LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126114.D

Acqg On : 10 Nov 2021 18:48
Operator : JU/CG

Sample : M4604-01

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126114.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.175 6 15 26 rVB 1062907 1402008 9.20% 1.841%
2 5.075 503 508 520 rVB 533414 666179 4.37% 0.875%
3 5.481 572 577 580 rBV 3932302 3825222 25.09% 5.024%
4 6.487 742 748 751 rBV 3845632 3859848 25.32% 5.069%
5 6.851 807 810 814 rBV 1218873 1040115 6.82% 1.366%
6 7.416 896 906 909 rBV 2715467 2502366 16.42%  3.286%
7 8.039 1008 1012 1016 rBV 189392 201089 1.32% 0.264%
8 8.134 1023 1028 1031 rBV 1400586 1349714 8.85% 1.773%
9 8.557 1097 1100 1103 rBV 225424 216297 1.42% 0.284%
10 8.728 1126 1129 1133 rBV 193338 173283 1.14% 0.228%
11  8.845 1147 1149 1154 rVB 265856 217542 1.43% 0.286%
12 8.945 1162 1166 1171 rVB2 301688 287772 1.89% 0.378%
13 9.210 1206 1211 1214 rBV 5162533 4195375 27.52% 5.510%
14  9.292 1221 1225 1230 rBV2 257220 272613 1.79% 0.358%
15 9.475 1249 1256 1260 rBvV2 157725 241006 1.58% 0.317%
16 9.545 1265 1268 1271 rBV 272599 256438 1.68% 0.337%
17 9.663 1286 1288 1293 rBV2 146065 162822 1.07% 0.214%
18 9.751 1300 1303 1307 rVB 267152 263418 1.73% 0.346%
19 9.822 1313 1315 1318 rVB 285150 201074 1.32% 0.264%
20 9.886 1320 1326 1329 rBV 1445822 1299422 8.52% 1.707%
21  9.922 1329 1332 1336 rVB 229443 199464 1.31% 0.262%
22 10.092 1357 1361 1363 rVB2 172397 182562 1.20% 0.240%
23 10.322 1397 1400 1402 rVB 282590 215589 1.41% 0.283%
24 10.433 1416 1419 1425 rVB 351870 355211 2.33% 0.466%
25 10.675 1455 1460 1463 rBV 2823439 2287348 15.01% 3.004%
26 10.792 1477 1480 1485 rBV3 330245 423710 2.78% 0.556%
27 10.980 1508 1512 1515 rBV2 131722 170342 1.12% 0.224%
28 11.239 1554 1556 1559 rVV 215038 172376  1.13% 0.226%
29 11.269 1559 1561 1566 rVB 208798 192871 1.27% 0.253%
30 11.375 1575 1579 1581 rBV 1305329 1117317 7.33% 1.467%
31 11.398 1581 1583 1586 rVV 1700645 1243033 8.15% 1.632%
32 11.445 1588 1591 1595 rVB 393576 378537 2.48% 0.497%
33 11.669 1626 1629 1631 rBV 238870 172299 1.13% 0.226%
34 11.769 1643 1646 1650 rBV 4511200 3858591 25.31% 5.067%
35 11.875 1661 1664 1666 rBV 371357 307243 2.02% 0.403%

36 11.904 1666 1669 1672 rVB 463956 367326 2.41% 0.482%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126114.D

Acqg On : 10 Nov 2021 18:48
Operator : JU/CG

Sample : M4604-01

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 11.951 1674 1677 1679 rVV 170845 152925 1.00% ©.201%
38 11.986 1679 1683 1685 rVvv2 586775 615048 4.03% ©0.808%
39 12.010 1685 1687 1691 rVB 298610 252559 1.66% ©0.332%
40 12.075 1696 1698 1702 rBV 163066 167900 1.10% 0.220%

41 12.427 1754 1758 1760 rBV ~ 294395 313237 2.05% 0.411%
42 12.469 1760 1765 1766 rVV 14677105 15243285 100.00% 20.019%
43 12.486 1766 1768 1773 rVB2 11699223 9772294 64.11% 12.834%
44 12.563 1778 1781 1783 rVV 1972328 1605978 10.54%  2.109%
45 12.586 1783 1785 1788 rVB 1436988 1196850  7.85% 1.572%

46 12.816 1819 1824 1827 rBV 1456165 1604051 10.52% 2.107%
47 12.963 1845 1849 1852 rBV 4396101 3573545 23.44% 4.693%
48 13.039 1859 1862 1865 rBv2 161521 208338 1.37% 0.274%
49 13.145 1874 1880 1883 rVB 411998 548768 3.60% 0.721%
50 13.210 1886 1891 1894 rVB2 376731 399962 2.62% 0.525%
51 13.251 1895 1898 1900 rBV 273143 250218 1.64% 0.329%
52 13.339 1911 1913 1916 rBV 195552 175818 1.15% 0.231%
53 13.374 1916 1919 1921 rBV 225575 226759 1.49% 0.298%
54 13.863 1999 2002 2011 rVB6 274833 383024 2.51% 0.503%
55 14.010 2023 2027 2030 rBvV2 1329303 1795629 11.78% 2.358%
56 14.039 2030 2032 2038 rVB 772749 659734 4.33% 0.866%
57 15.051 2201 2204 2213 rVB 499268 960459 6.30% 1.261%
58 15.357 2253 2256 2262 rVB 383114 478118 3.14% 0.628%
59 15.421 2263 2267 2272 rBV 461324 588088 3.86% 0.772%
60 15.480 2274 2277 2281 rBV 580244 695281 4.56% 0.913%
Sum of corrected areas: 76145290
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 10 Nov 2021 18:48

. M4604-01

. 18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
BF126114.D

Ju/CaG

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1.4e+07

1.2e+07

1le+07

8000000

6000000

4000000

2000000

0

TIC: BF126114.D\data.ms

5.481

6.487

7.416

75 6.851

i

5.075

Time-->
Abundance

1.4e+07

1.2e+07

1le+07

8000000

6000000

4000000

2000000

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

TIC: BF126114.D\data.ms

12.469

12}486

9210 12.963

11.769

9.886
22.0940.32233
A A JAN

0
Time-->
Abundance

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

8.558.72
R
50

81945
T
9.00

.292 959"

9.50

e ‘
.00 10.50 11.00
TIC: BF126114.D\data.ms

‘ ‘ T — —
8. 10 11.50 12.00 12.50 13.00

14.010

a7a 13863030 15.051 1445780

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126114.D

Acqg On : 10 Nov 2021 18:48
Operator : JU/CG

Sample : M4604-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.175 26.96 ng 1402010 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 32
4 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
Abundance  Scan 15 (2.175 min): BF126114.D\data.ms (-6) (-) m/z 73.05 100.00%
73.0
5000 43.1
87.1
AR e
Lg 1 ‘ 2.202.302.402.502.60
Olrrrerrrperre et e e 2999 m/z 43.16 45.63%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T [T T T[T [TTT
43.0 2.202.302.402.502.60
‘ 87.0 m/z 55.10 30.37%
29.0 ‘
O \H‘\\H’HH‘HH"HH“HH‘\\\\9‘9\\\“\}H‘HH‘HH‘HH‘HH
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
A RARAREEEEE
410 o 87.0 2.202.302.402.502.60
5000 | m/z 87.10 27.57%
wo 1L
0 ‘,‘ ‘ _H R A ———
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2245: Silane, tetramethyl- A RARAaERaEE
73.0 2.202.302.402.502.60

m/z 41.10 16.00%

5000
43.0
oL 20 180 299 || 500 | ggo

m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126114.D

Acqg On : 10 Nov 2021 18:48
Operator : JU/CG

Sample : M4604-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.075 12.81 ng 666179 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
Abundance Scan 508 (5.075 min): BF126114.D\data.ms (-503) (-) m/z 43.00 100.00%
3.0
59.1
5000
1010 \\\‘\\\\’\\\\‘\\\\‘\\\\
‘ 83.0 4.80 5.00 5.20 5.40
Ol el 70920 L m/z 59.10 54.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L B L NI A AL
4.80 5.00 5.20 5.40
101.0 m/z 101.00 17.42%
31\'0 L | 83.0 |
0\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
AR ARNEEaRE T
4.80 5.00 5.20 5.40
5000 57.0 m/z 58.10 14.09%
29.0
‘ 101.0
Y S 1 Y SN
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- AR ARNREaRE T
59.0 4.80 5.00 5.20 5.40
m/z 41.05 8.64%
5000 41.0
29.
87.0
b 380 L Ll 100 | o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126114.D

Acqg On : 10 Nov 2021 18:48
Operator : JU/CG

Sample : M4604-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Tetradecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.292 4.20 ng 272613  Acenaphthene-die 9.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Tridecane, 6-methyl- 198 C14H30 013287-21-3 91
3 Hexadecane 226 C1l6H34 000544-76-3 90
4 Tridecane 184 C13H28 000629-50-5 86
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80

Abundance Scan 1225 (9.292 min): BF126114.D\data.ms (-1221) (-) m/z 57.05 100.00%
57.0

5000
85.0
R RS
9.00 9.20 9.40 9.60
ool zaa aem2 R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0
5000 85.0 T T T T T T T T T T T T
9.00 9.20 9.40 9.60
29.0 m/z 71.10 53.06%
O L ‘ \‘\‘\ \“M T \H“ T \“} T “1‘\ T \““%?—E.R“\]\-%%.R \]‘-(\3\9\.\0‘ \?‘2?.\0\\ T ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74019: Tridecane, 6-methyl-
57.0
T e
9.00 9.20 9.40 9.60
5000 m/z 41.05 51.78%
85.0
29.0 ‘ 126.0
ST O S TR T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane T
57.0 9.00 9.20 9.40 9.60
m/z 85.05 34.39%
5000
85.0
29.0
0 ‘\ ““ | M‘ ;113.0 141.0 169.0 197.0 226.0
rrrrr e e e e e L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126114.D

Acqg On : 10 Nov 2021 18:48
Operator : JU/CG

Sample : M4604-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Naphthalene, 1,6-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.475 3.71 ng 241006  Acenaphthene-die 9.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96

Abundance Scan 1256 (9.475 min): BF126114.D\data.ms (-1249) () m/z 156.10 100.00%
156.1

5000

=

9.20 9.40 9.60 9.80

01 m/z 141.00 77.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
5000 UL L B R B L
9.20 9.40 9.60 9.80
115.0 ITI/Z 155.10 39.09%
270 510 770 ‘ |
0 \\\‘\‘\.\\“\\“\ T “M \‘\HU“ T “H\i‘\“\‘\ \“‘\ \M‘ T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33144: Naphthalene, 2,7-dimethyl-
156.0
9.20 9.40 9.60 9.80
5000 m/z 115.00 19.94%
77.0 128.0
210 S0 | 020 1l
b et S e e
miz--> 20 40 60 80 100 120 140 160 180
Abundance #33149: Naphthalene, 2,3-dimethyl- R ARmmanEEE R
156.0 9.20 9.40 9.60 9.80
m/z 128.00 16.57%
5000
6.0 115.0
51.0 .
0. O U N s 210 | U L
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126114.D

Acqg On : 10 Nov 2021 18:48
Operator : JU/CG

Sample : M4604-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Naphthalene, 2,3-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.545 3.95 ng 256438  Acenaphthene-di10 9.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96

Abundance Scan 1268 (9.545 min): BF126114.D\data.ms (-1265) (-)  m/z 156.10 100.00%
5.1

15
5000 J\«
115.1 j\‘ﬂ‘
bl LAl e
0 b el gt Ml SEES 0 m/z 141.00 96.26%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 L :
9.50
115.0 m/z 155.10 32.31%
76.0 ‘
51.0
27.0
O T \’\‘1 T \“ T \“\ \“‘h‘\‘\““" \‘1‘\ T “\ T } ‘ \“!‘\ \“‘\ \M‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33138: Naphthalene, 1,5-dimethyl-
156.0
9.50
5000 ITI/Z 115.05 21.67%
115.0
77.0
ol 20 S0 el
miz--> 20 40 60 80 100 120 140 160 180
Abundance #33156: Naphthalene, 1,7-dimethyl- — ‘
156.0 9.50
m/z 128.00 16.11%
115.0
510 /7.0
ob— ’2‘5“‘0‘ el Il R "

\\‘\\\\’\\‘\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126114.D

Acqg On : 10 Nov 2021 18:48
Operator : JU/CG

Sample : M4604-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Hexadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

10.322 3.32 ng 215589  Acenaphthene-di10 9.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 86
3 Pentadecane, 2-methyl- 226 Cl6H34 001560-93-6 83
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 80

Abundance Scan 1400 (10.322 min): BF126114.D\data.ms (-1397) (- m/z 57.05 100.00%
57.0

P o
99.0 140.1172.0 10.00 10.50
ol by 2994720 2263 m/z 43.05 79.01%
miz--> 50 100 150 200 250 300
Abundance #107218: Hexadecane
57.0
5000 - -
10.00 10.50
m/z 71.05 54.83%
Oszo L | “‘9%-0‘ 1410 183.0 226.0
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo-
57.0
P e
10.00 10.50
5000 m/z 41.10 40.61%
99.0 183.0
ol bbb e T s
miz--> 50 100 150 200 250 300
Abundance #107235: Pentadecane, 2-methyl- — —
43.0 10.00 10.50
m/z 85.10 37.87%
5000 85.0
‘ 3210 183.0
ol ba L1 | ze0 S an
m/z--> 50 100 150 200 250 300 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126114.D

Acqg On : 10 Nov 2021 18:48
Operator : JU/CG

Sample : M4604-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.792 7.58 ng 423710  Phenanthrene-d10 11.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Tridecane 184 C13H28 000629-50-5 90
3 Hexadecane 226 C1l6H34 000544-76-3 68
4 Dodecane 170 C12H26 000112-40-3 68
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 64
Abundance Scan 1480 (10.792 min): BF126114.D\data.ms (-1477) (- m/z 57.10 100.00%
57.1
195.1 CT T L
| h | 311390 1691 240, 10.50 11.00
O bl et b i e bbb e m/z 43.05  86.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123961: Heptadecane
57.0
5000 i ——
85.0 10.50 11.00
29.0 m/z 71.85 55.67%
H\‘H\\‘HH‘HH‘\\H‘\\1\‘\\H’\H\’\H\‘\H\‘H\\‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59028: Tridecane
57.0
—— —
10.50 11.00
5000 85.0 m/z 41.10 45.32%
290
H | | 1201410 1840
0“‘_‘H"HHM‘1WMH"va"H,H“V‘H“H‘_“W‘H“H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107218: Hexadecane T —
57.0 10.50 11.00
m/z 85.05 38.65%
5000
85.0
29.0
0 “ ‘ L H‘ 1113.0 141.0 169.0 197.0 226.0
HW‘H‘_‘H‘HH‘H‘W‘H‘_‘HM‘H,H‘W‘HW‘H‘_‘H‘H T —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126114.D

Acqg On : 10 Nov 2021 18:48
Operator : JU/CG

Sample : M4604-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Naphtho[1,2-b]thiophene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.269 3.45 ng 192871  Phenanthrene-di10 11.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphtho[1,2-b]thiophene 184 C12H8S 000234-41-3 95
2 Naphtho[2,1-b]thiophene 184 C12H8S 000233-02-3 93
3 Dibenzothiophene 184 C12H8S 000132-65-0 91
4 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 90
5 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 90

Abundance Scan 1561 (11.269 min): BF126114.D\data.ms (-1559) (-] m/z 184.00 100.00%

184.0
5000
57.1 A ‘

139.0 Col N
‘ ‘ 831 1430 ‘ | 2070 11.00 11.50
Ot bt i AO19 L2070 sy 57,18 29.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58974: Naphtho[1,2-b]thiophene
184.0
5000 e -
11.00 11.50
139.0 m/z 43.05 20.25%
ol 450 69.0 9291150 “ J \‘
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\1‘\\\\‘ \\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58972: Naphtho[2,1-b]thiophene
184.0
j\_T"T \ e
11.00 11.50
5000 m/z 71.10 18.66%
139.0
92.0
ol 400 69.0 "7 1150 ‘ J L
R R o e R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58964: Dibenzothiophene T T
184.0 11.00 11.50
m/z 139.00 16.79%
5000
139.0
92.0
00 890 % w50 ||
et e e e T —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126114.D

Acqg On : 10 Nov 2021 18:48
Operator : JU/CG

Sample : M4604-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.769 69.07 ng 3858590  Phenanthrene-d10 11.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 90
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 87
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
4 Methyl 8-methyl-nonanoate 186 C11H2202 1000452-00-9 81
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan1646(11769num BF126114.D\data.ms (-1643) (- m/z 74.00 100.00%
74.0
50001 43.0
—— —
| 11114‘3-1 1851 272 o0 11.50 12.00
ob A ML L PR, 2708 306y, 87,00 74.23%
miz--> 50 100 150 200 250 300
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 - ——
43.0 11.50 12.00
143.0 m/z 43.05 42.74%
0 ‘ ‘\‘ \M‘ ]70\ ‘ . \18'\50\ 22\7.9 279'0
T T T ‘ \ T T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #161238: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
—_— SO G-
11.50 12.00
m/z 55.10 34.96%
50001 444 270.0 /
Lo o ]
0‘\\‘ l ‘u“ il u\ “\‘} phpelr | ‘\‘ \‘ b o “ e
miz--> 50 100 150 200 250 300
Abundance #143572: Pentadecanoic acid, methyl ester == =
74.0 11.50 12.00
m/z 41.10 34.15%
5000
43.0
143.0
213.0 256.0
STHUWIRE it RN
m/z--> 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126114.D

Acqg On : 10 Nov 2021 18:48
Operator : JU/CG

Sample : M4604-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1@ 1H-Cyclopropa[l]phenanthren... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.874 5.50 ng 307243  Phenanthrene-d10 11.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 96
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 94
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 91

Abundance Scan 1664 (11.875 min): BF126114.D\data.ms (-1661) (| m/z 192.05 100.00%

192.1
5000
1150 1200
94.7 . .
150.
ol 200 k) ‘o 2391 3019 m/z 191.05 58.51%
miz--> 50 100 150 200 250 300
Abundance #67054: 1H-Cyclopropa[l]phenanthrene,1a,9b-dihydro-
192.0
5000 — AN
11.50 12.00
m/z 189.00 28.54%
270 630 990 1390 |
T T T T ‘ T ‘ TTTT ’ T ‘ T T T T ‘ T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #67035: Phenanthrene, 1-methyl-
192.0
i M
11.50 12.00
5000 m/z 165.10  16.10%
5270 630 960 1390 |
i ey e e e e e e
miz--> 50 100 150 200 250 300
Abundance #67024: Anthracene, 2-methyl- “ T
192.0 11.50 12.00
m/z 190.10 15.98%
5000
0 39.0 “8?"-0\\ 139'0 h‘ - AN
e L e T o A am wa — M ‘
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126114.D

Acqg On : 10 Nov 2021 18:48
Operator : JU/CG

Sample : M4604-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Anthracene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.904 6.58 ng 367326  Phenanthrene-d10 11.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 94
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
Abundance Scan 1669 (11.904 min): BF126114.D\data.ms (-1666) (-, m/z 192.10 100.00%
1921
12.00
82.7 1390 :
0380 ”“ 2432 8041 /7 191.10 59.32%
miz-> 50 100 150 200 250 300
Abundance #67021: Anthracene, 1-methyl-
192.0
5000 U
12.00
83.0 m/z 189.10  28.93%
ol 390 | 111601520 H‘H
T T ‘ T ‘ T ‘ T T ‘ T T T ‘ T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #67025: Anthracene, 2-methyl-
192.0
r=
12.00
5000 m/z 193.10 16.80%
96.0
0 28\0 6370 I d‘ 152(\?\ uh‘
e e e
miz--> 50 100 150 200 250 300
Abundance #67026: Anthracene, 9-methyl- —
192.0 12.00
m/z 190.05 15.58%
5000
96.0
5280630 | 1520 |
B e e B A E A
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126114.D

Acqg On : 10 Nov 2021 18:48
Operator : JU/CG

Sample : M4604-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.986 11.01 ng 615048  Phenanthrene-di10 11.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 64
2 4-Bromothiophene-2-aldehyde 190 C5H3Bros 018791-75-8 58
3 6H-Cyclobuta[jk]phenanthrene 190 C15H1e 083469-43-6 58
4 SH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 38
5 Propyne, 1,3-diphenyl- 192 C15H12 004980-70-5 25

Abundance Scan 1683 (11.986 min): BF126114.D\data.ms (-1679) (-  m/z 190.05 100.00%
190.1
5000
94.5 e a e
50.0 139.0 hm“ :
ol tale o 220 L. 224226303021 /7 189.10  96.94%
miz--> 50 100 150 200 250 300
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0
5000 T T
12.00
95.0 m/z 192.10 72.95%
O T \4‘\3 ‘ \“ \‘ \‘ “\“ \ \1\37\? \‘ L ““ ‘ L ‘ L ‘ T 1
miz--> 50 100 150 200 250 300
Abundance #64990: 4-Bromothiophene-2-aldehyde
191.0
82.0 UL A
390 | 12.00
5000 m/z 191.10 55.78%
1170
oLkl ‘ S D e —
miz--> 100 150 200 250 300
Abundance #64922.6H—Cydobutaﬂmphenanﬂwene —
189.0 12.00
m/z 187.00 21.13%
5000
94.0
0 ARREAS — ‘J“M‘ e W e
m/z--> 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126114.D

Acqg On : 10 Nov 2021 18:48
Operator : JU/CG

Sample : M4604-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Phenanthrene, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.010 4.52 ng 252559  Phenanthrene-di10 11.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 94
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 94
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 91
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91

Abundance Scan 1687 (12.010 min): BF126114.D\data.ms (-1685) (1 m/z 192.10 100.00%
1

92.1
5000
WL o
411 943 4g5p 241.2 12.00
O iR O N u“i”ﬁ‘u‘ et 80231 s 191,10 62.85%
m/z--> 50 100 150 200 250 300
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 e
12.00
m/z 165.10 17.35%
94.0
O T T T \51‘"0\‘ ‘\ \‘ \M‘ T T T J‘\-Siﬁz.\?\ ‘\ H! ‘ T T T T ‘ T T T T ‘ T
m/z--> 50 100 150 200 250 300
Abundance #67029: Anthracene, 1-methyl-
192.0
T \
12.00
5000 ITI/Z 193.10 14.29%
82.0 ‘
oL 80 Ll o) |
m/z--> 50 100 150 200 250 300
Abundance #67024: Anthracene, 2-methyl- T
192.0 12.00
m/z 94.35 6.38%
5000
0 39.0 “83‘.0\\ 139'0 h‘ . \‘H
— e e e
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126114.D

Acqg On : 10 Nov 2021 18:48
Operator : JU/CG

Sample : M4604-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 9,10-Dimethylanthracene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

12.427 5.61 ng 313237  Phenanthrene-d10 11.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 91
2 Anthracene, 1,4-dimethyl- 206 C16H14 000781-92-0 91
3 3,4-Dimethylphenanthrene 206 Cl6H14 1000452-24-5 90
4 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 90
5 Phenanthrene, 2,3-dimethyl- 206 C16H14 003674-65-5 90

Abundance Scan 1758 (12.427 min): BF126114.D\data.ms (-1754) (-] m/z 206.05 100.00%

206.1
5000
12:50
89.0 165.1 ‘ :
oL 240 L 1200, ) ] wh“m 24992841 321 n/; 191.10  47.70%
miz--> 50 100 150 200 250 300
Abundance #82934: 9,10-Dimethylanthracene
206.0
5000 T
12.50
m/z 189.05 24.66%
ols0 510 890 1270300 | H\‘
LI \ ‘ \ 1T ‘ 1T T ‘ T L ‘ L ‘ LI
miz--> 50 100 150 200 250 300
Abundance #82936: Anthracene, 1,4-dimethyl-
206.0
1
12.50
5000 m/z 205.10  18.91%
o st0 Tlarot®O )
miz--> 50 100 150 200 250 300
Abundance #82935: 3,4-Dimethylphenanthrene —
206.0 12.50
m/z 207.10 15.43%
5000
89.0
o0 lyazeo OV 7
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126114.D

Acqg On : 10 Nov 2021 18:48
Operator : JU/CG

Sample : M4604-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.469 272.86 ng 15243300 Phenanthrene-d1e 11.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
4 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 98
5 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 98

Abundance Scan 1765 (12.469 min): BF126114.D\data.ms (-1760) (-1 m/z 67.10 100.00%

67.1
5000
09.1
1250
2631
2202
- “h I “h “‘ y ‘187‘1‘ S L2988 myz 81.10 85.47%
miz--> 50 100 150 200 250 300
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
5000
1250
m/z 55.10 67.71%
0 262.0294.0
miz--> 50 100 150 200 250 300
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
67.0
1250
5000 m/z 41.05 55.90%
030 294.0
o .
o UL L I senozo0 2o20 T
miz--> 50 150 200 250 300
Abundance  #191900: 9,12- Octadecadienoic acid, methyl ester
67.0 12 50
m/z 95.10 55.78%
5000
09.0
294.0
ol L ‘uHHH“HH uh ‘M\wuu‘ m ‘d‘ ., 2230 2620707
miz--> 50 150 200 250 300 12'50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126114.D

Acqg On : 10 Nov 2021 18:48
Operator : JU/CG

Sample : M4604-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 16-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.486 174.92 ng 9772290  Phenanthrene-d10 11.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 94
2 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 91
3 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 90
4 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 90
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 86

Abundance Scan 1768 (12.486 min): BF126114.D\data.ms (-1766) (-, m/z 55.10 100.00%

5[:
5000 97.1 /\M
=
‘ 180.2 222.2 264 12.50
0! dMMumwmmJ\L“v‘J‘h‘ h‘297$‘ ‘ m/z 41.10 69.06%
m/z--> 100 150 200 250 300
Abundance #194422. 16-Octadecenoic acid, methyl ester
55.0
5000 T
70 12.50
264.0 m/z 69.10 63.43%
380 180.0 222.0 ‘
o! ‘MW¢WW“\M\‘\ A“\“’ggaq“
miz--> 100 150 200 250 300
Abundance #194424 11-Octadecenoic acid, methyl ester
5E
o
12.50
m/z 74.00 59.02%
5000 264.0
ﬁ380 180.0 222.0
0! ‘\M“‘m‘\h all \‘\ o ‘h‘\ - ‘29Z'9 —
miz--> 150 200 250 300
Abundance #194409: 9—Octadecen0ic acid, methyl ester e
55.0 12.50
m/z 83.10 50.36%
5000 70
264.0
222.0
MLLLEES 2 1|
oL ‘ H ‘u \‘\H\H‘ \H\‘h o \!\ — - — ‘2‘97‘9‘ . o
miz--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126114.D

Acqg On : 10 Nov 2021 18:48
Operator : JU/CG

Sample : M4604-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 11H-Benzo[b]fluorene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.145 6.11 ng 548768 Chrysene-d12 14.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 93
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 91
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 91
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 87
Abundance Scan 1880 (13.145 min): BF126114.D\data.ms (-1874) (-, m/z 216.10 100.00%
216.1
1300 13.50
107.6 . .
55.1 163.1
ol bR L 274 3202 /g 915,10 82.54%
miz-> 50 100 150 200 250 300
Abundance #94576: 11H-Benzo[b]fluorene
216.0
5000 e i
13.00 13.50
108.0 ITI/Z 213.10 21.25%
57.0 | M 163.0 M
O\\\\“\\\\“‘\\\‘\‘\“\\M\‘\M\\\‘\\\\‘\\\
miz-> 50 100 150 200 250 300
Abundance #94578: Fluoranthene, 2-methyl-
216.0
— —
13.00 13.50
5000 m/z 217.05 16.77%
108.0
miz--> 50 100 150 200 250 300
Abundance #94565: Pyrene, 1-methyl- 7 —
216.0 13.00 13.50
m/z 107.60 8.92%
5000
95.0
ol40 500 || 1630 | -
L B e = a—
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126114.D

Acqg On : 10 Nov 2021 18:48
Operator : JU/CG

Sample : M4604-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 Pyrene, 1-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.210 4.45 ng 399962  Chrysene-d12 14.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 90
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 90
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 87
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 81
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 72

Abundance Scan 1891 (13.210 min): BF126114.D\data.ms (-1886) (-] m/z 216.05 100.00%

216.1
5000
i =
107.8
55.1 13.00 13.50
163.1 302.1 :
ol bt b m PP g L 260AS0E 344 /s 215,10 94.79%
m/z--> 50 100 150 200 250 300
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 == T
13.00 13.50
95.0 m/z 213.05 23.52%
OL\4\0\5\9(\)\ T \“““\ T \J‘-G\S\O\ “L i \“H\ L B B B B
m/z--> 50 100 150 200 250 300
Abundance #94579: Fluoranthene, 2-methyl-
216.0
— ]
13.00 13.50
5000 ITI/Z 217.10 19.01%
108.0
0 27.0 63Q I \“ 1630 1o \H‘
T B B L L e LA B S
m/z--> 50 100 150 200 250 300
Abundance #94572: 11H-Benzol[b]fluorene T T
216.0 13.00 13.50
m/z 107.80 13.27%
5000
107.0
0 27.0 63.0 | | 163.0 H [
L L T S A B B - e
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126114.D

Acqg On : 10 Nov 2021 18:48
Operator : JU/CG

Sample : M4604-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 19 1-Hexadecene, 16-bromo- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.863 4.27 ng 383024 Chrysene-d12 14.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexadecene, 16-bromo- 302 C16H31Br 118625-56-2 83
2 Dodecane, 6-cyclohexyl- 252 C18H36 013151-86-5 62
3 Butyl eicosyl ether 354 C24H500 1000406-40-7 62
4 1-Docosene 308 C22H44 001599-67-3 60
5 1-Tetracosene 336 C24H48 010192-32-2 60
Abundance Scan 2002 (13.863 min): BF126114.D\data.ms (-1999) (- m/z 57.10 100.00%
57.1
230.1
5000
— ——
153.0 13.50 14.00
0= \“ \ “‘\\;\HHHH’\ oy ‘i““‘ e l\\ ‘H“ | \‘M“ N h“ ‘3‘4‘2 93‘8‘5“1 m/z 43.10 91.53%
mlz--> 50 100 150 200 250 300 350
Abundance #201914: 1-Hexadecene, 16-bromo-
55.0
5000 — —
13.50 14.00
148.0 m/z 55.10 67.85%
304.0
O \“\ \ ‘ “h \“‘\‘H’ h \“\m\ MH \H \1\9\0‘0\ ™ \2‘69\0\ T ‘H\ T ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #138530: Dodecane, 6-cyclohexyl-
57.0
— ——
13.50 14.00
5000 m/z 230.10 57.46%
168.0
o““km JU“,M“w“u‘wm_m_m_m
miz--> 100 150 200 250 300 350
Abundance #264241: Butyl eicosyl ether o T
57.0 13.50 14.00
m/z 83.10 53.27%
5000
7.0
0 | M ‘ \‘H I ‘u %39018202240 280.0
e “,“““““““““‘“““““ — —
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126114.D

Acqg On : 10 Nov 2021 18:48
Operator : JU/CG

Sample : M4604-01

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.175 27.0 ng 14020106 1 6.851 1040120 20.0
2-Pentanone, 4-... 5.075 12.8 ng 666179 1 6.851 1040120 20.0
Tetradecane 9.292 4.2 ng 272613 3 9.886 1299420 20.0
Naphthalene, 1,... 9.475 3.7 ng 241006 3  9.886 1299420 20.0
Naphthalene, 2,... 9.545 4.0 ng 256438 3 9.886 1299420 20.0
Hexadecane 10.322 3.3 ng 215589 3 9.886 1299420 20.0
Heptadecane 10.792 7.6 ng 423710 4 11.375 1117320 20.0
Naphtho[1,2-b]t... 11.269 3.5 ng 192871 4 11.375 1117320 20.0
Hexadecanoic ac... 11.769 69.1 ng 3858590 4 11.375 1117320 20.0
1H-Cyclopropa[l... 11.874 5.5 ng 307243 4 11.375 1117320 20.0
Anthracene, 1-m... 11.904 6.6 ng 367326 4 11.375 1117320 20.0
4H-Cyclopenta[d... 11.986 11.0 ng 615048 4 11.375 1117320 20.0
Phenanthrene, 2... 12.010 4.5 ng 252559 4 11.375 1117320 20.0
9,10-Dimethylan... 12.427 5.6 ng 313237 4 11.375 1117320 20.0
9,12-Octadecadi... 12.469 272.9 ng 15243300 4 11.375 1117320 20.0
16-Octadecenoic... 12.486 174.9 ng 9772290 4 11.375 1117320 20.0
11H-Benzo[b]flu... 13.145 6.1 ng 548768 5 14.016 1795630 20.0
Pyrene, 1-methyl- 13.210 4.5 ng 399962 5 14.016 1795630 20.0
1-Hexadecene, 1... 13.863 4.3 ng 383024 5 14.016 1795630 20.0
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