LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134319.D

Acqg On : 17 Jul 2023 17:00
Operator : CG\JU

Sample : 03615-04

Misc :

ALS vial : 7 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134319.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.134 4 8 12 rVB 40811 59031 2.94% 0.388%
2 5.075 504 508 516 rVB 33518 40156 2.00% 0.264%
3 5.469 571 575 588 rBV 1879725 1726062 85.85% 11.343%
4 6.475 742 746 762 rBV 1897542 1714263 85.26% 11.265%
5 6.675 776 780 788 rBV2 16385 27907 1.39% 0.183%
6 6.834 804 807 818 rBV 570327 486838 24.21%  3.199%
7 7.398 899 903 906 rBV 1275204 1047552 52.10% 6.884%
8 8.116 1021 1025 1028 rBV 680386 591592 29.42%  3.888%
9 9.192 1204 1208 1211 rBV 2495332 2010653 100.00% 13.213%
10 9.304 1223 1227 1231 rVB 29125 26581 1.32% 0.175%
11  9.875 1320 1324 1327 rBV 757154 646829 32.17% 251%
12 10.081 1354 1359 1363 rBV2 22048 31539 1.57% 207%
13 10.586 1440 1445 1449 rVB2 29178 33170 1.65%

14 10.669 1455 1459 1472 rBV 1324819 1256229 62.48%
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S

15 11.369 1574 1578 1580 rBV 588228 509049 25.32% 345%
16 11.392 1580 1582 1586 rVB 86678 75850  3.77% 0.498%
17 11.604 1614 1618 1624 rBV6 14675 34641 1.72% ©.228%
18 11.869 1661 1663 1665 rBV 26476 26825 1.33% 0.176%
19 11.898 1665 1668 1672 rVV2 318636 297743 14.81%  1.957%
20 11.980 1680 1682 1685 rBV2 34526 34023 1.69% 0.224%
21 12.316 1734 1739 1741 rBVv4 24605 36922 1.84% 0.243%
22 12.422 1754 1757 1760 rBV 52187 51760 2.57%  0.340%
23 12.457 1760 1763 1766 rVV3 34571 42322 2.10% 0.278%
24 12.516 1770 1773 1777 rBV 38516 43037 2.14% 0.283%
25 12.586 1782 1785 1789 rBV 310403 299817 14.91% 1.970%
26 12.686 1799 1802 1807 rBV2 113721 128192 6.38% 0.842%
27 12.822 1819 1825 1832 rBV 273087 324744 16.15%  2.134%
28 12.875 1832 1834 1838 rVB2 27109 29140  1.45% 0.191%
29 12.963 1845 1849 1856 rVB 2063022 1836150 91.32% 12.066%
30 13.039 1858 1862 1866 rBv4 26474 47786  2.38% 0.314%
31 13.133 1874 1878 1879 rBV3 29207 38855 1.93% ©.255%
32 13.151 1879 1881 1885 rVB 50120 47214 2.35% ©0.310%
33 13.216 1890 1892 1895 rVV 30507 31321 1.56% ©.206%
34 13.257 1896 1899 1901 rVB2 28697 27659 1.38% 0.182%
35 13.345 1912 1914 1917 rBV 21692 23992 1.19% ©0.158%
36 13.669 1966 1969 1972 rVB 36430 36856  1.83% 0.242%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134319.D

Acqg On : 17 Jul 2023 17:00
Operator : CG\JU

Sample : 03615-04

Misc

ALS vial : 7 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.874 2002 2004 2005 rBV2 32661 27578 1.37% 0.181%
38 14.027 2023 2030 2033 rBV2 572288 704930 35.06% 4.632%
39 14.051 2033 2034 2038 rVB 144056 114019 5.67% 0.749%
40 14.886 2173 2176 2180 rVB 81142 84460 4.20% 0.555%
41 15.086 2207 2210 2213 rBV 97380 127875 6.36% 0.840%
42 15.527 2281 2285 2295 rVB 248673 393251 19.56%  2.584%
43 16.010 2365 2367 2371 rBV 34729 42736 2.13% 0.281%

Sum of corrected areas: 15217149
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method :
Quant Title

TIC Library
TIC Integration Parameters:

: 17 Jul 2023 17:00
¢ CG\JU
: 03615-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071723\
BF134319.D

: 7 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P
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2000000
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134319.D

Acqg On : 17 Jul 2023 17:00
Operator : CG\JU

Sample : 03615-04

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Cyclohexene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.134 2.43 ng 59031 1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene 82 C6H10 000110-83-8 64
2 Cyclopropane, (1-methylethylidene)- 82 C6H10 004741-86-0 59
3 2,4-Hexadiene, (E,E)- 82 C6H1e 005194-51-4 58
4 (2),(Z)-2,4-Hexadiene 82 C6H1e 006108-61-8 53
5 1,4-Hexadiene 82 C6H1e0 000592-45-0 53
Abundance Scan 8 (2.134 min): BF134319.D\data.ms (-4) (-) m/z 67.00 100.00%
67.0
54.0
5000
39.0 821
 RRAREEEREES S
2.202.302.402.50

o‘W‘H"‘H"H\‘_HH!‘m‘Mlw‘H‘WH““““_199"9” m/z 54.00 64.51%

m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #1359: Cyclohexene
67.0
54.0
5000 T T
41.0 82.0 2.202.302.402.50

27.0 m/z 82.10 41.26%

0\\"!\5\.(\)‘\\}‘}“\\\}‘!‘\\\“}‘\‘\\‘\\w1‘\\\‘\“‘\‘\\\‘\\\\‘\\\\‘\\\

m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #1437: Cyclopropane, (1-methylethylidene)-

67.0
e
39.0 2.202.302.402.50
82.0 o
5000 m/z 39.00 34.49%
270 54.0
b v el b e ey
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1387: 2,4-Hexadiene, (E,E)-
67.0 2.202.302.402.50
m/z 41.00 31.36%
5000 39.0 82.0
27.0 53.0
o"‘7?59"‘:‘m"“1}‘u"H:Hm"u“:‘Hm‘mwwww W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134319.D

Acqg On : 17 Jul 2023 17:00
Operator : CG\JU

Sample : 03615-04

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.898 11.70 ng 297743  Phenanthrene-di10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 n-Decanoic acid 172 C10H2002 000334-48-5 92
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 1668 (11.898 min): BF134319.D\data.ms (-1665) (- m/z 73.00 100.00%
43.1 73.0

5000 129.1

— e
‘ ‘ HP 11.50 12.00
0 _‘Hiﬁmw ﬁw%u m/z 43.10 99.72%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 T —
11.50 12.00
m/z 60.00  86.25%

—

157.0 185.0 213.0 256.0

0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
== =
43.0 11.50 12.00
5000 129.0 m/z 55.00 80.96%
171.0
214.0
iyl |
0“M‘WﬁwﬂWH&WMNNJM‘MMwkwﬁ‘m‘wku‘uuw‘u‘_‘u‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #46966: n-Decanoic acid — —
73.0 11.50 12.00

m/z 41.10 78.87%

129.0
5000
43.0
[ i

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134319.D

Acqg On : 17 Jul 2023 17:00
Operator : CG\JU

Sample : 03615-04

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 9,10-Dimethylanthracene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.422 2.03 ng 51760  Phenanthrene-d10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 90
2 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 83
3 Anthracene, 1,4-dimethyl- 206 C1l6H14 000781-92-0 81
4 3,4-Dimethylphenanthrene 206 Cl6H14 1000452-24-5 81
5 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 80

Abundance Scan 1757 (12.422 min): BF134319.D\data.ms (-1754) (- m/z 206.10 100.00%
206

06.1

5000

-

T
12.50
m/z 191.05 48.87%

101.0

165.1
44.0 33.0

2459 283.1

0,

miz--> 50 100 150 200 250 300
Abundance #82933: 9,10-Dimethylanthracene
206.0
5000

—
12.50
m/z 189.00  26.07%

89.0
0 \51".0\‘ el “\‘iM \1\2Z0\ "16\‘5\.%\ ‘U i‘m\ LA B B B B
m/z--> 50 100 150 200 250 300
Abundance #82924: di-p-Tolylacetylene
206.0
—
12.50
5000 m/z 205.10 21.17%
102.
o w0 oot ||
m/z--> 50 100 150 200 250 300
Abundance #82936: Anthracene, 1,4-dimethyl- Lo —
206.0 12.50
m/z 190.05 15.17%
5000
89.0
ol Sto T e 180 BN
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\BF@71723\
Data File : BF134319.D

Acqg On : 17 Jul 2023 17:00
Operator : CG\JU

Sample : 03615-04

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Pentadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.686 5.04 ng 128192  Phenanthrene-di10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 93
2 Octadecanoic acid 284 C18H3602 000057-11-4 80
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
5 Dodecanoic acid 200 C12H2402 000143-07-7 62

Abundance Scan 1802 (12.686 min): BF134319.D\data.ms (-1799) (- m/z 43.05 100.00%

43.0
5000 1291

85.1
185.1 241.2

— —
12.50 13.00

[ — m/z 60.00 87.34%

m/z--> 50 100 150 200 250 300
Abundance #126203: Pentadecanoic acid
73.0
410

5000 129.0 s s
12.50 13.00

199.0 2420 m/z 73.00 84.48%

ob— ‘; I ‘H‘u h“ ﬂm H;N‘\“M} “‘\ "I$‘3-“0; “‘ [ - -
m/z--> 50 100 150 200 250 300
Abundance #179092: Octadecanoic acid
43.0

e T
12.50 13.00

284.3

5000 m/z 41.10 81.91%
530 1200 284.0
185.0 241.0
oL— h‘ i ‘\\‘u Il JM uh\‘\‘ M‘ bl “‘ —— “‘ “\‘ —
m/z--> 50 100 150 200 250 300
Abundance #109279: Tetradecanoic acid T T
73.0 12.50 13.00

m/z 57.10 77.06%

41.0
5000 129.0
185.0
228.0
MJ‘HH M‘H‘L ;‘\\‘\‘ h} “ [} ‘ L ‘

‘ —
m/z--> 50 100 150 200 250 300 12.50 13.00

8270-BF062623.M Tue Jul 18 19:52:52 2023 Page: 7



Data Path :
Data File :
Acqg On : 17

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071723\
BF134319.D

Jul 2023 17:00

Operator : CG\JU

Sample
Misc
ALS Vvial : 7

Quant Method
Quant Title

TIC Library

: 03615-04

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 Squalene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.886 4.30 ng 84460  Perylene-di12 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 87
3 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 87
4 2,6,10-Dodecatrien-1-0l, 3,7,11-... 222 C15H260 004602-84-0 72
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 68

Abundance Scan 2176 (14.886 min): BF134319.D\data.ms (-2173) (- m/z 69.10 100.00%
69.1
5000 MMNAVMWWMMAJLAWMM/MNM
121.1 1450 1500
0hs “‘ L Lhaddy, 20022491 200134413883 " g1 10 50.81%
m/z--> 100 150 200 250 300 350 400
Abundance #308258: Squalene
69.0
5000
1450 1500
m/z 41.00 20.91%
121.0
0 T \ “‘\‘ ‘H‘ \“"H\ \“ \‘“\ “1\7\5\\0 \2\:3\1\0‘ \2\8\5\’0\ \3\4.\1‘0\ T \4.‘1\0\c
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
— —
14.50 15.00
5000 m/z 93.05 12.83%
137.0
026-‘m\mmJuud\\ 191.0 273.0 341.0 410.C
A o e B S o
m/z--> 50 100 150 200 250 300 350 400
Abundance #66996: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (Z)- — —
69.0 14.50 15.00
m/z 95.10 11.16%
5000
123.0
S AU £ S —
miz--> 100 150 200 250 300 350 400 14.50 15.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF071723\

Data File : BF134319.D

Acqg On : 17 Jul 2023 17:00
Operator : CG\JU

Sample : 03615-04

Misc

ALS Vvial : 7

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Nonacosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.010 2.17 ng 42736  Perylene-d12 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonacosane 408 C29H60 000630-03-5 89
2 Heptadecane 240 C17H36 000629-78-7 89
3 Hexacosane 366 C26H54 000630-01-3 76
4 Tetradecane 198 C14H30 000629-59-4 76
5 Heneicosane, 3-methyl- 310 C22H46 006418-47-9 76

Abundance Scan 2367 (16.010 min): BF134319.D\data.ms (-2365) (- m/z 57.10 100.00%

I MM
5000

—
16.00
0 m",‘l m/z 71.05  78.55%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #307031: Nonacosane
57.0

5000

207.1263.1 347 4370.2

1600
m/z 85.10 54.07%

\\\’\!\!‘!\!![\WT!‘WWI\‘W\!\‘\\\\[\\1\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #123959: Heptadecane
57.0

16.00
5000 m/z 43.05 53.49%

\, MWMM

le

L |‘1?IOA169 0 240.0

o+l e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275539: Hexacosane —
57.0 16.00
m/z 55.00 26.66%
5000
(11 1301690205.00810 3660
0 H‘,‘H“ﬁ‘u“kh\eum“‘H“‘H““W“‘W“‘W“ —
m/z--> 50 100 150 200 250 300 350 400 450 500 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134319.D

Acqg On : 17 Jul 2023 17:00
Operator : CG\JU

Sample : 03615-04

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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|
Cyclohexene 2.134 2.4 ng 59031 1 6.834 486838 20.0
n-Hexadecanoic ... 11.898 11.7 ng 297743 4 11.369 509049 20.0
9,10-Dimethylan... 12.422 2.0 ng 51760 4 11.369 1509049 20.0
Pentadecanoic acid 12.686 5.0 ng 128192 4 11.369 1509049 20.0
Squalene 14.886 4.3 ng 84460 6 15.533 393251 20.0
Nonacosane 16.010 2.2 ng 42736 6 15.533 393251 20.0
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