Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102020\
Data File : BF122035.D

Acqg On : 20 Oct 2020 18:08

Operator : JU/CG

Sample : L4457-03 :
Misc . NOTT-AVE-PR-2150

ALS Vvial : 13  Sample Multiplier: 1

Quant Time: Oct 21 00:37:03 2020

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Thu Oct 15 12:55:05 2020

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.728 152 113279 20.00 ng -0.02
21) Naphthalene-d8 8.010 136 437090 20.00 ng -0.02
39) Acenaphthene-di10 9.763 164 222716 20.00 ng -0.02
64) Phenanthrene-d10 11.251 188 399288 20.00 ng -0.01
76) Chrysene-di12 13.892 240 258509 20.00 ng -0.02
86) Perylene-di12 15.327 264 234162 20.00 ng -0.01

System Monitoring Compounds

5) 2-Fluorophenol 5.345 112 319887 41.68 ng -0.02

7) Phenol-dé6 6.375 99 253180 25.63 ng -0.02
23) Nitrobenzene-d5 7.298 82 863550 101.32 ng -0.02
42) 2,4,6-Tribromophenol 10.557 330 231498 84.03 ng -0.02
45) 2-Fluorobiphenyl 9.092 172 1465086 96.79 ng -0.01
79) Terphenyl-di4 12.839 244 1525357 112.45 ng -0.01

Target Compounds Qvalue
10) Phenol 6.386 94 39391 3.86 ng 91
50) Dimethylphthalate 9.486 163 150916 9.27 ng 98

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102020\
Data File : BF122035.D

Acqg On : 20 Oct 2020 18:08

Operator : JU/CG

Sample : L4457-03 :
Misc . NOTT-AVE-PR-2150

ALS vial : 13  Sample Multiplier: 1

Quant Time: Oct 21 00:37:03 2020

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Thu Oct 15 12:55:05 2020

Response via : Initial Calibration

Abundance TIC: BF122035.D\data.ms
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Abundance Scan 792 (6.745 min): BF121917.D\data.ms (-78 #1

150.0  1,4-Dichlorobenzene-d4
Concen: 20.00 ng

RT: 6.728 min Scan# 789

Ref 50 115.0 Delta R.T. -0.017 min
78.0 Lab File: BF122035.D
‘ ‘ Acq: 20 Oct 2020 18:08 NOTT-AVE-PR-2150
OH\‘}\\‘\‘\‘H\““HH‘\HHHH‘H‘\“\‘\
m/z--> 40 60 100 120 140 160 18t Ion:152 Resp: 113279

Abundance  Scan 789(6.728m|n). BF122035.D\datams 100 Ratio Lower Upper
150.0 152 100

150 155.6 125.3 187.9
115 60.6 51.9 77.9

Raw 50
1150 Abundance
78.0
‘ 200000
0\\\‘}\\‘\‘\‘\\\““\\\\‘\\\}“\\\\‘\\“\“\‘\
m/z--> 40 60 100 120 140 160 150000
Abundance Scan 789 (6.728 mln). BF122035.D\data.ms (-77
150.0
100000
Sub 50
115.0 50000
52.0 78.0
0 7\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 40 60 100 120 140 160 Time--> 6.70 6.75 6.80

Abundance Scan 557 (5.363 min): BF121917.D\data.ms (-55 #5
112.0 2-Fluorophenol
Concen: 41.68 ng

64.0 RT:  5.345 min Scan# 554
Ref 50 Delta R.T. -0.018 min
92.0 Lab File: BF122035.D
Acq: 20 Oct 2020 18:08
391 5 «a ¢
G \‘\\\‘\H‘\\\\}‘\‘\1\‘H\\‘\\‘\\\8\0‘\\\\‘\\\\‘\\\\‘ ‘\\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:112 Resp: 319887

Abundance  Scan 554 (5.345 min): BF122035.D\datams 10N Ratio Lower Upper
112.0 112 100

64 62.7 50.4 75.6

64.0 63 32.2 25.8 38.6
Raw 50
2.0 Abundance
' 250000 °-$4°
39.1 g1 0‘
0\‘\\\‘“‘\\\\}‘\‘\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\"\\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 120 200000
Abundance Scan 554 (5.345 min): BF122035.D\data.ms (-50
112.0 150000
64.0
Sub 100000 |
92.0 50000 |
39.1 g ‘ ‘ \\
0 w‘wl‘_m;uulwwwww_m_m‘ b R
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 5.20 5.40 5.60
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Abundance Scan 733 (6.398 min): BF121917.D\data.ms (-72 #7

99.1 Phenol-d6
Concen: 25.63 ng
RT: 6.375 min Scan# 729
Ref 50 Delta R.T. -0.018 min
711 Lab File: BF122035.D :
421 Acq: 20 Oct 2020 18:08 NOTT-AVE-PR-2150
0\\‘\\\\H‘M\‘\‘\\“\‘1\\‘}H\‘\“‘\\\\’\\\\‘\“\\1“\\\\‘
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 99 Resp: 253180
Abundance  Scan 729 (6.375 min): BF122035.D\datams 10" Ratio Lower Upper
99.1 99 100
42 18.8 15.9 23.9
71 32.9 27.1 4.7
Raw 50
71.1 Abundance
421 6.375
200000
0\\‘\\\}“‘\‘\‘\\“5141\()‘\‘\\\\“‘\\\\8’2\\0\\‘\\\1“\\\\‘
miz--> 30 40 50 60 70 80 90 100
Abundance Scan 729 (6.375 min): BF122035.D\data.ms (-68 150000
99.1
100000
Sub |
50 /\
711 50000 |
42.1 /K
0‘w“‘\‘““‘“‘\5141.‘0\\"1“\‘““%2"9”\”‘“””\ AR RARARRAR RN
m/z--> 30 40 50 60 70 80 90 100  Tjme->  6.30 6.40 6.50 6.60

Abundance Scan 735 (6.410 min): BF121917.D\data.ms (-72 #10

94.1 Phenol
66.0 Concen: 3.86 ng
RT: 6.386 min Scan# 731
Ref 50 Delta R.T. -0.018 min
39.0 Lab File: BF122035.D
50.0 Acqg: 20 Oct 2020 18:08
Wt gl 770
0\‘\\\‘\‘\\\‘\“\H}‘\\“}l\‘\‘\\\\‘\\\\‘\‘\\‘\\\\‘
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 94 Resp: 39391
Abundance  Scan 731 (6.386 min): BF122035.D\datams ~ 10N Ratlo Lower Upper
99.1 94 100
65 31.5 17.1 57.1
66 49.9 36.0 76.0
Raw 50
71.1 Abundance
42.1
O+ T \“M‘\‘ * M\‘ 1‘\‘\ M“ H = \8‘2\.\0\ T = ! “ T 20000
miz--> 30 40 50 60 70 80 90 100
Abundance Scan 731 (6.386 min): BF122035.D\data.ms (-68 15000
99.1
10000
Sub
50
71.1 5000
42.1
0 “HH““““JH“HM M!“JW_WWHW‘ e
m/z--> 30 40 50 60 70 80 90 100 Time--> 6.30 6.40 6.50
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Abundance Scan 1011 (8.034 min): BF121917.D\data.ms (-1 #21

136.1  Naphthalene-d8

Concen: 20.00 ng

RT: 8.010 min Scan# 1007

Ref 50 Delta R.T. -0.018 min
Lab File:  BF122035.D
108.1 Acq: 20 Oct 2020 18:08 NOTT-AVE-PR-2150

05 \3\8.‘0‘\ \5‘\4‘.\0‘ i‘\‘ \7}8‘8\‘ T \‘1 L M“‘ ™1
m/z--> 40 60 80 100 120 140 Tgt Ion:136 RESpZ 437090

Abundance Scan 1007 (8.010 min): BF122035.D\datams 1N Ratio Lower Upper
136.1 136 100

137 11.0 8.6 13.0
54 9.3 7.1 10.7
Raw 5 68 6.6 5.0 7.4
Abundance
8.010
54.1 108.1
0 38Q il L \\8%.\1 . ‘ 1 ‘ 400000
\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\‘\\
m/z--> 40 60 80 100 120 140
Abundance Scan 1007 (8.010 min): BF122035.D\data.ms (-9 300000
136.1
200000
Sub
50
100000
54.1 108.1
oL 380 1T % Tl O
miz--> 40 60 80 100 120 140 Time-> 7.90 8.00 8.10 8.20
Abundance Scan 890 (7.322 min): BF121917.D\data.ms (-88 #23
821 Nitrobenzene-d5
Concen: 101.32 ng
54.1 RT: 7.298 min Scan# 886
Ref 50 128.1 Delta R.T. -0.018 min
Lab File: BF122035.D
98.1 Acq: 20 Oct 2020 18:08
0 40 JH 681, || | 1121
LI ’ L ‘ T ‘ T T ‘ T 1T ‘ T T T ‘
m/z--> 40 60 80 100 120 Tgt IOI’]Z.SZ Resp: 863550
Abundance  Scan 886 (7.298 min): BF122035.D\data.ms ~ 100 Ratio Lower Upper
82.1 82 100
128 40.9 35.0 52.4
. 54.1 54 54.7 43.9 65.9
50
1281 Abundance
800000
98.1
a0 | esn | Tuaa |
LI ’ T T ‘ T ‘ L ‘ T 1T ‘ T T T ‘
miz--> 40 60 80 100 120 600000
Abundance Scan 886 (7.298 min): BF122035.D\data.ms (-83
82.1
T 400000
Sub 54.1
S0 128.1 200000
98.1
ol 4ot Loesh | mea | 0
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ ‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 Time--> 7.20 7.30 7.40
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BF122035.D 8270-BF101220.M

Abundance Scan 1309 (9.786 min): BF121917.D\data.ms (-1 #39
1

162. Acenaphthene-dle
Concen: 20.00 ng
RT: 9.763 min Scan# 1305
Ref 50 Delta R.T. -0.018 min
Lab File: BF122035.D
1 Acq: 20 Oct 2020 18:08
0 54\.'1 | mh‘ 104'1 13%1 L
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘ . .
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:164 Resp: 222716
Abundance Scan 1305 (9.763 min): BF122035.D\datams 10" Ratio Lower Upper
162.1 164 100
162 102.1 83.2 124.8
160 46.4 37.5 56.3
Raw 50
Abundance
80.0 250000
0 ‘5“1‘-1“‘ HH‘ " ]70§1 ‘13%1 L 1911
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘
miz--> 40 60 80 100 120 140 160 180 200000
Abundance Scan 1305 (9.763 min): BF122035.D\data.ms (-1
168.1 150000
Sub 100000
50
80.0 50000
ol 2Tty 2081 1820 ) g1 0 -
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘ \‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180  Time-->  9.709.759.809.85

Abundance Scan 1444 (10.580 min): BF121917.D\data.ms (- #42

329.€ 2,4,6-Tribromophenol
Concen: 84.03 ng

RT: 10.557 min Scan# 1440
Delta R.T. -0.018 min

Lab File: BF122035.D

Acqg: 20 Oct 2020 18:08

Ref 50

O,
m/z--> 50 100 150 200 250 300 Tgt Ion:33@ Resp: 231498
Abundance Scan 1440 (10.557 min): BF122035.D\data.ms ggg Egglo Lower Upper

332 97.5 77.3 115.9
141 30.1 22.3 33.5

Raw 50
Abundance
250000
0 200000
m/z--> 50 100 150 200 250 300
Abundance in): -
Scan 1440 (10.557 min): BF122035.D\data.ms ( 150000
100000
Sub
50000
- O T ‘ LI T ‘ T L T
miz--> 50 100 150 200 250 300 Time-->  10.50 10.60

Wed Oct 21 17:58:16 2020
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Abundance Scan 1194 (9.110 min): BF121917.D\data.ms (-1 #45

172.1  2-Fluorobiphenyl

Concen: 96.79 ng

RT: 9.092 min Scan# 1191

Ref 50 Delta R.T. -0.012 min
Lab File: BF122035.D
Acq: 20 Oct 2020 18:08 SRR
0 51\7'0 il 85\\'0 120.1 I 14\6.\\1 I ‘ i
\H“\\H‘”\H‘\‘\‘\\‘\“HH“\”H\‘M‘\‘\“H\‘\ . .
m/z--> 40 60 80 100 120 140 160 Tgt Ion:172 Resp: 1465086

Abundance Scan 1191 (9.092 min): BF122035.D\data.ms 1N Ratio Lower Upper
1721 172 100

171 36.6 29.1 43.7
170 24.5 19.8 29.6

Raw 50
Abundance
9.092
85.0 152.1
Ol \“ \5\]“.\']\.‘ T T \h\ \‘\:‘I‘-O\?\.\o\ “ %\3\\‘?’\']‘.1‘\“\“ \“ ! ‘\ T
m/z--> 40 60 80 100 120 140 160 1000000
Abundance Scan 1191 (9.092 min): BF122035.D\data.ms (-1
172.1
Sub 500000
50
85.0 1152.1 L‘
O ot o 2070 P S
miz--> 40 60 80 100 120 140 160 Time-->  9.00 9.10 9.20
Abundance Scan 1263 (9.516 min): BF121917.D\data.ms (-1 #50
163.1 Dimethylphthalate
Concen: 9.27 ng
RT: 9.486 min Scan#t 1258
Ref 50 Delta R.T. -0.018 min
770 Lab File: BF122035.D
’ Acqg: 20 Oct 2020 18:08
sg.o | 040 133-0 | 194.1 a
0\H‘H‘\\‘\\\‘\”‘\H\‘\‘\\\“HH‘HH‘HH‘\H‘\‘\ . .
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:163 Resp: 150916
Abundance Scan 1258 (9.486 min): BF122035.D\data.ms Ion Ratio Lower Upper
168.0 163 100
194 3.7 3.3 4.9
164 9.6 8.2 12.4
Raw 50
Abundance
77.0 9.486
50.0 | 1040 1830 | 1941
0\H“H“\\“i\\”\“\H\‘1‘\\\i\HH\‘HH‘HH‘\H‘\‘\ 150000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1258 (9.486 min): BF122035.D\data.ms (-1
163.0 100000
Sub
50 50000
77.0
59-0 “ 1040 1330 1941 ol
0\\\‘\\\\‘\\\H\‘\\\\‘l\\\‘\\\H\‘\\\\‘\\\\‘\\\‘\‘\ \\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 9.45 9.50 9.55
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Abundance Scan 1562 (11.275 min): BF121917.D\data.ms (- #64

188.2 Phenanthrene-d10
Concen: 20.00 ng
RT: 11.251 min Scan#t 1558
Ref 50 Delta R.T. -0.012 min
Lab File: BF122035.D :
80.1 1581 Acq: 20 Oct 2020 18:08 NOTT-AVE-PR-2150
olf2d g uer AT M 267
m/z--> 50 100 150 200 250 Tgt Ion:}88 RESpZ 399288
Abundance Scan 1558 (11.251 min): BF122035.D\datams 10N Ratlo Lower Upper
188.2 188 100
94 10.1 8.3 12.5
80 10.9 9.1 13.7
Raw 50
Abundance
0.0 11.p51
T T ‘ T T T T T \ T \ T T \ ‘ T T T T ‘ T T
miz--> 50 100 150 200 250
Abundance Scan 1558 (11.251 min): BF122035.D\data.ms (- 300000
188.2
200000
Sub
50
100000
80.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250  Time->  11.20 11.25 11.30

Abundance Scan 2011 (13.916 min): BF121917.D\data.ms (- #76

240.2  Chrysene-d12
Concen: 20.00 ng
RT: 13.892 min Scan# 2007
Ref 50 Delta R.T. -0.018 min
Lab File: BF122035.D
Acqg: 20 Oct 2020 18:08
o 176.1 208.1
m/z--> 40 60 80 100120 140160180200220240 18t Ion:24@ Resp: 258509
Abundance Scan 2007 (13.892 min): BF122035.D\datams 10N Ratio  Lower Upper
2402 240 100
120 11.2 9.2 13.8
236 25.3 20.9 31.3
Raw 50
Abundance
ol 520 920 H 1581 2081 250000
\\‘\H\‘\H\‘\H\‘\\H‘\\H‘HH‘H\\‘H\\‘H\\‘\H
m/z--> 40 60 80 100120 140 160 180 200 220 240 200000
Abundance Scan 2007 (13.892 min): BF122035.D\data.ms (-
240-2 150000
Sub 100000
50
50000
oL 540 920@ M 158.1185.0212.1 0l
e s s ARNRRNEY e
miz--> 40 60 80 100120 140160 180200220240 Time--> 13.80 13.90 14.00

BF122035.D 8270-BF101220.M
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Abundance Scan 1832 (12.863 min): BF121917.D\data.ms (- #79
244.2 Terphenyl-di4

Ref 50

122.1 160.1 2122
42.1 80.1 | | L H‘\H

0+ L —— V\W‘WW LA R B B B | \\ R
m/z--> 50 100 150 200
Abundance Scan 1828 (12.839 min): BF122035.D\data.ms
244.2
Raw 50
(O} \5‘4‘.'\1‘ \8%.:!-” T “\12‘\‘2.\1‘\ ]’_6‘10‘\1 T “21\2 \2‘\ “\‘H“
m/z--> 50 100 150 200
Abundance Scan 1828 (12.839 min): BF122035.D\data.ms (-
244.2
Sub
50
e TR QL 2p2 |
m/z--> 50 100 150 200

Concen:
RT: 12.8

Delta R.T.

Lab File:
Acqg: 20 0

112.45 ng

39 min Scan# 1828
-0.012 min
BF122035.D

ct 2020 18:08

Tgt Ion:244 Resp: 1525357

Ion Rati
244 100
212 6.
122 10.

Abundance
1500000

1000000

500000

o Lower Upper
9 5.4 8.2
5 8.1 12.1

12.839

A\

Time-->

Abundance Scan 2255 (15.351 min): BF121917.D\data.ms (- #86

Ref 50

264.1

Perylene-
Concen:
RT: 15.3

Delta R.T.

Lab File:

12.80 12.90

di2

20.00 ng

27 min Scan#t 2251
-0.012 min
BF122035.D

132.1
66.1 100.0, ‘H 180.1 2321

H Acq: 20 Oct 2020 18:08
L

0

m/z-->
Abundance

50 100 150 200 250 Tgt Ion:264 Resp: 234162

Scan 2251 (15.327 min): BF122035.D\data.ms 10" Ratio Lower Upper
264.2 264 100

260 23.5 18.7 28.1

265 21.0 17.3  25.9

Raw 50
Abundance
132.1 15.p27
57 1 90 0 Al MH 180'1 232 1 ML\ “
0\ \ ‘ \ \ LI LI B B | ey T 150000
m/z--> 50 100 150 200 250
Abundance Scan 2251 (15.327 min): BF122035.D\data.ms (-
264.1 100000
Sub
50 50000
132.1
0 57\ 1 90 0 Il \H 194 1 232 1 MH
\\‘\\\\‘\\ \\\\‘\\\\\\\\ \\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 Time--> 15.30 15.40

BF122035.D 8270-BF101220.M
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