Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120720\
Data File : BF122575.D

Acqg On : 7 Dec 2020 16:51
Operator : JU/CG

Sample : L4960-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Time: Dec 07 17:31:17 2020

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Mon Dec 07 12:08:49 2020

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.840 152 154928 20.00 ng 0.00
21) Naphthalene-d8 8.122 136 606585 20.00 ng 0.00
39) Acenaphthene-di10 9.875 164 325262 20.00 ng 0.00
64) Phenanthrene-d10 11.363 188 606841 20.00 ng 0.00
76) Chrysene-di12 13.998 240 496777 20.00 ng -0.01
86) Perylene-di12 15.463 264 410420 20.00 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.451 112 472492 48.28 ng 0.00

7) Phenol-dé6 6.463 99 341447 26.31 ng -0.02
23) Nitrobenzene-d5 7.404 82 1046989 86.48 ng 0.00
42) 2,4,6-Tribromophenol 10.669 330 375640 88.23 ng 0.00
45) 2-Fluorobiphenyl 9.198 172 1913091 79.55 ng 0.00
79) Terphenyl-di4 12.951 244 1802787 63.52 ng 0.00

Target Compounds Qvalue
19) n-Nitroso-di-n-propyla... 7.404 70 140929 18.96 ng # 76
25) Isophorone 7.404 82 1039513 49.85 ng # 65
51) 2,6-Dinitrotoluene 9.875 165 41253 7.52 ng # 31
57) 2,4-Dinitrotoluene 9.875 165 41253 5.64 ng # 25
67) 4-Bromophenyl-phenylether 10.663 248 23120 2.81 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\BF120720\
Data File : BF122575.D

Acqg On : 7 Dec 2020 16:51
Operator : JU/CG

Sample : L4960-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Time: Dec 07 17:31:17 2020

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Mon Dec 07 12:08:49 2020

Response via : Initial Calibration

Abundance TIC: BF122575.D\data.ms
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Abundance Scan 808 (6.840 min): BF122560.D\data.ms (-80

150.0

Ref 50 115.0
52.1 78.1
0+ \‘i T \‘!‘\‘ T \“\‘\9§.‘9\ T 1‘ T \1\3\2\0‘ T \“\“\ T
Miz-> 40 60 80 100 120 140 160
Abundance  Scan 808 (6.840 min): BF122575.D\data.ms

150.0

#1

1,4-Dichlorobenzene-d4
Concen: 20.00 ng

RT: 6.840 min Scan# 808
Delta R.T. -0.000 min

Lab File: BF122575.D
Acq: 7 Dec 2020 16:51

Tgt Ion:152 Resp: 154928
Ion Ratio Lower Upper
152 100

156 156.2 125.8 188.6
115 58.9 49.3 73.9

Raw 50
T Ao
521 78.0 5
0\\\‘i\\‘!‘\“\\\“!“\‘\\9?-‘9\\\}“\\\\‘\\‘\“\‘\ /
m/z--> 40 60 80 100 120 140 160
Abundance 200000
150.0
Sub 50 100000
115.0
52.1 78.0
o) VSR TSR] I L1 R SR | .. —
m/z--> 40 60 80 100 120 140 160 Time--> 6.80 6.85 6.90

Abundance Scan 573 (5.457 min): BF122560.D\data.ms (-56
1

112.0

64.0
Ref 50
s ]
0H‘\H“‘M‘MMHM‘m“h‘\“\“” \“HH‘HH‘HH‘HH‘H-H
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 572 (5.451 min): BF122575.D\data.ms

112.0

#5

2-Fluorophenol

Concen: 48.28 ng

RT: 5.451 min Scan# 572
Delta R.T. -0.006 min

Lab File: BF122575.D
Acq: 7 Dec 2020 16:51

Tgt Ion:112 Resp: 472492
Ion Ratio Lower Upper
112 100

64 56.8 46.9 70.3
63 28.7 24.5 36.7

64.0
Raw 50
Abundance
5.451
38.0 “ ‘ ‘ 400000
0“W‘””W“”WW‘H\H“M‘H\H“M‘H\‘H‘M‘H
m/z--> 40 60 80 100 120 140 160 180 200
Abundance 300000
112.0
200000
Sub 64.0
50
100000
39.1 i
O e e T L A IR
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 540 550 5.60

BF122575.D 8270-BF120520.M
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Abundance Scan 747 (6.481 min): BF122560.D\data.ms (-73 #7

99.1 Phenol-d6
Concen: 26.31 ng
RT: 6.463 min Scan# 744
Ref 50 Delta R.T. -0.018 min
Lab File: BF122575.D
42.1 Acq: 7 Dec 2020 16:51
0 T Hh‘h "H ‘\ “H\‘ T \“‘ T T T T ‘ T T T T i T T T T ’ T T T .\-
m/z--> 50 100 150 200 250 Tgt Ion:‘99 RESpZ 341447
Abundance  Scan 744 (6.463 min): BF122575.D\data.ms | 100 Ratio Lower Upper
99.1 99 100
42 16.6 13.8 20.6
71 32.5 26.9 40.3
Raw 50
Abundance
42.1
0 ‘H“‘ "H ‘\ ‘H T T ‘ T T T T ‘ T T T T ’ T T T T ’ T 2\8\]"\1
miz-> 50 100 150 200 250 300000
Abundance
991 200000
Sub
50 100000
42.1
ol 4 281 0
miz--> 50 100 150 200 250 Time--> 6.40 6.50 6.60

Abundance Scan 880 (7.263 min): BF122560.D\data.ms (-87 #19

70.1 n-Nitroso-di-n-propylamine
Concen: 18.96 ng
RT: 7.404 min Scan# 904
Ref 50 Delta R.T. 0.141 min
30.1 Lab File: BF122575.D
\ Acq: 7 Dec 2020 16:51
oL Ll 19312489 5270 aoro azs,
miz--> 50 100 150 200 250 300 350 400 450  Tgt Ion: 70 Resp: 146929
Abundance  Scan 904 (7.404 min): BF122575.D\datams | 100 Ratio Lower Upper
82.1 70 100
42 42.9 43.0 64.4#
101 0.0 7.9 11.9%#
Raw 50 130 2.1 18.5 27.7#
Abundance
7.404
0\}“\\‘\\l‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 100000
Abundance
82.1
Sub 50000
50
ol O e
m/z--> 50 100 150 200 250 300 350 400 450 Time--> 7.357.407.457.50
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Abundance Scan 1027 (8.128 min): BF122560.D\data.ms (-1 #21

136.1 Naphthalene-d8
Concen: 20.00 ng
RT: 8.122 min Scan# 1026
Ref 50 Delta R.T. -0.006 min
Lab File: BF122575.D
54"1 g1 1081 | Acq: 7 Dec 2020 16:51
Obrrrrrth M\“HMH A
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ton:136 Resp: 606585
Abundance Scan 1026 (8.122 min): BF122575.D\data.ms | 100 Ratio Lower Upper
136.1 136 100
137 11.0 8.8 13.2
54 7.6 5.5 8.3
Raw g 68 5.9 4.6 6.8
Abundance
108.1 8122
54.1 .
0*“w*H‘MWT%%*H\‘EH\‘WH\‘H*\H“\H“M“‘ 600000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
136.1 400000
Sub
50 200000
54.1 7g1 108.1
O e e e OV“‘\ T T T
miz--> 40 60 80 100 120 140 160 180 200 Time-> 8.10 8.20

Abundance Scan 905 (7.410 min): BF122560.D\data.ms (-89 #23
821 Nitrobenzene-d5
Concen: 86.48 ng
RT: 7.404 min Scan# 904

Ref 50 54.0 1281  pelta R.T. -0.006 min
Lab File: BF122575.D
98.1 Acq: 7 Dec 2020 16:51
ol 0 ll_eet, | ouesl |
rs 0 60 80 100 120 Tgt Ion: 82 Resp: 1046989
Abundance  Scan 904 (7.404 min): BF122575.D\datams | 100 Ratio Lower Upper
82.1 82 100

128 47.4 37.0 55.4
54 47.2 38.4 57.6

Raw 5g 54.1 128.1
Abundance
08.1 1000000
L1 e uaa
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 800000
Abundance
82.1 600000
400000
Sub 54.1 1281
200000
98.1
0 40.0 68.1 112.1 0
< T B T
miz--> 40 60 80 100 120 Time--> 7.40 750
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Abundance Scan 949 (7.669 min): BF122560.D\data.ms (-94 #25

821 Isophorone
Concen: 49.85 ng
RT: 7.404 min Scan#t 904
Ref 50 Delta R.T. -0.265 min
Lab File: BF122575.D
39.1 138.1 Acq: 7 Dec 2020 16:51
0H\‘i“\\‘\“‘\‘\“H\H“‘\H‘\‘:I-\:L\Q-\()“HH“HH‘HH‘HH‘H.\\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion: 82 Resp: 1039513
Abundance  Scan 904 (7.404 min): BF122575D\datams | 100 Ratlo Lower Upper
82.1 82 100
95 0.0 5.8 8.6#
138 0.0 14.6 21.8#
Raw 50 54.1 128.1
Abundance
1000000 7.404
0\\\i‘\\\‘\‘\\‘\\‘“‘\\\\“\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 800000
Abundance
82.1 600000
400000
sub 1 541 128.1
200000
Ol bbb e e e
miz--> 40 60 80 100 120 140 160 180 200  Time--> 7.40 750

Abundance Scan 1325 (9.881 min): BF122560.D\data.ms (-1 #39

162.1 | Acenaphthene-die

Concen: 20.00 ng

RT: 9.875 min Scan# 1324
Ref 50 Delta R.T. -0.006 min

Lab File: BF122575.D

80.1 Acq: 7 Dec 2020 16:51

O+ “\ \sﬁwo‘ M T 1”“‘\ o \]‘-0\§§l\ T \1\3\‘2‘11‘ T T \‘“
miz--> 40 60 80 100 120 140 160 Tgt Ion:164 Resp: 325262

Abundance Scan 1324 (9.875 min) BF122575 D\datams 10N Ratio  Lower Upper
162.1 164 100

162 103.5 80.8 121.2
160 44.2 35.4 53.0

Raw 50
Abundance
80.1 9.875
0 | 5ﬁ0 N HH‘ 106.1 13%1 L
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 300000
Abundance
16g.1 200000
Sub
50 100000
80.1
o 54.0 106.1 132.1 0
T T e T T A B A
miz--> 40 60 80 100 120 140 160  Time-> 9.80 9.90 10.00
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Abundance Scan 1460 (10.675 min): BF122560.D\data.ms (- #42

2,4,6-Tribromophenol
Concen: 88.23 ng

RT: 10.669 min Scan# 1459
Delta R.T. -0.006 min

Lab File: BF122575.D

Acq: 7 Dec 2020 16:51

Ref 50

0,
m/z--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 375640

Abundance Scan 1459 (10.669 min): BF122575.D\datams =~ 10N Ratio Lower Upper
3206 330 100

332 96.0 77.5 116.3
141 29.2 23.8 35.8

Raw 50
Abundance
62.0 .
‘ 140.9 2219 10.569
0 T ‘\ : }H \“\ U ‘ \‘ T \H“ \“ N T ‘ T U“H\ T ‘l“ T 17T ‘ T
miz-> 50 100 150 200 250 300 300000
Abundance
3298 500000
Sub
50 100000
62.0
1430 221.9 L
o 103.9 0 AN
SR WS L. S DY N —— e
miz--> 50 100 150 200 250 300 Time—>  10.60  10.80

Abundance Scan 1210 (9.204 min): BF122560.D\data.ms (-1 #45

172.1 | 2-Fluorobiphenyl

Concen: 79.55 ng

RT: 9.198 min Scan# 1209
Ref 50 Delta R.T. -0.006 min

Lab File: BF122575.D

51.0 850 ;00 133.0152.1 Acq: 7 Dec 2020 16:51

0 T i "\ -t T \h\ T “ P T \“\‘w‘\“ T
miz--> 40 60 80 100 120 140 160 180 T8t Ion:172 Resp: 1913091

Abundance Scan 1209 (9.198 min): BF122575 D\datams ~ 1ON Ratio  Lower Upper
1721 172 100

171 36.5 29.6 44.4
170 24.4 19.5 29.3

Raw 50
Abundance
51.1 85.0 120.1 1461
0\ TT ‘ T \H\ T "\ T \‘H} ‘ \h\ TT ’ T T 1T “ TT \‘\ ’ \‘\“\‘ T ‘ T \‘ 1500000
m/z--> 40 60 80 100 120 140 160 180
Abundance
1721 1000000
Sub
50 500000
o 51.1 85.0 1201 146.1 o
\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\ \\\‘\\\\‘\\\\‘\\\\‘
miz--> 40 60 80 100 120 140 160 180 Time--> 9.15 9.20 9.25
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Abundance Scan 1289 (9.669 min): BF122560.D\data.ms (-1 #51

165.0 2,6-Dinitrotoluene
Concen: 7.52 ng
RT: 9.875 min Scan# 1324
Ref 50 63.0 83.1 Delta R.T. 0.206 min
Lab File: BF122575.D
39.0 121.0 Acq: 7 Dec 2020 16:51
0\\\‘,‘\\h\‘\‘!“\\\H“\”\‘\\‘Mu,‘\u‘\‘\!u‘\‘\u‘u
m/z--> 40 60 80 100 120 140 160 180 18t Ion:165 Resp: 41253
Abundance Scan 1324 (9.875 min): BF122575 D\data.ms | 10N Ratio Lower Upper
1621 165 100
63 1.5 36.6 55.0#
89 1.3 39.4 59.0#
Raw 50
Abundance
80.1 9.875
Obrpo O 081 1820 L 0000
mlz--> 40 60 80 100 120 140 160 180
Abundance 30000
162.1
20000
Sub 50
10000
80.1
o 54.0 106.1 132.1 0 .
miz--> 40 60 80 100 120 140 160 180 Time--> 9.85 9.90

Abundance Scan 1357 (10.069 min): BF122560.D\data.ms (- #57

165.0 2,4-Dinitrotoluene
89.1 Concen: 5.64 ng
RT: 9.875 min Scan# 1324
Ref 50 63.0 Delta R.T. -0.194 min
119.0 Lab File: BF122575.D
39 Acq: 7 Dec 2020 16:51
0““"“H“‘U"H}H‘i‘“""““““‘]‘-3‘?‘()‘“"‘!“““
m/z--> 40 60 80 100 120 140 160 180 I8t Ion:165 Resp: 41253
Abundance Scan 1324 (9.875 min): BF122575.D\datams | 100 Ratio Lower Upper
162.1 165 100
63 1.5 34.3 51.5#
89 1.3 55.2 82.8#
Raw 5o 182 8.0 2.2 3.2#
Abundance
80.1 9.875
54.0 132.1
0\\\’\\\\‘}‘}\}”“‘\\\\J-’O\G\\J-\‘\\\\‘\\\}‘ \\\‘\\\ 40000
m/z--> 40 60 80 100 120 140 160 180
Abundance 30000
162.1
20000
Sub
50
10000
80.1
o 54.0 106.1 132.1
T — G
miz--> 40 60 80 100 120 140 160 180 Time--> 9.85 9.90
BF122575.D 8270-BF120520.M Mon Dec ©7 17:31:32 2020
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Abundance Scan 1578 (11.369 min): BF122560.D\data.ms (1 #64

188.2 Phenanthrene-di10
Concen: 20.00 ng
RT: 11.363 min Scan# 1577
Ref 50 Delta R.T. -0.006 min
Lab File: BF122575.D
80.1 160.1 Acq: 7 Dec 2020 16:51
0 H‘\.H\‘\‘\H‘“‘\\‘H\‘H\\‘1\3\\‘2\.‘1\\\\‘““\\H“\‘“HH‘HH‘HH"\
m/z--> 40 60 80 100 120 140 160 180 200 220240 18t Ion:188 Resp: 606841
Abundance Scan 1577 (11.363 min): BF122575.D\data.ms | 10N Ratio Lower Upper
188.2 188 100
94 9.4 7.4 11.2
80 9.8 8.2 12.4
Raw 50
Abundance
11.863
80.1 160.1
0 \4\.‘2\.\1-\\‘\‘\H“‘\\H\‘\\\\‘]-\3\\2\.‘1\\H‘“‘\\H‘\“MH‘HH‘\\H‘\ 600000
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance
188.2 400000
Sub
50 200000
80.1 160.1
0 52.0 132.1
L e e T
m/z--> 40 60 80 100 120 140160 180 200 220 240 Tjme--> 11.30 11.35 11.40

Abundance Scan 1500 (10.910 min): BF122560.D\data.ms (- #67

248.0 4-Bromophenyl-phenylether
1411 Concen: 2.81 ng
77.1 RT: 10.663 min Scan# 1458
Ref 50 Delta R.T. -0.247 min
Lab File: BF122575.D
39.1’ ‘ Acq: 7 Dec 2020 16:51
oL JL b “““L“M““‘M\ e ‘;\M‘H‘W‘g-?‘ NN | S -
miz--> 50 100 150 200 250 300 Tgt Ion:248 Resp: 23120
Abundance Scan 1458 (10.663 min): BF122575.D\datams | 10N Ratio Lower Upper
320¢ 248 100
250 203.7 76.8 115.2#
141 504.4 59.8 89.8#
Raw 50 62.0
140.9 Abundance
221.9
0 . ‘\‘ \i‘ 1‘ M \‘\]‘uo‘z‘ﬁ% . }h‘ ‘H\‘M‘ T Uhh‘ ‘\l\\ I 100000
miz--> 50 100 150 200 250 300
Abundance
329.¢
50000
Sub 62.0 I
% 140.9 10,663
221.9 ‘
LS L B S NSRRI
miz--> 50 100 150 200 250 300 Time--> 10.65 10.70
BF122575.D 8270-BF120520.M Mon Dec 07 17:31:33 2020
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Abundance Scan 2027 (14.010 min): BF122560.D\data.ms (- #76

240.2 Chrysene-d12
Concen: 20.00 ng
RT: 13.998 min Scan#t 2025
Ref 50 Delta R.T. -0.012 min
Lab File: BF122575.D
120.1 Acq: 7 Dec 2020 16:51
(o} \5‘4\0 880“\”“‘\‘ T ‘1\79\1\2‘03\“\‘””“‘ T T
m/z--> 50 100 150 200 250 Tgt IOI’]Z?40 RESpZ 496777
Abundance Scan 2025 (13.998 min): BF122575.D\data.ms | 10N Ratio Lower Upper
240.2 240 100
120 11.9 8.6 12.8
236 25.2 20.3 30.5
Raw 50
Abundance
500000 13.098
120.1
52.1 880“ | 1561 2081 MH\ 281.1
T T ‘ T T T T T T T T ‘ T T T T ‘ T T T ‘ T T T T 400000
m/z--> 50 100 150 200 250
Abundance
2402 300000
200000
Sub
50
100000
120.1
042.0 760 156.1 2081 0
— T e L
m/z--> 50 100 150 200 250 Time--> 14.00 14.10

Abundance Scan 1848 (12.957 min): BF122560.D\data.ms (- #79

244.2 Terphenyl-di4
Concen: 63.52 ng
RT: 12.951 min Scan# 1847
Ref 50 Delta R.T. -0.006 min
Lab File: BF122575.D
122.1 Acq: 7 Dec 2020 16:51
0\4?‘]-\ \82\\1‘ \ \ T \]_‘6\}‘2\]_\2\ ‘]-\)2\‘ HM‘ T T T ‘ UL ‘
mlz-—-> 50 100 150 200 250 300 Tgt IOI’]Z%44 Resp: 1802787
Abundance Scan 1847 (12.951 min): BF122575.D\datams | 100 Ratio Lower Upper
244.2 244 100
212 7.4 5.7 8.5
122 11.5 8.3 12.5
Raw 50
Abundance
1221 12.951
541 7" 1981 | ppap aam: 1500000
\\‘\\\\‘\\\\‘\\\\‘\ ‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300
Abundance
244.2 1000000
sub o 500000
122.1 k
ol 541 198.1 341 0 U
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\\\
m/z-—-> 50 100 150 200 250 300 Time--> 12.90 13.00 13.10
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Abundance Scan 2275 (15.468 min): BF122560.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.00 ng

RT: 15.463 min Scan# 2274

Ref 50 Delta R.T. -0.006 min
Lab File: BF122575.D
1321 Acq: 7 Dec 2020 16:51
010\? \7\6\0\ I \H\ “H\ T \1\8(\)\0’ \2\28\:\L M‘\ T
m/z--> 50 100 150 200 250 300 Tst Ton:264 Resp: 410420
Abundance Scan 2274 (15.463 min): BF122575.D\datams | 10N Ratlo Lower Upper
264.2 264 100

260 22.9 18.6 28.0
265 21.7 17.0 25.6

Raw 50
Abundance
132.1
300000
o571 951 | 167.1 207.0 ‘H 309.
\‘\\\\\\ \\\\’\\\\’\\\\’\
m/z--> 50 100 150 200 250 300
Abundance
2641 200000
sub 100000
132.1
043.1 81.1 167.1204.0 309. 0 -
L o A A an e T —
m/z--> 50 100 150 200 250 300 Time--> 15.40 15.60
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