Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125951.D

Acqg On : 27 Oct 2021 00:23
Operator : JU/CG

Sample : M4348-06

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Time: Oct 27 09:05:11 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Mon Oct 25 18:49:16 2021

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.869 152 185124 20.000 ng 0.00
21) Naphthalene-d8 8.145 136 727352 20.000 ng #-0.01
39) Acenaphthene-die 9.904 164 388119 20.000 ng 0.00
64) Phenanthrene-d10 11.386 188 592122 20.000 ng 0.00
76) Chrysene-di12 14.021 240 392119 20.000 ng -0.01
86) Perylene-di12 15.492 264 387136 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.487 112 1177526 94.745 ng 0.00

7) Phenol-dé 6.487 99 1510302 88.599 ng 0.00
23) Nitrobenzene-d5 7.428 82 992264 70.466 ng 0.00
42) 2,4,6-Tribromophenol 10.686 330 307018 90.742 ng 0.00
45) 2-Fluorobiphenyl 9.228 172 1447536 65.956 ng 0.00
79) Terphenyl-di4 12.974 244 1120592 46.746 ng 0.00

Target Compounds Qvalue
75) Fluoranthene 12.598 202 88174 2.847 ng 99
78) Pyrene 12.821 202 86326 2.366 ng 97

88) Benzo(b)fluoranthene 15.062 252 58499m 2.289 ng

(#) = qualifier out of range (m) = manual integration (+) = signals summed

8270-BF102521.M Wed Oct 27 17:51:10 2021

Manual Integrations
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Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125951.D

Acqg On : 27 Oct 2021 00:23
Operator : JU/CG

Sample : M4348-06

Misc

ALS vial : 18 Sample Multiplier: 1

Manual Integrations
Quant Time: Oct 27 ©09:05:11 2021 APPROVED

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.M mohammad

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
QLast Update : Mon Oct 25 18:49:16 2021

Response via : Initial Calibration

Abundance TIC: BF125951.D\data.ms
5800000

5600000
5400000
5200000

5000000

'S

Huorobtphenyt

4800000

0l,S

4600000

Phenol-d6,S

o L 1
2-Fdotopner

5.l

4400000

4200000

Terphenyl-d14,S

4000000

3800000

Nitrobenzene-d5,S

3600000

2,4,6-Tribromophenol,S

3400000

3200000

3000000

2800000

2600000

2400000

Acenaphthene-d10,|
Phenanthrene-d10,1

2200000

Naphthalene-d8,|

2000000

1800000

1,4-Dichlorobenzene-d4,|

Chrysene-d12,1

1600000

1400000

Perylene-d12,1

1200000

1000000

800000

Fluoranthene,C

Pyrene

600000

Benzo(b)fluoranthene

400000

ol LR

0\\\\‘\M‘\\M\\‘J\\\\f‘ J"wa

Time--> 3.00 4.00 5.00 6.00 7.00 8.00 9.00 10.00 11.00 12.00 13.00 14.00 15.00 16.00 17.00 18.00
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Abundance Scan 813 (6.869 min): BF125917.D\data.ms (-80 #1

150.0  1,4-Dichlorobenzene-d4
Concen: 20.000 ng

RT: 6.869 min Scan# 813

Ref 50 52.0 115.0 Delta R.T. -0.000 min
78.0 Lab File:  BF125951.D
‘ Acq: 27 Oct 2021 00:23
0 \“’ \‘\ \‘ b B o \“\ T \ \ \ ‘ T 1 LA
m/z--> 40 60 0 100 120 140 160 Tgt Ion:152 RESpZ 185124

Abundance  Scan 813 (6.869 min): BF125951.D\datams ~ 1N Ratio Lower Upper
150.0 152 100

150 152.2 117.6 176.4
115 63.8 47.1 70.7

Raw 50 115.0
520 780 ' Abundance
300000
0 35? \‘\9\6\“\\\1“\\\\‘\\‘
m/z--> 40 60 80 100 120 140 160 69
Abundance Scan 813 (6.869 min): BF125951.D\dati.g150(-79 200000
Sub 50 115.0 100000
520 780
ol i w\‘ T N 0Lt
miz-> 40 60 80 100 120 140 160 Time> 685  6.90

Abundance Scan 577 (5.481 min): BF125917.D\data.ms (-57 #5
112.0 2-Fluorophenol
Concen: 94.745 ng
RT: 5.487 min Scan# 578
Ref 50 Delta R.T. ©.006 min
920 Lab File: BF125951.D

0 500“ & ‘ Acq: 27 Oct 2021 00:23

it e e b

m/z--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:112 Resp: 1177526

Abundance  Scan 578 (5.487 min): BF125951.D\datams 10N Ratio Lower Upper
112.0 112 100

64.0 64 74.3 44.2  66.2#
63 40.9 26.2 39.2#

64.0

o

Raw 50
Abundance
92.0 5.487
38.0
0 50080 ‘\H‘H 1000000
m/z--> 30 40 50 60 70 80 90 100 110 120 800000
Abundance Scan 578 (5.487 min): BF125951.D\data.ms (-52
1120 600000
64.0
Sub 400000
50
92.0 200000
38.0 50.0 i ‘ X
0 \‘\\\‘U‘\\\\}‘\‘\1‘\‘”\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘ ‘\\\‘\\ [T T T[T T T T[T T TTTT]
m/z--> 30 40 50 60 70 80 90 100 110 120 Tjme--> 5.405.455.505.55
BF125951.D 8270-BF102521.M Wed Oct 27 17:51:12 2021
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Abundance Scan 749 (6.492 min): BF125917.D\data.ms (-74 #7

99.1 Phenol-d6
Concen: 88.599 ng
RT: 6.487 min Scan# 748
Ref 50 71.1 Delta R.T. -0.006 min
42.0 Lab File: BF125951.D
54.0 Acq: 27 Oct 2021 00:23
0\\‘\H1‘“\‘\‘\\“H‘i“\““l1“‘1\\\8’2\‘.}\\‘\‘\\“\\\\‘
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: ‘99 RESpZ 1510302
Abundance  Scan 748 (6.487 min): BF125951.D\data.ms Igg ig;m Lower  Upper
99.1
42 26.8 23.5 35.3
71 39.8 25.6 38.44
Raw 50
420 711 Abundance
" 540 6.487
' 82.1
0\\‘\H1“\‘\‘\\“H\“\HH1“‘1\\\’\\\\‘\\\”\\\\‘ 1000000
m/z--> 30 40 50 60 70 80 90 100
Abundance Scan 748 (6.487 min): BF125951.D\data.ms (-69
99.1
500000
Sub
50 711
42.0
54.0
Ol bl 822 e
m/z--> 30 40 50 60 70 80 90 100 Time--> 6.40  6.50

Abundance Scan 1032 (8.157 min): BF125917.D\data.ms (-1 #21

136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 8.145 min Scan# 1030
Ref 50 Delta R.T. -0.012 min
Lab File: BF125951.D
54.0 82,1 108.1 Acq: 27 Oct 2021 ©00:23
0\H“HHHM\w‘\‘.\H‘\‘!H’\”M’\H\‘HH‘HH‘HH’\T\
m/z--> 40 60 80 100 120 140 160 180 200 220 '8t Ion:136 Resp: 727352
Abundance Scan 1030 (8.145 min): BF125951.D\datams ~ 190 Ratio Lower Upper
136.1 136 100
137 11.7 9.8 14.6
54 14.0 6.4 9.6#
Raw 50 68 6.7 3.3  4.9%
Abundance
8.145
54.0 108.1
. \‘ Al 8\\%1 \‘ \H
0\H‘\HHHH‘\\H‘\\H’\H’\H\‘HH‘HH‘\H\’\H 600000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1030 (8.145 min): BF125951.D\data.ms (-9
13p.1 400000
Sub
50 200000
54.0 108.1
L oy800 0
O e by e e e
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 8.10 815 8.20
BF125951.D 8270-BF102521.M Wed Oct 27 17:51:12 2021
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Abundance Scan 909 (7.433 min): BF125917.D\data.ms (-90 #23

540 820 Nitrobenzene-d5
Concen: 70.466 ng
RT: 7.428 min Scan# 908
Ref 50 128.1 Delta R.T. -0.006 min
' Lab File: BF125951.D
Acq: 27 Oct 2021 00:23
0H\‘H\\‘\“\‘i‘\‘\}”i“\u\“\\i\‘u‘\\‘HH‘HH‘HH‘H\-\ Tot I . 82 R . 992264
m/z--> 40 60 80 100 120 140 160 180 200 gt Ion: esp:
Abundance  Scan 908 (7.428 min): BF125951.D\datams ~ 100 Ratlo Lower Upper
82.1 82 100
54.0 128 38.2 40.6 60.8#
54 73.0 49.6 74.4
Raw 50
128.1 Abundance
‘ 1000000 7428
0H\‘N\\‘\”\‘i‘\‘\H“HH“HH‘H‘\\‘HH‘HH‘HH‘HH
m/z-—-> 40 60 80 100 120 140 160 180 200 800000
Abundance Scan 908 (7.428 min): BF125951.D\data.ms (-85
82.1 600000
54.0
Sub 0 400000
128.1
200000
o‘mwwuwuwhuh‘u_uw‘uwuu_‘u_u‘ e
m/z--> 40 60 80 100 120 140 160 180 200 Time.> 7.35 7.40 7.45

Abundance Scan 1330 (9.910 min): BF125917.D\data.ms (-1 #39
164.1 Acenaphthene-d1e
Concen: 20.000 ng

Ref 50 Delta R.T. -0.006 min
Lab File: BF125951.D
80.0 Acq: 27 Oct 2021 ©00:23
O+ “\\5“\1‘\(‘)}‘\‘ T “‘“‘\ | \]_iowﬁwow “\1\3}‘4\‘..‘1\ T 1“ T T
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:164 Resp: 388119
Abundance Scan 1329 (9.904 min): BF125951 D\datams 10N Ratlo Lower Upper
164.1 164 100

162 95.2 81.3 121.9
160 42.0 38.0 57.0

Raw gg
Abundance
9.904
54.0 400000
Ot “\ T H‘\ T 1‘1 T w“\ 1 \1‘0\61.\1\ “:’-\3}2‘\‘.]‘-\ T 1‘ T \:}_\8\8\(\)
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1329 (9.904 min): BF125951 D\data.ms (-1~ 300000
164.1
200000
Sub
50
100000
80.0
0 I 5‘\1‘0\‘\ il 106.1 13%1 L 188.0 0
L B I B R L L B e e e
miz--> 40 60 80 100 120 140 160 180  Time> 9.85 9.90 9.95
BF125951.D 8270-BF102521.M Wed Oct 27 17:51:12 2021

RT: 9.904 min Scan# 1329
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Abundance Scan 1463 (10.692 min): BF125917.D\data.ms (- #42

62.0 33L.¢
Ref 50 140.9
221.9
0 ‘\‘L‘\W‘ ‘M \i\m‘H“ “}Mm““ }h‘ ‘\\MM C UH“‘ : L“\L e
miz--> 50 100 150 200 250 300
Abundance Scan 1462 (10.686 min): BF125951.D\data.ms
62.0 33L.¢
Raw
50 142.9
221.8
0 \““\‘W“ ‘1““ ‘i“#‘o‘gih‘%‘ﬂ }h‘ \;H\‘ﬁwl\]r‘ T UHh L‘N‘\ T ‘”\ T
m/z--> 50 100 150 200 250 300
Abundance Scan 1462 (10.686 min): BF125951.D\data.ms (-
62.0 33(L.¢
Sub
50 142.9
221.8
obbiludose | a0 4 L
miz--> 50 100 150 200 250 300

2,4,6-Tribromophenol
Concen: 90.742 ng

RT: 10.686 min Scan# 1462
Delta R.T. -0.006 min

Lab File: BF125951.D

Acq: 27 Oct 2021 00:23

Tgt Ion:330 Resp: 307018
Ion Ratio Lower Upper

330 100
332 104.1 76.2 114.4
141 36.6 44.6 66.8#
Abundance
10.686
300000
200000
100000
0 T T T ‘ T T
Time--> 10.70

Abundance Scan 1215 (9.233 min): BF125917.D\data.ms (-1 #45

172.1

Ref 50
51.0 850 1200 1461
0+ \“ T \H\ \““\ el T oy L i rrrbr T 1‘\“1‘ T i ‘\ T
Miz--> 40 60 80 100 120 140 160 180
Abundance Scan 1214 (9.228 min): BF125951.D\data.ms

51.0 85.0 120.0 146.1 ‘

172.1

Raw 50
0
m/z-->
Abundance

Sub
50

40

Scan 1214 (9.228 min): BF125951.D\data.ms (-1

51.0 85.0 120.0 152.1 ‘

60 80 100 120 140 160 180

172.1

m/z-->

BF125951.D 8270-BF102521.M

40

60 80 100 120 140 160 180

Wed Oct 27 17:

2-Fluorobiphenyl

Concen: 65.956 ng

RT: 9.228 min Scan# 1214
Delta R.T. -0.006 min

Lab File: BF125951.D

Acq: 27 Oct 2021 ©00:23

Tgt Ion:172 Resp: 1447536
Ion Ratio Lower Upper
172 100

171 34.7 26.5 39.7
170 24.1 18.8 28.2

Abundance
1500000 9.228

1000000

500000

Time--> 9.15 9.20 9.25

51:13 2021

Manual Integrations
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Abundance Scan 1582 (11.392 min): BF125917.D\data.ms (- #64

188.1 Phenanthrene-di10
Concen: 20.000 ng
RT: 11.386 min Scan# 1581
Ref 50 Delta R.T. -0.006 min
Lab File: BF125951.D
80.0 160.1 Acq: 27 Oct 2021 00:23
0\\\‘\5\%\(‘)\\\\‘}\\H\‘HH]‘-%(\)\(‘)\\H‘w\\H‘M‘\\‘\\H‘HH
m/z--> 40 60 80 100 120 140 160 180 200220 18t Ion:188 Resp: 592122
Abundance Scan 1581 (11.386 min): BF125951.D\datams 10N Ratlo Lower Upper
188.1 188 100
94 9.4 6.7 10.1
80 10.1 7.5 11.3
Raw 50
Abundance
11.886
54.0 %90 1081 - I
0H\‘HH‘\‘H\l\\H\‘HH|:\L§4\‘]\-HMHH|\“\\‘\\\\2‘2\\8\.\1 600000
mlz--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1581 (11.386 min): BF125951.D\data.ms (-
188.1 400000
Sub
50 200000
80.0 0.1
0h. 5407 "p0e11320 7 || 226 e
m/z--> 40 60 80 100 120 140 160 180 200 220  Time--> 11.35 11.40
Abundance Scan 1788 (12.604 min): BF125917.D\data.ms (- #75
202.1 Fluoranthene
Concen: 2.847 ng
RT: 12.598 min Scan# 1787
Ref 50 Delta R.T. -0.006 min
Lab File: BF125951.D
101.0 Acq: 27 Oct 2021 ©0:23
0 63. Q 1 \‘ 159'0 W HH
T T ‘ 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 Tgt Ion:202 Resp: 88174
Abundance Scan 1787 (12.598 min): BF125951.D\datams 10N Ratio  Lower Upper
202.1 202 100
101 10.8 0.0 30.7
203 16.0 0.0 36.3
Raw 50
Abundance
101.0 12(po8
57.1
ok ‘“‘H\ s H H“ ey \1\5?\0\‘\ t h‘\ T \2\8\1\0 80000
m/z--> 50 100 150 200 250
Abundance Scan 1787 (12.598 min): BF125951.D\data.ms (- 60000
202.1
40000
Sub
50
20000
101.0
0 57.0 | 152.0 ‘h 281.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\’\\\\‘\\
miz--> 50 100 150 200 250 Time--> 12.55 12.60 12.65

BF125951.D 8270-BF102521.M

Wed Oct 27 17:51:13 2021

Manual Integrations
APPROVED
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Abundance Scan 2031 (14.033 min): BF125917.D\data.ms (- #76
Chrysene-d12

240.2
Ref 50
106. 149.0
0\ \5‘7\()\ T \‘ ” % T “ \‘\ T ‘1 “““‘ ‘ \2\7\9.\]-‘ T
miz--> 50 100 150 200 250 300
Abundance Scan 2029 (14.021 min): BF125951.D\data.ms

240.2
Raw 50
0410 780 ‘\ H 1820 |l 279.1317.
T \ ‘ \ T \ T T T ‘ =TT ‘ =TT ‘ T T T 7T ‘ T T
m/z--> 50 100 150 200 250 300
Abundance Scan 2029 (14.021 min): BF125951.D\data.ms (-

Sub 50

240.2

279.1317.

m/z-->

50 100

158 1194 l\ \M\‘

150 200 250 300

Concen:

Delta R.T.
Lab File:

20.000 ng
RT: 14.021 min

Scan# 2029
-0.012 min
BF125951.D

Acq: 27 Oct 2021 00:23

Abundance Scan 1827 (12.833 min): BF125917.D\data.ms (- #78

202.1
Ref 50
G 500 n i H 1501 n HH\
T T ‘ 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 1825 (12.821 min): BF125951.D\data.ms
202.1
Raw 50
101
57.1 ‘
(5 H‘ H\ s \H“\ H” \‘\1\5?.\1\“\ \ “““\ T \2?5\1\ T
m/z--> 50 100 150 200 250
Abundance Scan 1825 (12.821 min): BF125951.D\data.ms (-
20p.1
Sub
50
101.0
0 44.0 I H 150.0 \\H -
e e e s S
m/z--> 50 100 150 200 250

BF125951.D 8270-BF102521.M

Tgt Ion:240 Resp: 392119
Ion Ratio Lower Upper
240 100
120 11.6 10.8 16.2
236 25.1 21.6 32.4
Abundance
14.p21
400000
300000
200000
100000
T T ‘ T T T T ‘ T T
Time--> 14.00 14.10
Pyrene
Concen: 2.366 ng
RT: 12.821 min Scan# 1825
Delta R.T. -0.012 min
Lab File: BF125951.D

Acq: 27 Oct 2021 ©00:23

Tgt Ion:202 Resp: 86326
Ion Ratio Lower Upper
202 100
200 21.1 15.3 22.9
203 17.7 13.4 20.0
Abundance
12.821
80000
60000
40000
20000
\\\\‘\\\\‘\\\\‘\
Time--> 12.80 12.85

Wed Oct 27 17:51:14 2021
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Abundance Scan 1852 (12.980 min): BF125917.D\data.ms (- #79

244.2

540 gog 1221 1601 2121

50 100 150 200 250
Scan 1851 (12.974 min): BF125951.D\data.ms

244.2

122.1 1601 2121

281..

540 900 i L

50 100 150 200 250

Scan 1851 (12.974 min): BF125951.D\data.ms (-

244.2

122.1 160.1 2121
54\0 90'0\ ‘ | i L \ML\

281..

Ref 50
m/z-->
Abundance

Raw 50

0
m/z-->
Abundance

Sub

50
m/z-->

50 100 150 200 250

Terphenyl-di14

Concen: 46.746 ng

RT: 12.974 min Scan# 1851
Delta R.T. -0.006 min

Lab File: BF125951.D

Acq: 27 Oct 2021 00:23

Tgt Ion:244 Resp: 1120592

Ion Ratio Lower Upper
244 100
212 7.5 5.9 8.9
122 1e0.1 9.0 13.4
Abundance
12.974
1000000
500000
T ‘ L ‘ L ‘ 1
Time--> 12,90 13.00 13.10

Abundance Scan 2280 (15.498 min): BF125917.D\data.ms (- #86

Ref 50
132.1
0 T “\‘”\ hH T \1\9\1‘9\ b ‘h\‘h“ L \3\5‘5\
miz--> 50 100 150 200 250 300 350
Abundance Scan 2279 (15.492 min): BF125951.D\data.ms
264.2
Raw 50
132.1
0‘4.?.‘(‘)‘ \8\6\-8“\‘”\ “H T \\2(‘)3.\0\“\ ‘N\‘H\ T \3\5‘5\
miz--> 50 100 150 200 250 300 350
Abundance Scan 2279 (15.492 min): BF125951.D\data.ms (-
264.1
Sub
50
132.1
0 75.9 I 1” 204.1 e ullh
L o B s s
m/z--> 50 100 150 200 250 300 350

BF125951.D 8270-BF102521.M

264.1

Perylene-di2

Concen: 20.000 ng

RT: 15.492 min Scan# 2279
Delta R.T. -0.006 min

Lab File: BF125951.D

Acq: 27 Oct 2021 ©0:23

Tgt Ion:264 Resp: 387136
Ion Ratio Lower Upper
264 100

260 25.1 19.6 29.4
265 23.3 17.2  25.8

Abundance
300000 15.492
200000
100000
O T L T ‘ T LI ‘ T
Time--> 15.40 1550 15.60

Wed Oct 27 17:51:14 2021
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Abundance Scan 2207 (15.068 min): BF125917.D\data.ms (- #88

252.1 Benzo(b)fluoranthene
Concen: 2.289 ng m
RT: 15.062 min Scan#t 2206
Ref 50 Delta R.T. -0.006 min
Lab File: BF125951.D
126.0 Acq: 27 Oct 2021 00:23
0\\6\3.\0\\‘\‘“\‘“\\ \\\2\00.\0\‘h\\“‘\\\\ \\\:\”55\.
m/z--> 5‘0 160 15‘0 260 250 360 35‘0 Tgt Ion:252 RESpZ 58499 \ERITEL Integrations
Abundance Scan 2206 (15.062 min): BF125951 D\data.ms 10N Ratio Lower Upper APPROVED
252.1 252 100 mohammad
253 21.9 16.8 25.2 10/27/2021 11:49:13 AM
125 12.2 9.8 14.8
Raw 50
207.0 Abundance
44.0 40000 15062
‘ 125.0 ‘
ok “H\‘H‘ \\‘H \‘M\ ‘HMW .\‘\H \‘uu‘u‘ ‘\‘ et ‘ h‘ o H‘M‘ " “n ‘3‘1‘3‘1‘-3‘5‘5‘
m/z--> 50 100 150 200 250 300 350 30000
Abundance Scan 2206 (15.062 min): BF125951.D\data.ms (-
252.1
20000
Sub
50 10000
126.0 ‘
ol 730 yi 2079 | 29503431 o=
m/z--> 50 100 150 200 250 300 350 Time--> 15.05

BF125951.D 8270-BF102521.M

Wed Oct 27 17:51:14 2021
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