Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122320\
Data File : BF122835.D

Acqg On : 23 Dec 2020 16:41
Operator : JU/CG

Sample : PB133783BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Time: Dec 23 17:16:17 2020

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

QLast Update : Tue Dec 15 18:14:23 2020

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.816 152 174963 20.00 ng 0.00
21) Naphthalene-d8 8.098 136 677216 20.00 ng -0.01
39) Acenaphthene-di10 9.857 164 361495 20.00 ng 0.00
64) Phenanthrene-d10 11.345 188 677826 20.00 ng 0.00
76) Chrysene-di12 13.986 240 665104 20.00 ng 0.00
86) Perylene-di12 15.445 264 687469 20.00 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.445 112 1151205 104.17 ng 0.01

7) Phenol-dé6 6.451 99 1425601 97.26 ng 0.00
23) Nitrobenzene-d5 7.380 82 918252 67.93 ng -0.01
42) 2,4,6-Tribromophenol 10.651 330 501801 106.05 ng 0.00
45) 2-Fluorobiphenyl 9.180 172 1752109 65.56 ng 0.00
79) Terphenyl-di4 12.933 244 2045234 53.83 ng 0.00

Target Compounds Qvalue
19) n-Nitroso-di-n-propyla... 7.380 70 121502 14.47 ng # 78
25) Isophorone 7.380 82 918242 39.44 ng # 65
51) 2,6-Dinitrotoluene 9.857 165 46648 7.65 ng # 31
57) 2,4-Dinitrotoluene 9.857 165 46648 5.74 ng # 25
67) 4-Bromophenyl-phenylether 10.645 248 31431 3.42 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\BF122320\
Data File : BF122835.D

Acqg On : 23 Dec 2020 16:41
Operator : JU/CG

Sample : PB133783BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Time: Dec 23 17:16:17 2020

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

QLast Update : Tue Dec 15 18:14:23 2020

Response via : Initial Calibration

Abundance TIC: BF122835.D\data.ms
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Abundance Scan 808 (6.840 min): BF122560.D\data.ms (-80

150.0

Ref 50 115.0
521 /81
Ol— \‘i T \‘!‘\‘ T T \“!‘ “‘ \“\‘\g?.‘g\ T 1‘ T \1\3\2\0‘ T \“\“\ T
miz--> 40 60 80 100 120 140 160
Abundance  Scan 804 (6.816 min): BF122835.D\data.ms

150.0

#1

1,4-Dichlorobenzene-d4
Concen: 20.00 ng

RT: 6.816 min Scan# 804
Delta R.T. -0.006 min

Lab File: BF122835.D
Acq: 23 Dec 2020 16:41

Tgt Ion:152 Resp: 174963
Ion Ratio Lower Upper
152 100

156 153.5 125.8 188.6
115 59.9 49.3 73.9

Raw >0 1150 Abundance
521 184 300000 ‘
0“u;‘uLwW"NM‘MQ?P‘Hih“““NJ‘_ I
miz--> 40 60 80 100 120 140 160
Abundance 200000
150.0
Sub o 1150 100000
521 /81
0“‘\““w“‘\“gzP‘H‘\“"\““\‘ BRSNS VAR
miz--> 40 60 80 100 120 140 160 Time--> 6.75 6.80 6.85 6.90

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

112.0

64.0
Ref 50
o] |
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 571 (5.445 min): BF122835.D\data.ms

112.0

#5

2-Fluorophenol

Concen: 104.17 ng

RT: 5.445 min Scan# 571
Delta R.T. ©0.011 min

Lab File: BF122835.D
Acq: 23 Dec 2020 16:41

Tgt Ion:112 Resp: 1151205
Ion Ratio Lower Upper
112 100

64 57.4 46.9 70.3
63 29.9 24.5 36.7

64.0
Raw 50
Abundance
1000000
0 38.1 ‘\‘\\\\‘\\\\‘\\\\‘\\\\z‘o\icl\si 800000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
112.0 600000
Sub 64.0 400000
50
200000
38.1
O e e e T L I A I I
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 540 550 5.60
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Abundance Scan 747 (6.481 min): BF122560.D\data.ms (-73 #7

99.1 Phenol-d6
Concen: 97.26 ng
RT: 6.451 min Scan# 742
Ref 50 Delta R.T. -0.006 min
Lab File: BF122835.D
42.1 Acq: 23 Dec 2020 16:41
0 T Hh‘h "H ‘\ “H\‘ T 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 1425601
Abundance  Scan 742 (6.451 min): BF122835.D\datams | 100 Ratlo Lower Upper
99.1 99 100
42 17.1 13.8 20.6
71 35.3 26.9 40.3
Raw 50
Abundance
42.1
0 ‘Hh‘ ‘H ‘\ ‘U T T ‘ T T T T ‘ T T T T ’ T T T T ’ T 2\8\]-.\( 1000000
m/z--> 50 100 150 200 250 800000
Abundance
981 600000
Sub 400000
50
200000 :
42.1 |
G\\’\\\\’\\\\‘\\\\’\\\\’\2\8\1-.\( 0\\\\‘\\\‘\‘\\\\‘\\\\‘7\7
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: 14.47 ng
RT: 7.380 min Scan# 900
Ref 50 Delta R.T. 0.141 min
301 Lab File: BF122835.D
Acq: 23 Dec 2020 16:41
oL Lk, MM 193.12489 327.0 4010 475,
miz--> 50 100 150 200 250 300 350 400 450 T8t Ion: 76 Resp: 121562
Abundance  Scan 900 (7.380 min): BF122835.D\datams | 100 Ratio Lower Upper
82.1 70 100
42 45.3 43.0 64.4
101 0.0 7.9  11.9%
Raw 5g 130 2.4 18.5 27.7#
Abundance
100000
0 W\‘W‘NH"w“w“wv‘w‘\w“w"w“H\‘H‘
m/z--> 50 100 150 200 250 300 350 400 450 80000
Abundance
82.1 60000
Sub 40000
50
20000
0“\““\“"\““\“"!““\““\““!““\““ 0 [T “‘l T
mlz--> 50 100 150 200 250 300 350 400 450 Time-> 7.30 7.40 7.50
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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: 8.098 min Scan# 1022
Ref 50 Delta R.T. -0.012 min
Lab File: BF122835.D
54"1 781 108.1 | Acq: 23 Dec 2020 16:41
0H\“\H‘\‘1‘1\“‘”1\\\‘\‘\\\‘\”"HH‘HH‘HH‘H.\\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:136 Resp: 677216
Abundance Scan 1022 (8.098 min): BF122835.D\datams | 10N Ratlo Lower Upper
136.1 136 100
137 11.1 8.8 13.2
54 7.7 5.5 8.3
Raw g 68 6.0 4.6 6.8
Abundance
600000 8.098
o Bty 1081
\\\‘\\\\‘\\\\”‘H\\\\‘\\\\‘\\“‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance 400000
136.1
Sub
50 200000
54.1 494 1081 ol /
ot T
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 8.00 8.20

Abundance Scan 905 (7.410 min): BF122560.D\data.ms (-89 #23
821 Nitrobenzene-d5
Concen: 67.93 ng
RT: 7.380 min Scan# 900

Ref 50 54.0 1281  pelta R.T. -0.012 min
Lab File: BF122835.D
98.1 Acq: 23 Dec 2020 16:41
ol ot || eshy ) ] w1 |
mlz-—-> 40 60 80 100 120 Tgt Ion: 82 Resp: 918252
Abundance  Scan 900 (7.380 min): BF122835 D\data.ms | 10N Ratio  Lower Upper
82.1 82 100

128 45.8 37.0 55.4
54 47.7 38.4 57.6

Raw gg 54.1 128.1
Abundance
981 800000
oL | esa a1
L ‘ L ‘ L ‘ L ‘ L ‘ T T
m/z--> 40 60 80 100 120 600000
Abundance
82.1
400000
Sub 54.1 128.1
200000
98.1
0 40.1 68.1 112.1 0 -
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \‘\\\\‘\\\\‘\\
miz--> 40 60 80 100 120 Time->  7.30 7.40 7.50
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Abundance Scan 949 (7.669 min): BF122560.D\data.ms (-94 #25

821 Isophorone
Concen: 39.44 ng
RT: 7.380 min Scan# 900
Ref 50 Delta R.T. -0.265 min
Lab File: BF122835.D
39.1 138.1 Acq: 23 Dec 2020 16:41
0H“i“”““‘w“‘”‘”\“‘““\1‘1‘9"9“”“\‘Hw””ww”"‘
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion: 82 Resp: 918242
Abundance  Scan 900 (7.380 min): BF122835.D\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
800000 7.380
0“‘i“““\‘“‘“\“““\‘“‘\‘““\““\““\““\““
miz--> 40 60 80 100 120 140 160 180 200 600000
Abundance
82.1
400000
sub ol s4a 1281
200000
O e e e O\H‘w“‘w“
miz--> 40 60 80 100 120 140 160 180 200 fTjme-> 7.30 7.40 7.50

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

162.1 Acenaphthene-di10

Concen: 20.00 ng

RT: 9.857 min Scan# 1321
Ref 50 Delta R.T. -0.006 min

Lab File: BF122835.D

80.1 Acq: 23 Dec 2020 16:41

0 “\ \sﬁwo‘ i‘\‘ T W‘\ = \]‘_0\9\1\ T ?‘\3%1]‘- T 1“[“ T
miz--> 40 60 80 100 120 140 160 Tgt Ion:164 Resp: 361495

Abundance Scan 1321 (9.857 min) BF122835 D\data.ms 10N Ratio  Lower Upper
162.1 164 100

162 101.9 80.8 121.2
160 44.3 35.4 53.0

Raw 50
Abundance
80.1 9.857
54.1 ‘ ‘ 106.0 132.1
0\\‘\\“\‘\}\”“\\\\‘\\\\‘\\}‘\‘\\\} TTT 300000
m/z--> 40 60 80 100 120 140 160
Abundance
162.1 200000
Sub
50 100000
80.1
0 54.1 106.0 132.1 0 -
L B e e B —T — T
m/z--> 40 60 80 100 120 140 160 Time--> 9.80 10.00
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Abundance Scan 1460 (10.675 min): BF122560.D\data.ms (-

#42

2,4,6-Tribromophenol
Concen: 106.05 ng
RT: 10.651 min Scan# 1456
Ref 50 Delta R.T. -0.000 min
Lab File: BF122835.D
Acq: 23 Dec 2020 16:41
0,
m/z--> 50 100 150 200 250 300 Tgt Ion:33@ Resp: 501801
Abundance Scan 1456 (10.651 min): BF122835.D\data.ms | 10N Ratlo Lower Upper
3206 330 100
332 97.4 77.5 116.3
141 27.6 23.8 35.8
Raw 50
62.0 1410 Abundance
‘ H- 291.9 400000 10.651
0\‘\ ‘}“\‘\]ﬁo‘z\'g\ T \h‘ \“N\ T ‘ T U“H\ \‘l“\ 1T ‘ L
m/z--> 50 100 150 200 250 300 300000
Abundance
329.€
200000
Sub
50 620 100000
' 141.0
221.9
o) IR . 22 M VIR N — S
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: 65.56 ng
RT: 9.180 min Scan# 1206
Ref 50 Delta R.T. -0.006 min
Lab File: BF122835.D
Acq: 23 Dec 2020 16:41
51.0 850 ;494 133.0152.1 q
0l \“ T \H\\"\ el T \h\ \‘\"H\.\“\”\ \‘\’\“\‘w‘\“ !
miz--> 40 60 80 100 120 140 160 1g0 I8t Ion:172 Resp: 1752109
Abundance Scan 1206 (9.180 min): BF122835 D\datams | 10N Ratio Lower Upper
1721 172 100
171 36.6 29.6 44 .4
170 24.0 19.5 29.3
Raw 50
Abundance
9.180
85.0 152.1
TTT ‘\59;]\-"\ T \”W ‘ \h\ T \]-’0\5\.\0\ i }\3\‘3\.1’-\‘\“\‘ T ‘ T \‘
m/z--> 40 60 80 100 120 140 160 180 1000000
Abundance
172.1
Sub 500000
50 |
50.1 85.0 105.0 133.1152.1 .
O B Bt e e I B e e
miz--> 40 60 80 100 120 140 160 180 Time--> 9.00 9.20 9.40
BF122835.D 8270-BF120520.M Wed Dec 23 17:16:34 2020
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Abundance Scan 1289 (9.669 min): BF122560.D\data.ms (-1 #51

165.0 2,6-Dinitrotoluene
Concen: 7.65 ng
89.1 RT: 9.857 min Scan# 1321
Ref 50 63.0 : Delta R.T. 0.211 min
Lab File: BF122835.D
39.0 ‘ 121.0 ‘ Acq: 23 Dec 2020 16:41
0\\\"‘\\h\‘\‘!h\\\“‘\H\‘\\‘1”‘1\\"\\\‘\‘\\\\‘\‘\\\‘\\
m/z--> 40 60 80 100 120 140 160 180 18t Ion:165 Resp: 46648
Abundance Scan 1321 (9.857 min): BF122835.D\datams | 10N Ratio Lower Upper
162.1 165 100
63 0.9 36.6 55.0#
89 1.2 39.4 59.0#
Raw 50
Abundance
80.1 9.857
o>t 1060 1321 40000
\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\ \\\‘\\
m/z--> 40 60 80 100 120 140 160 180
Abundance 30000
162.1
20000
Sub
50
10000
80.1
0 54.1 106.0 1321 _ .
\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\ \\‘\\\\‘\\\\‘\\\\‘\
miz--> 40 60 80 100 120 140 160 180 Time->  9.80 9.85 9.90
Abundance Scan 1357 (10.069 min): BF122560.D\data.ms (- #57
165.0 2,4-Dinitrotoluene
89.1 Concen: 5.74 ng
RT: 9.857 min Scan# 1321
Ref 50 63.0 Delta R.T. -0.194 min
119.0 Lab File: BF122835.D
39 Acq: 23 Dec 2020 16:41
0\\\"\\‘H\‘\h\\H}H‘i\H\\\’\\\\“‘\\]\-3\?\()\\\’\‘!\\‘\\\
miz--> 40 60 80 100 120 140 160 180 I8t Ion:165 Resp: 46648
Abundance Scan 1321 (9.857 min): BF122835 D\datams | 100 Ratio Lower Upper
162.1 165 100
63 0.9 34.3 51.5#
89 1.2 55.2 82.8#
Raw 5o 182 8.0 2.2 3.2#
Abundance
80.1 9.857
o >4t 1060 1821 40000
\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\ \\\‘\\\
m/z--> 40 60 80 100 120 140 160 180
Abundance 30000
162.1
20000
Sub
50
10000
80.1
0 54.1 106.0 132.1
\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\ \\‘\\\\‘\\\\‘\\\\‘\\
miz--> 40 60 80 100 120 140 160 180 Time--> 9.80 9.85 9.90 9.95
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Ref 50

o

188.2

80.1 160.1
| 1321 W

m/z-->

40 60 80 100 120 140 160 180 200 220 240

Abundance Scan 1578 (11.369 min): BF122560.D\data.ms (1 #64
Phenanthrene-di0

Concen:

Lab File

Abundance

Scan 1574 (11.345 min): BF122835.D\data.ms

20.00 ng

RT: 11.345 min Scan#t 1574
Delta R.T. -0.000 min

: BF122835.D

Acq: 23 Dec 2020 16:41

Tgt Ion:188 Resp: 677826
Ion Ratio Lower Upper

188.2 188 100
94 9.1 7.4 11.2
80 9.6 8.2 12.4
Raw 50
Abundance
11.845
80.1 160.1 600000
0\4\.‘2\.\1-\\‘\‘\\\“‘\\}‘\‘\}%8‘.\:\'-\\‘\\H‘“‘HH‘\‘“HH‘HH‘HH‘\
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance 400000
188.2
Sub o 200000
80.1 160.1
0 42.1 118.1 0 JAN
R RaE s o e RARRMRAsaEESsZE LS S T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 Time--> 11.40

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

248.0 4-Bromophenyl-phenylether
1411 Concen: 3.42 ng
77.1 RT: 10.645 min Scan# 1455
Ref 50 Delta R.T. -0.247 min
Lab File: BF122835.D
39.1’ ‘ Acq: 23 Dec 2020 16:41
oL JL b “““L“M““‘M\ e ‘;\M‘H‘W‘g-?‘ NN | S -
miz--> 50 100 150 200 250 300 Tgt Ion:248 Resp: 31431
Abundance Scan 1455 (10.645 min): BF122835.D\datams | 100 Ratio Lower Upper
320¢ 248 100
250 194.0 76.8 115.2#
141 443.3 59.8 89.8#
Raw 59/ 620
141.0 Abundance
H H 221.9 100000
04 ‘\‘ \‘H U \‘\]‘uo‘z@% " }h‘ ‘H\‘H‘ o U“h‘ . \l\\ e
miz--> 50 100 150 200 250 300 80000
Abundance
329.¢ 60000
40000 [
sub ol 620 1005
141.0 20000 n
221.9
(O L L N A L A N
m/z--> 50 100 150 200 250 300 Time--> 10.60 10.70
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Abundance Scan 2027 (14.010 min): BF122560.D\data.ms (- #76
240.2 Chrysene-d12
Concen: 20.00 ng
RT: 13.986 min Scan# 2023
Ref 50 Delta R.T. -0.000 min
Lab File: BF122835.D
120 Acq: 23 Dec 2020 16:41
0 \5‘4 \()\ 8\8\0 “ ‘H T ‘ ]-\7\0 \]- \2‘()% T “\‘HH“ ‘ T T T T
m/z--> 50 100 150 200 250 Tgt IOI’]Z?40 RESpZ 665104
Abundance Scan 2023 (13.986 min): BF122835.D\data.ms | 10N Ratio Lower Upper
240.2 240 100
120 10.6 8.6 12.8
236 25.6 20.3 30.5
Raw 50
Abundance
600000 13.986
120.1
ol 521 841 oL | 1861 2081 || g1
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 400000
240.2
Sub
u 50 200000
120.1
ghL0 76.0 156.1 208.1 281.1
\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\ \‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 Time-->  13.90 14.00 14.10
Abundance Scan 1848 (12.957 min): BF122560.D\data.ms (- #79
244.2 Terphenyl-di4
Concen: 53.83 ng
RT: 12.933 min Scan# 1844
Ref 50 Delta R.T. -0.000 min
Lab File: BF122835.D
122.1 Acq: 23 Dec 2020 16:41
0\4\2.}‘ T ‘\8%.%‘ T Lyl ]‘-6‘\‘0} T ‘21\2\2‘\ HN“ T
miz--> 50 100 150 200 250 Tgt IOI’]Z%44 Resp: 2045234
Abundance Scan 1844 (12.933 min): BF122835.D\datams | 10N Ratlo  Lower  Upper
244.2 244 100
212 7.4 5.7 8.5
122 11.3 8.3 12.5
Raw 50
Abundance
12.933
541 g1 PP 1601 2122 1500000
L L Ly
T T ‘ T T T T ‘ T T T \ ‘ T T T T \ T T T ‘ T T
miz--> 50 100 150 200 250
Abundance
244.2 1000000
sub g, 500000
541 gpq 221 1601 2122 o L
07 — — T
miz--> 50 100 150 200 250  Time-> 12.80  13.00
BF122835.D 8270-BF120520.M Wed Dec 23 17:16:35 2020
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Abundance Scan 2275 (15.468 min): BF122560.D\data.ms (- #86
264.1 Perylene-d12
Concen: 20.00 ng
RT: 15.445 min Scan#t 2271
Ref 50 Delta R.T. ©0.006 min
Lab File: BF122835.D
1321 Acq: 23 Dec 2020 16:41
o 0601000, | 1800 2321 [
m/z--> 50 100 150 200 250 Tgt Ion:264 RESpZ 687469
Abundance Scan 2271 (15.445 min): BF122835 D\data.ms |~ 1oN  Ratio  Lower Upper
264.2 264 100
260 23.4 18.6 28.0
265 22.1 17.0 25.6
Raw 50
Abundance
132.1 400000
0431 867 . | 166010822321
m/z--> 50 100 150 200 250 300000
Abundance
264.1
200000
Sub 50
100000
132.1
ol 571 1001 | 1681 2321 | =
m/z--> 50 100 150 200 250 Time--> 15.40 15.60
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