ref 50 ' Delta R.T. -0.194 min
119.0 Lab File: BF129243.D
Acq: 15 Jul 2022 17:43
\H | | 1390 |
0\\\i\‘\\\‘\H\\H}W\H\\\‘\m\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 I8t Ion:165 Resp: 125143
Abundance Scan 1300 (9.933 min): BF129243.D\datams 10N Ratio Lower Upper
168.1 165 100
63 1.1 39.8 59.6#
89 1.7 60.2 90.2#
Raw gg 182 0.0 2.2 3.4
Abundance
80.1 9.983
St ., 10811321 |
0\\\‘\\\\‘\\\}“‘\\\\‘\\\\‘\\\‘\‘\\\\ \\\‘\\\ 100000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1300 (9.933 min): BF129243.D\data.ms (-1
162.1
50000
Sub
50
80.1
0 540‘\ \‘H‘ 108.1 13%1 Ll 0
gt e T Tt e e e
miz--> 40 60 80 100 120 140 160 180 Time--> 9.90 10.00
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Abundance Scan 1554 (11.427 min): BF129231.D\data.ms (1 #64

188.2 Phenanthrene-d10
Concen: 20.000 ng
RT: 11.428 min Scan#t 1{gigiipl=gles
Ref 50 Delta R.T. ©0.000 min \A_
Lab File: BF129243.D [(SlEhISEIlollEIl0f
80.1 160.1 Acq: 15 Jul 2022 17:43 LSE
0\H‘\5\2\\0‘\‘\\\“‘H\‘\‘\H\‘]-\3\\2\‘]-\\\\“l\\\\‘!H‘\\‘H\\‘\H\"\\
m/z--> 40 60 80 100120140160 180200220240 18t Ion:188 Resp: 1590227
Abundance Scan 1554 (11.428 min): BF129243.D\datams = 10N Ratlo Lower Upper
188.2 188 100
94 11.2 7.0 10.6#
80 11.9 7.6 11.4#
Raw 50
Abundance
114128
0 52. O\ \‘ \‘ 132. 1 \H m 1500000
\H‘\\H‘H\\‘H\\‘\H\‘\H\‘\\H‘HH‘\ \\‘H\\‘\H\‘\\
miz--> 40 60 80 100 120 140 160 180 200 220 240
Abundance Scan 1554 (11.428 min): BF129243.D\data.ms (-
188.2 1000000
sub 4, 500000
o520 wd
miz--> 40 60 80 100 120 140 160 180 200 220 240 Time--> 11.35 11.40 11.45

Abundance Scan 2004 (14.074 min): BF129231.D\data.ms (- #76

240.2 Chrysene-di12
Concen: 20.000 ng
RT: 14.069 min Scan# 2003
Ref 50 Delta R.T. -0.006 min
Lab File: BF129243.D
120.1 Acq: 15 Jul 2022 17:43
o 800 1| 151 281 277
miz--> 50 100 150 200 250 Tgt IOI’]Z?4@ Resp: 1160614
Abundance Scan 2003 (14.069 min): BF129243.D\data.ms ~ 1on Ratlo Lower Upper
240.2 240 100
120 14.1 8.9 13.3#
236 26.3 20.8 31.2
Raw 50
Abundance
120.1 - “ 14.069
42.1 78.0 156.1 1
[Oem T \‘ “ ‘H L B B b \‘”H“ \2\8\1\(: 1000000
m/z--> 50 100 150 200 250
Abundance Scan 2003 (14.069 min): BF129243.D\data.ms (-
240.2
500000
Sub
50
120.1
0l420 780‘ “ H 156.1 2081 ‘HH‘ 281.¢ ol
e e S T T
miz--> 50 100 150 200 250 Time--> 14.00 14.20
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Abundance Scan 1824 (13.016 min): BF129231.D\data.ms (- #79

244.2 Terphenyl-di4

Concen: 31.429 ng

RT: 13.010 min Scan#t 1{gEigial=lies

Ref 50 Delta R.T. -0.006 min |
Lab File: BF129243.D [(SlEhISEIlollEIl0f
122.1 Acq: 15 Jul 2022 17:43 S
0 \‘5‘4“’.\1‘\ ‘1‘9%-:"-“\ ‘\“ by ]‘-6“\‘0‘?[‘ T ?1\%\2‘\ H‘M“ T
m/z--> 50 100 150 200 250 Tgt Ion:244 RESpZ 1949896

Abundance Scan 1823 (13.010 min): BF129243.D\datams 100 Ratio Lower Upper
oalh o 244 100

212 7.4 6.1 9.1
122 14.4 8.8 13.2#
Raw 50
Abundance
13.p10
122.1 2000000
160.1 2122
T \‘5‘4“..\1‘\ ‘1‘9%.:"-“\ ‘\‘ Ty “‘\“ B — “ \“ by M\“““ T
mfz--> 50 100 150 200 250 1500000
Abundance Scan 1823 (13.010 min): BF129243.D\data.ms (-
244.2
1000000
Sub
50 500000
122.1
160.1  212.2
421 800 e T Tl e
m/z--> 50 100 150 200 250 Time-> 13.00 13.10

Abundance Scan 2257 (15.562 min): BF129231.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.000 ng

RT: 15.557 min Scan# 2256

BF129243.D 8270-BF071522.M

Ref 50 Delta R.T. -0.006 min
1321 Lab File: BF129243.D
571 ’ Acq: 15 Jul 2022 17:43
[V \“"‘\. \‘ - f \‘U\ ‘4 T \2\‘0\8.\1\“\ ‘“\h‘\ T T T T T
miz--> 50 100 150 200 250 300 350 400 I8t Ion:264 Resp: 948786
Abundance Scan 2256 (15.557 min): BF129243.D\datams 100 Ratio Lower Upper
264.2 264 100
260 23.6 18.4 27.6
265 21.4 17.2 25.8
Raw 50
Abundance
132.1 15.557
[ \5‘7‘\.:!-\ t ‘”\“u\ ‘“\ ‘}\8(\)\]‘-\ T ‘“\h‘\ T \3?5’5\\9\ T 600000
m/z--> 50 100 150 200 250 300 350 400
Abundance Scan 2256 (15.557 min): BF129243.D\data.ms (-
264.1 400000
Sub
50 200000
132.1
oL 780 J” 1941 | 401, 0
A e —
m/z--> 50 100 150 200 250 300 350 400 Time--> 15.60
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