Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129436.D

Acqg On : 29 Jul 2022 11:52
Operator : CG\JU

Sample : N3895-13

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Time: Jul 29 18:19:50 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Mon Jul 25 17:24:17 2022

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.881 152 172553 20.000 ng 0.00
21) Naphthalene-d8 8.169 136 696262 20.000 ng 0.00
39) Acenaphthene-di10 9.928 164 371720 20.000 ng 0.00
64) Phenanthrene-d10 11.416 188 617196 20.000 ng # 0.00
76) Chrysene-di12 14.063 240 386301 20.000 ng 0.00
86) Perylene-di12 15.562 264 378439 20.000 ng 0.01

System Monitoring Compounds

5) 2-Fluorophenol .516 112 1185526 111.920 ng
7) Phenol-dé .522 99 1542063 115.821 ng .00
23) Nitrobenzene-d5 .451 82 974254 76.384 ng .00

5 0.02
6 0
7 0
42) 2,4,6-Tribromophenol 10.722 330 425192 118.974 ng 0.00
9 0
3 0

45) 2-Fluorobiphenyl .245 172 1720754 71.611 ng .00
79) Terphenyl-di4 13.004 244 1622566 79.241 ng .00
Target Compounds Qvalue
19) n-Nitroso-di-n-propyla... 7.451 70 131580 16.324 ng # 73
25) Isophorone 7.451 82 969248 42.394 ng # 65
51) 2,6-Dinitrotoluene 9.928 165 48565 8.456 ng # 26
57) 2,4-Dinitrotoluene 9.928 165 48565 6.473 ng # 22
67) 4-Bromophenyl-phenylether 10.722 248 26262 3.886 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\BF072922\
Data File : BF129436.D

Acqg On : 29 Jul 2022 11:52
Operator : CG\JU

Sample : N3895-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Time: Jul 29 18:19:50 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Mon Jul 25 17:24:17 2022

Response via : Initial Calibration

Abundance TIC: BF129436.D\data.ms
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Abundance Scan 782 (6.886 min): BF129333.D\data.ms (-77 #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 6.881 min Scan# 7dgSidtnlEnls
Ref 50 115.0 Delta R.T. -0.005 min \A_|
78.0 Lab File: BF129436.D (GUCINEERTIEIH
Acq: 29 Jul 2022 11:52 RSN

‘ 131.8
0\\\‘i\\‘\‘\‘\\\“"\\\\‘\\\}‘\\\\‘\‘\‘\‘\

m/z--> 40 60 100 120 140 160 Tgt Ion:152 RESpZ 172553

Abundance  Scan 781(6.881m|n). BF129436.D\datams 100 Ratio Lower Upper
1500 152 100

150 161.3 123.7 185.5
115 68.8 49.9 74.9

Raw 50 115.0 B
undance
78.0
52.0 ‘ 300000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 781 (6.881 min): BF129436.D\data.ms (-76 200000 6.581
150.0
Sub
50 115.0 100000
52,0 780
Ol 951 | 1318 s
miz--> 40 60 80 100 120 140 160 Time--> 6.85 6.90
Abundance Scan 546 (5.498 min): BF129333.D\data.ms (-54 #5
112.0 2-Fluorophenol
Concen: 111.920 ng
64.0 RT: 5.516 min Scan# 549
Ref 50 Delta R.T. ©.018 min
92.0 Lab File: BF129436.D
Acq: 29 Jul 2022 11:52
0! i ‘\\“‘\‘M\\‘\‘\\‘\‘\\\\‘\\\\‘1\6\8?()\
miz--> 40 60 80 100 120 140 160 Tgt Ion:112 Resp: 1185526
Abundance  Scan 549 (5.516 min): BF129436.D\datams = 100 Ratio Lower Upper
112.0 112 100
64 64.2 53.3 79.9
64.0 63 32.9 28.0 42.0
Raw 50
Abundance
92.0 5516
39.1 1000000
0! ‘H‘”\‘MH‘\‘H\‘HH‘HH‘HH
m/z--> 40 60 80 100 120 140 160 800000
Abundance Scan 549 (5.516 min): BF129436.D\data.ms (-49
112.0 600000
64.0
Sub 400000
50
92.0 200000
38.1 ‘ L
0 H‘\“‘MH‘H‘\‘HH‘HH‘HH G\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160  Time—> 5.50 5.60
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Abundance Scan 719 (6.516 min): BF129333.D\data.ms (-71 #7

99.1 Phenol-d6
Concen: 115.821 ng
RT: 6.522 min Scan# 7[gEdtlEgies
Ref 50 Delta R.T. ©0.006 min |
1 Lab File: BF129436.D (@UEHEleIEERE
42.1 Acq: 29 Jul 2022 11:52 V=R
0 "‘\\}\“}‘\U‘\H\“H‘“H‘MHH‘HH‘HH‘HH‘HH‘H-‘Q‘
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion: 99 Resp: 1542063
Abundance  Scan 720 (6.522 min): BF129436.D\datams 10" Ratio Lower Upper
99.1 99 100
42 19.8 17.3  25.9
71  35.9 28.9 43.3
Raw 50
71.1 Abundance
42.1 6.422
0 H“}\‘M\‘M“Wm\}mWHWm_m‘mao‘?-ﬁ
miz--> 40 60 80 100 120 140 160 180 200 1000000
Abundance Scan 720 (6.522 min): BF129436.D\data.ms (-66
9d.1
sub 500000
50
711
42.1
ol ‘\\‘\;“1\‘\”\‘””‘HH\}HHWH_H‘WH_H?‘Q?‘? 0t — %
miz--> 40 60 80 100 120 140 160 180 200  Time--> 6.50 6.60

Abundance Scan 852 (7.298 min): BF129333.D\data.ms (-84 #19
105

05.0 n-Nitroso-di-n-propylamine
Concen: 16.324 ng
43.0 RT: 7.451 min Scan# 878
Ref 50 Delta R.T. ©.153 min
Lab File: BF129436.D
‘ ‘ Acq: 29 Jul 2022 11:52
ol Ly 701 2550 270 se71.
miz--> 50 100 150 200 250 300 350 400 T&t Ion: 70 Resp: 131580
Abundance  Scan 878 (7.451 min): BF129436.D\data.ms Ion Ratio Lower Upper
82.1 70 100
42 47.0 52.3 78 .5#
101 0.0 7.5 11.3#
Raw 50 130 1.9 16.1 24.1#
Abundance
7.451
0*”\‘H**‘\‘1‘3‘15%”H\wwwwwww”
m/z--> 100 150 200 250 300 350 400 100000
Abundance Scan 878 (7.451 min): BF129436.D\data.ms (-80
82.0
Sub 50000
50
0‘“\‘HH‘wleHHw*wmwwwww B REARERREEES
m/z--> 50 100 150 200 250 300 350 400 Time--> 7.40 7.45 7.50
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Abundance Scan 1000 (8.169 min): BF129333.D\data.ms (-9 #21

136.1 Naphthalene-d8

Concen: 20.000 ng

RT: 8.169 min Scan# 1At

Ref 50 Delta R.T. ©0.000 min |
Lab File: BF129436.D [(ClEhISEIlollEIl0f
541 108.1 Acq: 29 Jul 2022 11:52 USSR
0\\\“\\H\‘iw\‘\“’.w\\\‘\‘1\\‘\\1“’\\\]\_?\3\.\8\‘\\1\9\?.\8\\
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion:136 Resp: 696262
Abundance Scan 1000 (8.169 min): BF129436.D\datams 10" Ratio Lower Upper
136.1 136 100
137 10.9 8.8 13.2
54 7.8 7.5 11.3
Raw gg 68 5.6 4.7 7.1
Abundance
800000 8.169
541 781 10‘8'1 |
0\\\“\\}\‘M\‘\"HMH‘\‘\H‘\H“’HH‘HH‘HH’H\
miz--> 40 60 80 100 120 140 160 180 200 600000
Abundance Scan 1000 (8.169 min): BF129436.D\data.ms (-9
136.1
400000
Sub
50 200000
40 701 181 ;
ot e T
mlz--> 40 60 80 100 120 140 160 180 200 Time--> 8.15 8.20

Abundance Scan 878 (7.451 min): BF129333.D\data.ms (-87 #23

82.0 Nitrobenzene-d5
Concen: 76.384 ng
54.1 RT: 7.451 min Scan# 878
Ref 50 128.1 Delta R.T. ©.000 min
Lab File: BF129436.D
98.1 Acq: 29 Jul 2022 11:52
oL 200 || esn, | | 1120 |
T 1T ‘ T ‘ T ‘ T T T ’ T T ‘ T T ‘
miz--> 40 60 80 100 120 Tgt Ion: .82 Resp: 974254
Abundance  Scan 878 (7.451 min): BF129436.D\datams = 100 Ratio Lower Upper
82.1 82 100
128 45.3 34.0 51.0
54 51.5 46.9 70.3
Raw 5 54.1 128.1
Abundance
7.451
981 1000000
0 49'\1 . ‘ . 68‘1 ol ‘ 112.1 .
T 1T ‘ T T ‘ T ‘ T T T ’ T 1T ‘ T T T ‘ 800000
m/z--> 40 60 80 100 120
Abundance Scan 878 (7.451 mingzl?;1|-3129436.D\data.ms (-82 600000
Sub 541 400000
u 50 ' 128.1
200000
98.1
oL %00 || el | | 1121 | 0
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘ ‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 40 60 80 100 120 Time-->  7.357.40 7.45 7.50
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Abundance Scan 922 (7.710 min): BF129333.D\data.ms (-91 #25
82.0 Isophorone
Concen: 42.394 ng
RT: 7.451 min Scan# 81l e
Ref 50 Delta R.T. -0.259 min |
Lab File: BF129436.D [(ClEhISEIlollEIl0f
39.0 54.1 1381  Acq: 29 Jul 2022 11:52 [RAVSEES
ol ‘\“‘ el 10721231
m/z--> 60 80 100 120 140 T8t Ion: 82 Resp: 969248
Abundance Scan878(7451num BF129436.D\datams | 100 Ratio Lower Upper
82.1 82 100
95 0.0 5.7 8.5#
138 0.0 14.2 21.2#
Raw 5o 54.1 128.1
Abundance
981 1000000 7.451
ol 89 ‘ : o, el uso |
miz--> 40 60 80 100 120 140 800000
Abundance Scan 878 (7.451 mg%.fF129436.D\data.ms (-87 600000
400000
Sub gy 541 128.1
200000
98.1
0+ ggﬁ‘“J”\‘”M“N“‘J\‘;;gq‘ T T T T
miz--> 40 60 80 100 120 140 Time->  7.40 7.45 7.50
Abundance Scan 1299 (9.927 min): BF129333.D\data.ms (-1 #39
162.1 Acenaphthene-di10
Concen: 20.000 ng
RT: 9.928 min Scan# 1299
Ref 50 Delta R.T. ©.000 min
Lab File: BF129436.D
80.0 Acq: 29 Jul 2022 11:52
0 54\0 [yl 1060 13%1 1l .
miz--> 45 60 80 160 120 140 160 180 200 T8t Ton:164 Resp: 371720
Abundance Scan 1299 (9.928 min): BF129436.D\datams | 10" Ratio Lower Upper
162.1 164 100
162 101.8 79.5 119.3
160 43.0 34.2 51.4
Raw 50
Abundance
80.1 9.928
0 54 1\‘\ HH‘ 108 1 13% 1 Ll 400000
m/z--> 40 eb 80 160 120 140 160 180 200 300000
Abundance Scan 1299 (9.928 min): BF129436.D\data.ms (-1
162.1
200000
Sub
50
100000
80.1
54.0 1061 1321 |
Ottt bt e e O ——— T
miz--> 40 60 80 100 120 140 160 180 200 Time--> 9.90 10.00
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Abundance Scan 1434 (10.722 min): BF129333.D\data.ms (- #42

331.¢| 2,4,6-Tribromophenol
Concen: 118.974 ng
RT: 10.722 min Scan#t 14gigiipl=gles
Ref 50; 620 Delta R.T. ©0.000 min
140.9 Lab File: BF129436.D (GUEHISEIIEIEIE
221.9 Acq: 29 Jul 2022 11:52 KV
ol 18 | |2746
m/z--> 50 100 150 200 250 300 Tgt Ion:33@ Resp: 425192
Abundance Scan 1434 (10.722 min): BF129436.D\data.ms 19" Ratlo Lower Upper
3306 330 100
332 102.4 76.8 115.2
141 34.9 28.0 42.0
Raw 50
Abundance
500000 10.722
o! 400000
miz--> 50 100 150 200 250 300
Abundance Scan 1434 (10.722 min): BF129436.D\data.ms (- 300000
200000
Sub
100000
7\\\\‘\\\\‘\\\\\
miz--> 50 100 150 200 250 300 Time--> 10.70 10.80

Abundance Scan 1183 (9.245 min): BF129333.D\data.ms (-1 #45

172.1 | 2-Fluorobiphenyl
Concen: 71.611 ng
RT: 9.245 min Scan# 1183
Ref 50 Delta R.T. ©.000 min
Lab File: BF129436.D
Acqg: 29 Jul 2022 11:52
0 39'0 1 63\'0 MHSE\)\:O‘ - 12\0'9 | 14\.(\3\\\0 | !
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ . .
m/z--> 40 60 80 100 120 140 160 180 8t Ion:172 Resp: 17208754
Abundance Scan 1183 (9.245 min): BF129436. D\datams = 10N Ratlo Lower Upper
1721 | 172 100
171 35.1 28.8 43.2
170 23.7 19.8 29.8
Raw 50
Abundance
9.245
0 5]T'O 1 85\\.0 129'0 | 14\6\\1 ! ‘
\H“\\‘H“\H‘\‘\‘H‘\“\‘\H‘\”H\‘\‘\‘\‘\“H T
m/z--> 40 60 80 100 120 140 160 180 1500000
Abundance Scan 1183 (9.245 min): BF129436.D\data.ms (-1
D
1.1 1000000
Sub
50 500000
ol 510 850 1200 1511 |
A e e R A A ma
miz--> 40 60 80 100 120 140 160 180 Time--> 9.20 9.25 9.30
BF129436.D 8270-BF072522.M Fri Jul 29 18:20:02 2022
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Abundance Scan 1263 (9.716 min): BF129333.D\data.ms (-1 #51

165.0 2,6-Dinitrotoluene
Concen: 8.456 ng
89.0 RT: 9.928 min Scan#t 1lfSigtinlEles
63.0 : :
Ref 50 Delta R.T. 0.212 min \A_
1210 Lab File: BF129436.D [(ClEhISEIlollEIl0f
39.0 ‘ ‘ ‘ Acq: 29 Jul 2022 11:52 KV
0\\\“"‘\\\\‘\h\\“\“‘\H\\\‘1”‘1\\H"\\\‘\‘\\\\‘\‘\\\‘\\
m/z--> 40 60 80 100 120 140 160 180 18t Ion:165 Resp: — 48565
Abundance Scan 1299 (9.928 min): BF129436.D\datams 10" Ratio Lower Upper
162.1 165 100
63 1.3 44.9 67.3#%
89 1.7 43.6  65.44%
Raw 50
Abundance
80.1 9.928
541 | 10811321 | 50000
0\\\’\\\\‘}}\}““\\\\‘\\\\’\\\‘\‘\\\\ \\\‘\\
miz--> 40 60 80 100 120 140 160 180 40000
Abundance Scan 1299 (9.928 min): BF129436.D\data.ms (-1
162.1 30000
Sub 20000
50
10000
80.1
54.1 106.1 132.1 ‘
Ottt e et el L
miz--> 40 60 80 100 120 140 160 180 Time--> 990 9.95

Abundance Scan 1332 (10.122 min): BF129333.D\data.ms (- #57
16

0.0 2,4-Dinitrotoluene
Concen: 6.473 ng
89.0 RT: 9.928 min Scan# 1299
Ref 50 63.0 Delta R.T. -0.194 min
Lab File: BF129436.D
119.0139.0 Acq: 29 Jul 2022 11:52
GH"‘“H"‘M‘\‘H\‘H\i}H“"""““HH"HH“"\H‘\H‘
m/z--> 40 60 80 100 120 140 160 180 18t Ion:165 Resp: 48565
Abundance Scan 1299 (9.928 min): BF129436.D\datams 10N Ratio Lower Upper
162.1 165 100
63 1.3  39.8 59.6#
89 1.7 60.2 90.2#
Raw 5o 182 9.0 2.2 3.2#
Abundance
80.1 9.928
ol oy 10811321 50000
miz--> 4‘0 eb 80 160 120 140 160 180 40000
Abundance Scan 1299 (9.928 min): BF129436.D\data.ms (-1
162.1 30000
Sub 20000
50
10000
80.1
o 541 | 1061 1321 | o
miz--> 4‘0 60 80 100 120 140 160 180 Time--> 9.90 9.95
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Abundance Scan 1552 (11.416 min): BF129333.D\data.ms (- #64

188.1 Phenanthrene-di10
Concen: 20.000 ng
RT: 11.416 min Scan# 1{Eigial=lies
Ref 50 Delta R.T. ©0.000 min \A_
Lab File: BF129436.D |(®lEIEEIsliEl0f
80.0 158.1 Acq: 29 Jul 2022 11:52 USSR
0l421 , | | 1181 ? | .
T ‘ T T T T T T T T T T i ‘ T T T T ‘ T T
m/z--> 50 100 150 200 250 Tgt IOFIZ:!.88 RESpZ 617196
Abundance Scan 1552 (11.416 min): BF129436.D\datams 100 Ratio lLower Upper
188.2 188 100
94 11.0 7.0 10.6#
80 12.1 7.6 11.4%
Raw 50
Abundance
80.1 11.416
0 42'1“ J u‘. ‘\‘ 122"1 15?1 m 600000
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
Abundance Scan 1552 (11.416 min): BF%829£;36.D\data.ms 400000
sub 200000
80.0
oL 420 A u‘ \‘ 1180 15?1 01
\‘\\\ \\\\‘\\\\‘\\\\‘\\ \\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 Time-> 11.40 11.45
Abundance Scan 1474 (10.957 min): BF129333.D\data.ms (- #67
141.1 248.0 4-Bromophenyl-phenylether
77.0 Concen: 3.886 ng
RT: 10.722 min Scan# 1434
Ref 50 Delta R.T. -0.235 min

Lab File: BF129436.D
‘ Acq: 29 Jul 2022 11:52
H ‘H oy MM It Jjﬂg i

miz--> 50 100 150 200 250 300 Tgt Ion:248 Resp: 26262

Abundance Scan 1434 (10.722 min): BF129436.D\data.ms ;Zg ig'gio Lower Upper

250 200.0 80.6 120.8#
141 538.1 58.9 88.3#

O

Raw 50

Abundance

150000

0,
m/z--> 50 100 150 200 250 300
Abundance Scan 1434 (10.722 min): BF129436.D\data.ms (- 100000

Sub 50000

miz--> 50 100 150 200 250 300 Time--> 10.70 10.75

BF129436.D 8270-BF072522.M Fri Jul 29 18:20:03 2022 Page 9



Abundance Scan 2003 (14.068 min): BF129333.D\data.ms (- #76

240.2 Chrysene-d12
Concen: 20.000 ng
RT: 14.063 min Scan#t ¢Sl
Ref 50 Delta R.T. -0.006 min |
Lab File: BF129436.D [(ClEhISEIlollEIl0f
120.1 Acq: 29 Jul 2022 11:52 KV
04— ‘6\6\0\ i"‘\h‘! T }??l‘}\“\“““‘ T T \.‘ LB
m/z--> 50 100 150 200 250 300 350 gt Ion:240 Resp: 3863601
Abundance Scan 2002 (14.063 min): BF129436.D\datams | 10N Ratlo Lower Upper
240.2 240 100
120 11.8 8.9 13.3
236 25.1 20.8 31.2
Raw 50
Abundance
14.063
120.1
o780 | 198.1 || 28113281 400000
\\‘\\\\’\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\
mlz--> 50 100 150 200 250 300 350
Abundance Scan 2002 (14.063 min): BF129436.D\data.ms (1 300000
240.2
200000
Sub
50
100000
120.1
0 78q \‘ hH 170.1 Ll 281.1 354. 01
et porrete el S8 S 99 e
m/z--> 50 100 150 200 250 300 350 Time-> 14.00  14.10

Abundance Scan 1822 (13.004 min): BF129333.D\data.ms (- #79

244.2 Terphenyl-di4
Concen: 79.241 ng
RT: 13.004 min Scan# 1822
Ref 50 Delta R.T. ©0.000 min
Lab File: BF129436.D
122.1 Acq: 29 Jul 2022 11:52
160.1 212.2
\4%%‘ T ‘\SQ\H.]\-” T h\ ‘\‘ Tl “‘1‘ =TT “ \‘ \‘\ H\L‘“ L
miz--> 50 100 150 200 250 Tgt IOI’]Z?44 Resp: 1622566
Abundance Scan 1822 (13.004 min): BF129436.D\datams 190 Ratio Lower Upper
244.2 244 100
212 7.4 6.1 9.1
122 13.8 8.8 13.2#
Raw 50
Abundance
13.004
1221 1500000
421 801 | 160.1 21‘2.2 | 281
ot “‘\‘\‘\H \”‘h\ il “\‘\ T \“ f \‘\H\““ T
m/z--> 50 100 150 200 250
Abundance Scan 1822 (13.004 min): BF129436.D\data.ms (- 1000000
244.2
Sub 500000
122.1
160.1 212.2
420 8oL LU T eel e S=e=EaE
miz--> 50 100 150 200 250 Time--> 12.90 13.00 13.10
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Abundance Scan 2255 (15.551 min): BF129333.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. 0.012 min |
1321 Lab File: BF129436.D [(ClEhISEIlollEIl0f
' Acq: 29 Jul 2022 11:52 KV
0 5?9 i \” 204. ol .
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ . .
m/z--> 50 100 150 200 250 300 350 400 '8t Ion:264 Resp: 378439
Abundance Scan 2257 (15.562 min): BF129436.D\datams | 10N Ratlo Lower Upper
264.2 264 100
260 23.9 18.4 27.6
265 21.6 17.2 25.8
Raw 50
Abundance
(O \‘15‘1\.::-\"\ “ \‘H\ ‘“\ TTT \2\(‘)7.\1\“\ “”L\ IR \\3\4\1‘0\\ T \4‘.]\-6\
m/z--> 50 100 150 200 250 300 350 400 200000
Abundance Scan 2257 (15.562 min): BF129436.D\data.ms (-
264.1
Sub 100000
50
132.0
ol 780 | 2041 | 3131 3792 0
e T
miz--> 50 100 150 200 250 300 350 400 Time--> 15.50 15.60
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