LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135034.D

Acqg On ¢ 31 Aug 2023 07:07
Operator : CG\JU

Sample : 04183-03

Misc :

ALS Vvial : 22 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-BF083023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135034.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.398 559 563 566 rBV 2153784 1870943 33.19% 6.861%
2 6.410 730 735 738 rBV 2068711 1831330 32.48% 6.716%
3 6.775 793 797 800 rBV 883607 769892 13.66%  2.823%
4 7.333 888 892 895 rVV 1336048 1075217 19.07%  3.943%
5 7.369 895 898 901 rVB 74310 58503 1.04% 0.215%
6 8.051 1008 1014 1017 rBV 1147522 1026900 18.21% 3.766%
7 8.645 1112 1115 1119 rBV 160388 144970  2.57% 0.532%
8 9.128 1193 1197 1201 rBV 1754909 1526145 27.07% 5.597%
9 9.216 1207 1212 1216 rBV 195299 183124 3.25% 0.672%
10 9.533 1261 1266 1268 rBv4 79662 96044 1.70% 0.352%
11  9.745 1299 1302 1306 rVB 216132 162232 2.88% 0.595%
12 9.810 1306 1313 1316 rBV 1034114 859793 15.25% 3.153%
13 10.069 1353 1357 1362 rBV5 49511 64163 1.14% 0.235%
14 10.251 1384 1388 1390 rBV 191255 160207 2.84% 0.587%
15 10.469 1419 1425 1428 rBV 74667 97443 1.73% 0.357%

16 10.598 1443 1447 1451 rBV 995121 916857 16.26%
17 10.722 1466 1468 1473 rBV 203316 242914  4.31%
18 11.174 1542 1545 1548 rBV 190317 158537 2.81%
19 11.204 1548 1550 1554 rVB 75795 75900 1.35%
20 11.304 1563 1567 1570 rBV 920069 776434 13.77%
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21 11.604 1615 1618 1621 rBV 159311 131541 2.33%
22 11.710 1632 1636 1639 rBV 1978514 1592533 28.25%
23 11.839 1655 1658 1667 rBV2 226026 234834  4.17%
24 12.016 1685 1688 1694 rBV 145026 126927 2.25%
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=
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25 12.404 1749 1754 1756 rBV 5105144 5637725 100.00% 20.674%
26 12.427 1756 1758 1764 rVB2 3814002 3348191 59.39% 12.278%
27 12.510 1769 1772 1778 rBV2 868340 828559 14.70%  3.038%
28 12.633 1790 1793 1799 rVB3 59864 66182 1.17% ©.243%
29 12.751 1810 1813 1816 rVB 134706 122124 2.17%  0.448%
30 12.780 1816 1818 1821 rBV2 97444 87524  1.55% 0.321%
31 12.904 1835 1839 1842 rBV 1473980 1260287 22.35% 4.622%
32 13.145 1877 18860 1886 rBV3 89746 122224  2.17%  0.448%
33 13.239 1893 1896 1898 rBV 75662 66555 1.18% 0.244%
34 13.345 1911 1914 1918 rBV2 78452 82536 1.46% ©.303%
35 13.815 1992 1994 2002 rVB3 123708 155160 2.75% ©.569%
36 13.910 2008 2010 2014 rBV 73646 69107 1.23% 0.253%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@83023\
Data File : BF135034.D

Acqg On ¢ 31 Aug 2023 07:07
Operator : CG\JU

Sample : 04183-03

Misc

ALS Vvial : 22 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-BF083023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 13.962 2015 2019 2022 rBV 744877 740665 13.14%  2.716%
38 14.445 2099 2101 2104 rBV 67505 59351 1.05% ©0.218%
39 15.433 2265 2269 2275 rVB 377057 439883 7.80% 1.613%

Sum of corrected areas: 27269456
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@83023\
Data File : BF135034.D

Acqg On : 31 Aug 2023 07:07
Operator : CG\JU

Sample : 04183-03

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF135034.D\data.ms
5000000

4000000

3000000

5.398 6.410
2000000

7.333
1000000 6.775

71369

Time--> 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
Abundance TIC: BF135034.D\data.ms
5000000 12.404

o

4000000 121427

3000000

11.710
2000000 9.128

12.904
1000000 1¢-510
216 95339748 410.0d9-2570. 11.6041-839 016 ULA 1316483¢
v N
R

8.645
(O I e e e e R e T —— T — T —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF135034.D\data.ms

5000000

4000000

3000000

2000000

1000000 13.962 15.433

13841610 14.445

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135034.D

Acqg On : 31 Aug 2023 07:07
Operator : CG\JU

Sample : 04183-03

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Tridecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.645 2.82 ng 144970  Naphthalene-d8 8.051

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Dodecane 170 C12H26 000112-40-3 86
3 Hexadecane 226 C1l6H34 000544-76-3 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 72
Abundance Scan 1115 (8.645 min): BF135034.D\data.ms (-1112) (-) m/z 57.05 100.00%
57.0
5000
85.0
ST T
H 131.0 4604 8.40 8.60 8.80 9.00
bl el 18011842 s 4310 80.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59028: Tridecane
57.0
5000 850 L L B B BRI B
8.40 8.60 8.80 9.00
29.0 m/z 71.05 47.62%
184.
0 \\\‘\‘\‘\\“‘\\\H‘\\“\\“1\\\“1\1\\2\‘0\‘\1\\4.‘1\9\‘\\\\?1\9\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45478: Dodecane
57.0
A
8.40 8.60 8.80 9.00
5000 m/z 41.00 37.22%
85.0
290
L 120 g s
0“‘_“w"H“‘H"H“HJ‘_“w“u“u“u“_“w“u

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #107218: Hexadecane T

57.0 8.40 8.60 8.80 9.00
m/z 85.05 28.53%
5000
85.0
29.0

0 ‘\ “ L M‘ ,113.0 141.0 169.0 197.0 226.0

I R e e RS A RS EE SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135034.D

Acqg On : 31 Aug 2023 07:07
Operator : CG\JU

Sample : 04183-03

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Tetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.216 4.26 ng 183124  Acenaphthene-di10 9.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 94
2 Tridecane 184 C13H28 000629-50-5 90
3 Hexadecane 226 C1l6H34 000544-76-3 90
4 Nonadecane 268 C19H40 000629-92-5 86
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72

Abundance Scan 1212 (9.216 min): BF135034.D\data.ms (-1207) (-) | m/z 57.05 100.00%

57.0
5000
85.1
T
h 21 1411 1691 198.2 8.80 9.00 9.20 9.40 9.60
Orrerereetecil i 12T 1411 1601 1982 s a5 77.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74004: Tetradecane
57.0
5000 BN o e e e e
85.0 8.80 9.00 9.20 9.40 9.60
290 m/z 71.05 52.75%
11
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane
57.0
R RAREAREE S e o
8.80 9.00 9.20 9.40 9.60
5000 m/z 41.10 36.13%
85.0
290‘
1 O O A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane R R RERRR RS
57.0 8.80 9.00 9.20 9.40 9.60
m/z 85.10 33.01%
5000
85.0
29.0
0 ‘\ ‘ i M‘ /113.0 141.0 169.0 197.0 226.0
“w“u“u“u“_"w“u“u“u“w“w“u“u“u“ BRBARRARES en s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135034.D

Acqg On : 31 Aug 2023 07:07
Operator : CG\JU

Sample : 04183-03

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Heptacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.533 2.23 ng 96044  Acenaphthene-di1e 9.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 58
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 52
3 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 47
4 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 46
5 Eicosane 282 C20H42 000112-95-8 46

Abundance Scan 1266 (9.533 min): BF135034.D\data.ms (-1261) (-) m/z 57.05 100.00%
57.0

- M
159.1 1 \
‘ 11 F ‘ 9.50
ol b J W “w??g‘zwHH,HH_M m/z 43.10 91.60%
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 T
9.50

m/z 71.05 90.25%

J \ ul F 1 141.0183.0225.0267.0 323.0 380.f
\\\‘ \\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 0 100 150 200 250 300 350
Abundance #228591: Tetradecane, 1-iodo-
57.0

5000 m/z 41.10 45.90%

o

LT esgorere
| I I

A
m/z--> 50 100 150 200 250 300 350
Abundance #59109: Nonane, 5-methyl-5-propyl-

71.0 9.50

m/z 55.00 44.48%

5000
127.0
29.

m/z--> 50 100 150 200 250 300 350 9.50

o

?
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135034.D

Acqg On : 31 Aug 2023 07:07
Operator : CG\JU

Sample : 04183-03

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Pentadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.745 3.77 ng 162232  Acenaphthene-di10 9.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Tetradecane 198 C14H30 000629-59-4 90
4 Undecane 156 C11H24 001120-21-4 86
5 Decane, 1l-iodo- 268 C1OH21I 002050-77-3 78

Abundance Scan 1302 (9.745 min): BF135034.D\data.ms (-1299) (-) m/z 57.05 100.00%

57.0
5000
85.0

9.50 10.00
113.1 145.0
m‘mWHH‘_JM1”J_m_m_m]??%w‘zﬂ?‘?m m/z 43.05 76.72%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90189: Pentadecane
57.0

5000 Sl Sial
85.0 9.50 10.00

m/z 71.05 52.01%

290‘

113.0
\\\‘\‘\‘\\‘M\\H‘\\“}\“1‘\\\“\\\‘\‘\‘\1\4.“1\9\]\6?9\\\\‘2\’\1\2\‘0\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane

57.0

o

o

9.50 10.00
5000 m/z 41.10  34.32%
85.0
29.0
0 \ ‘ | ‘ (113.0 141.0 169.0 197.0 226.0
e
m/z-—-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane — —
57.0 9.50 10.00

m/z 85.05 34.23%

5000 85.0
29.0
‘ |, 113.0 141.0 1690 198.0 ‘

oHwm‘_m_m‘mWHM_‘H_‘wawm‘w Sl A
miz—> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135034.D

Acqg On : 31 Aug 2023 07:07
Operator : CG\JU

Sample : 04183-03

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.251 3.73 ng 160207  Acenaphthene-di10 9.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Tetradecane 198 C14H30 000629-59-4 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 3-Ethyl-2,6,10-trimethylundecane 226 C16H34 1000432-25-9 81
5 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 81
Abundance Scan 1388 (10.251 min): BF135034.D\data.ms (-1384) (- m/z 57.10 100.00%
57.1
- 5e LMM
—— —
| 131 1401 1681 10.00 10.50
0l b il gl 1901 1681 197.2 2261, 43,05 71.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107216: Hexadecane
57.0
5000 —— —
85.0 10.00 10.50
290 m/z 71.10 56.86%
N Ll 11391410 1650 1970 2260
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74004: Tetradecane
57.0
B —
10.00 10.50
5000 85.0 m/z 85.05 38.13%
290‘
113.0 1980
ool L 11301410 1600 1980
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90189: Pentadecane R T
57.0 10.00 10.50
m/z 41.10 33.23%
5000 85.0
29.0
0 \‘ l H \‘\ i ‘11?0\141 0 169.0 212.0
A RAAA R R R R —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50

8270-BF083023.M Thu Aug 31 14:02:53 2023 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135034.D

Acqg On : 31 Aug 2023 07:07

Operator : CG\JU

Sample : 04183-03

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Met
: ASP BNA STANDARDS FOR 5 POIN

: C:\Database\NIST20.L

hods\8270-BF083023.M
T 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 6 Undecane, 2,5-dimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
10.469 2.27 ng 97443  Acenaphthene-d1e 9.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 68
2 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 62
3 Heneicosane 296 C21H44 000629-94-7 58
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 58
5 Tetracosane 338 C24H50 000646-31-1 58

Abundance Scan 1425 (10.469 min): BF135034.D\data.ms (-1419) (- m/z 57.05 100.00%
57.0
o \M
‘990 10.50
: 169.1 :
— H‘ i 1330, 7, 2184 m/z 43.05  49.60%
m/z--> 50 100 150 200 250
Abundance #59066: Undecane, 2,5-dimethyl-
57.0
5000 T
10.50
m/z 71.05 46.98%
‘ 112.0
0 \Z\GL\O‘\‘ ““\ ‘!‘ \h‘\ “‘ \h T T T ‘1\6\9(\)\ ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #59087: Decane, 2,6,8-trimethyl-
57.0
—
10.50
5000 m/z 41.10 25.41%
99.0
0 PR —
miz--> 50 100 150 200 250
Abundance #194588: Heneicosane —
57.0 10.50
m/z 85.05 22.74%
5000
99.0
Jiso ||| 1410 1830 2250 206
B L T e A B L A B e e e A A R
miz--> 50 100 150 200 250 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135034.D

Acqg On : 31 Aug 2023 07:07
Operator : CG\JU

Sample : 04183-03

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Nonane, 5-butyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.722 6.26 ng 242914  Phenanthrene-di10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 5-butyl- 184 C13H28 017312-63-9 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Nonadecane 268 C19H40 000629-92-5 91
4 Tetradecane 198 C14H30 000629-59-4 90
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 1468 (10.722 min): BF135034.D\data.ms (-1466) (- m/z 57.05 100.00%

57.0
5000

99.0 169 1
Ol bl 13610098 214 3290 sy 43,05 72.26%
miz—> 50 100 150 200 250 300
Abundance #59031: Nonane, 5-butyl- ﬂhkwﬂMNbMAkﬂmﬁMANNﬂA
43.0
85.0
5000 126.0

0 L M T ‘“‘ \“‘ T h‘ L ‘ T \18\4\.0‘ L ‘ L ‘ T T
m/z--> 50 100 150 200 250 300
Abundance #123959: Heptadecane
57.0

5000 m/z 85.05 38.55%
99.0
ool |l 1410 1820 2000
m/z--> 50 100 150 200 250 300
Abundance #158600: Nonadecane T —
57.0 10.50 11.00

5000
‘ 99.0
|| L u“ AL

ol L 1410 1830 2680
m/z--> 50 100 150 200 250 300 10.50 11.00

8270-BF083023.M Thu Aug 31 14:02:55 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135034.D

Acqg On : 31 Aug 2023 07:07
Operator : CG\JU

Sample : 04183-03

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.174 4.08 ng 158537  Phenanthrene-di10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 Pentadecane 212 C15H32 000629-62-9 86

Abundance Scan 1545 (11.174 min): BF135034.D\data.ms (-1542) (- m/z 57.10 100.00%

57.1
5000

—
11.00 11.50

9.1
F u\ | . 158.1200.2 244.0

OH‘\“’M“‘ bt S0022440 . m/z 43.10 72.74%
m/z--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
5000 — ——
11.00 11.50

m/z 71.05 58.847%

0 Iy ‘“\ H\ H‘ I 1\41 01830 268.0
LI ‘ L T ’ T ‘ T T T ‘ UL ’ T 1T ‘ UL
m/z--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane

57.0

T
11.00 11.50

5000 m/z 85.10 37.42%
oL ‘L‘ | | %90 141.0183.0 226.0
il R e e e e e R B
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane —T —
57.0 11.00 11.50

m/z 41.10 32.95%

1|l L)

oL L 141.0183.0225.0267.0 323.0 380.
Al A TR 220.0 267D 9230 380,

— —
m/z--> 50 100 150 200 250 300 350 11.00 11.50

8270-BF083023.M Thu Aug 31 14:02:55 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135034.D

Acqg On : 31 Aug 2023 07:07
Operator : CG\JU

Sample : 04183-03

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.604 3.39 ng 131541  Phenanthrene-di10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 1618 (11.604 min): BF135034.D\data.ms (-1615) (- m/z 57.10 100.00%

57.1
5000

T
h 99.0 11.50 12.00
i

141.0 .
obd b b i [y 1410171.9204.12354 m/z 43.05  69.84%
m/z--> 50 100 150 200 250
Abundance #176386: Eicosane
57.0
5000 P —=
11.50 12.00

m/z 71.05 53.64%

99.0
25‘0 “\ I g 4 141.0 1830 2250 2820
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
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0

—T
11.50 12.00

o

5000 m/z 85.10  38.44%
99.0 140.0
182.0
ol b by | 2260
m/z--> 50 100 150 200 250
Abundance #194590: Heneicosane —T —
57.0 11.50 12.00

m/z 41.05 34.43%

5000
99.0
26l0 ‘\ HH\ ‘\h\‘h‘ u‘ ‘\14;\1.0\ \18‘3‘0 225.0 296.(

R
m/z--> 50 100 150 200 250 11.50 12.00

o

8270-BF083023.M Thu Aug 31 14:02:56 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135034.D

Acqg On : 31 Aug 2023 07:07
Operator : CG\JU

Sample : 04183-03

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 10 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.7106 41.02 ng 1592530  Phenanthrene-d10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 96
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 78
5 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 72
Abundance Scan 1636 (11.710 min): BF135034.D\data.ms (-1632) (- m/z 74.00 100.00%
74.0
5000 43.1
143.0 L T
owwHH_Juwvl‘J“m,u‘u_HwHH,mH\wwwwww‘ m/z 87.00  72.68%
m/z--> 20 40 60 80 100120 140160 180200 220 240 260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — ——
43.0 11.50 12.00
143.0 m/z 43.10  38.30%
o Lo | morsmozro anc
\‘HH‘HH‘\\‘H‘\‘H\“HH’HH‘\H\‘HH’HH‘HH‘HH‘HH‘H‘H‘

m/z--> 20 40 60 80 100120140160 180200220 240 260

Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0

%

11.50 12.00
50001 43.0 m/z 55.00 29.64%

‘ “\ || 1010 130 4e50 2270 2700

%

[} HH e b e e e e e e
m/z--> Zb 4b Gb 85 1601&01401é01é02602é02AOZéO |
Abundance #126208: Methyl tetradecanoate
74.0 11.50 12.00
m/z 41.05 28.55%
5000
43.0

1430 199.0
“ M‘h1010 171.0 242.0

owwHH_Hww_m,w_HwHH,HH_ww_ww‘
miz—> 20 40 60 80 100120 140 160 180 200 220 240 260 11.50 12.00

%

8270-BF083023.M Thu Aug 31 14:02:57 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135034.D

Acqg On : 31 Aug 2023 07:07
Operator : CG\JU

Sample : 04183-03

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.839 6.05 ng 234834  Phenanthrene-di10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 89
3 Undecanoic acid 186 C11H2202 000112-37-8 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 Tridecanoic acid 214 C13H2602 000638-53-9 70
Abundance Scan 1658 (11.839 min): BF135034.D\data.ms (-1655) (- m/z 43.05 100.00%
43.0 73.0
5000
= ==
‘ 11.50 12.00
— m/z 73.00 91.10%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 - N
11.50 12.00
157.01g5.02130  256.0 m/z 59.95 89.01%
0,
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #109279: Tetradecanoic acid
73.0
43.0 N
11.50 12.00
5000 129.0 m/z 57.10  77.29%
185.0
H 228.0
owﬁm\m\m\mu N |
m/z--> 20 40 80 100120140160180200220240260
Abundance #60689: Undecanoic acid
60.0 11. 50 12 OO
m/z 41.10 75.93%
5000
29.0 129.0
| AT psroreee
oY T et
m/z--> 20 40 60 80 100120140160 180200220240 260 1150 1200

8270-BF083023.M Thu Aug 31 14:02:58 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135034.D

Acqg On : 31 Aug 2023 07:07
Operator : CG\JU

Sample : 04183-03

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.016 3.27 ng 126927  Phenanthrene-di10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
4 Tetracosane 338 (C24H50 000646-31-1 90
5 Eicosane 282 C20H42 000112-95-8 90
Abundance Scan 1688 (12.016 min): BF135034.D\data.ms (-1685) (- m/z 57.05 100.00%
57.0
- M
T T
“‘ 99.0 141.1 197 1 12.00
ol b A [y PR 19712310 2741y 43,65 68.21%
m/z--> 50 100 150 200 250
Abundance #194588: Heneicosane
57.0
5000 —= |
12.00
99.0 m/z 71.10 55.69%
015-0\‘ LIy 1410 1830 2250 296
T T 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 #158600: Nonadecane
57.0
— T \
12.00
5000 m/z 85.10 39.45%
99.0
oL w0 weno  aseo
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- T I
57.0 12.00
m/z 41.05 27.77%
5000
99.0
0 L‘ Lo 1410 1830 2390 296 L
A e e e e e
m/z--> 50 100 150 200 250 12.00

8270-BF083023.M Thu Aug 31 14:02:59 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135034.D

Acqg On : 31 Aug 2023 07:07
Operator : CG\JU

Sample : 04183-03

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.404 145.22 ng 5637730  Phenanthrene-d10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
4 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
5 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 99
Abundance Scan 1754 (12 404 min): BF135034.D\data.ms (-1749) (- m/z 67.05 100.00%
67.0
5000
09.1 A
] 12.50
ol Ll bl “h i ”‘ “‘1?7‘1‘2‘29‘2‘ 26972948 /7 8110 83.23%
m/z-—> 50 100 150 200 250
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
5000 LN
12.50
09.0 m/z 55.05 71.26%
[ em— L“ \H‘h‘ H“‘\ ‘H“‘HH‘ H S Eman ‘%6‘?‘0‘29“4‘(
miz—-> 50 100 150 200 250
Abundance #191919: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0
12 50
5000 m/z 41.18 58.00%
29.0 e 294.(
263.0294-
oLL. \“ | P mH u”md\ Al nh ‘\‘1‘&‘1‘0 2200 [ 1
m/z-—-> 100 150 200 250
Abundance #191900. 9,12-Octadecadienoic acid, methyl ester
67.0 12 50
m/z 95.05 56.12%
5000
29.0 09.0
294.(
ol il ‘nhwuh‘ m L, 2230 263070 1.
m/z--> 50 100 150 200 250 12.50

8270-BF083023.M Thu Aug 31 14:03:00 2023 Page: 16



8270-BF083023

Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
BF135034.D

: 31 Aug 2023 07:07
: CG\JU
: 04183-03

: 22 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion 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 16-Octadecenoic acid, methy...

Concentration Rank 2

R.T. EstConc Area Relative to ISTD
12.427 86.25 ng 3348190 Phenanthrene-dle  11.304
Hit# of 5 Tentative ID MW MolForm
"1 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5

2 14-Octade
3 13-Octade
4 9-Octadec
5 9-Octadec

cenoic acid, methyl ester 296 C19H3602
cenoic acid, methyl ester 296 C19H3602
enoic acid (Z)-, methyl... 296 C19H3602
enoic acid, methyl ester 296 C19H3602

056554-49-5 99
056554-48-4 99
056554-47-3 99
000112-62-9 94
002462-84-2 94

Abundance Scan 1758 (12.427 min): BF135034.D\data.ms (-1756) (-

58.1

m/z

55.10 100.00%

-

I
12.50

0!

5000 87.0
231 qggp 2222 2641
0! \‘me‘ m\H‘h - “ e “\L . ‘h“ ‘296"3
miz--> 50 100 150 200 250 300
Abundance #194422: 16-Octadecenoic acid, methyl ester
55.0
5000 87.0
264.0
123.0 1800 2220
0! ! \‘“M ‘\m\\‘ \H\‘H TR ‘ e ;L _— “‘ ‘2‘96‘0
miz--> 50 100 150 200 250 300
Abundance #194421: 14-Octadecenoic acid, methyl ester
55.0
5000

264.0

180.0 222.0

m/z--> 50 100 150 200 250 300
Abundance #194420: 13-Octadecenoic acid, methyl ester
5000
264.0
. 123.0 180.0 222.0 296.0
m/z--> 50 100 150 200 250 300

m/z

41.10  68.25%

ﬁ-

12.50

m/z

69.10  62.20%

]

12.50

m/z

74.00  56.51%

T
12.50

m/z

83.10  48.90%

ﬁ.

I
12.50

.M Thu Aug 31 14:03:01 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135034.D

Acqg On : 31 Aug 2023 07:07

Operator : CG\JU

Sample : 04183-03

Misc

ALS vial : 22

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 15 Octacosane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.145 3.30 ng 122224  Chrysene-di12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 83
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 83
3 Hexacosane 366 C26H54 000630-01-3 83
4 Heptadecane 240 C17H36 000629-78-7 76
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 72

Abundance Scan 1880 (13.145 min): BF135034.D\data.ms (-1877) (- m/z 57.10 100.00%

57.1
5000

9.0 —
215.0 13.00 13.50
141.0
0L h‘w J“M‘M‘w“ NI “‘2553 0 “_32‘9"2‘ e m/z 43.85 67.93%
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 — —
13.00 13.50

m/z 71.10 65.67%

oL h‘ I H | 141 0183.0225.0 281.0 337.0 394.
\\\‘ \\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz—-> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl-

57.0

e e
13.00 13.50
5000 m/z 85.05 46.47%
0 239.0
ol ki 14101830 *P%581.0530
Ay e
miz—> 5 100 150 200 250 300 350
Abundance #275537: Hexacosane — —
57.0 13.00 13.50
m/z 41.10  30.68%
oL ‘L‘ | ] \\ 1 141.0183.0225.0267.0309.0 367.0
A —— —
miz—> 50 100 150 200 250 300 350 13.00 13.50

8270-BF083023.M Thu Aug 31 14:03:02 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135034.D

Acqg On : 31 Aug 2023 07:07

Operator : CG\JU

Sample : 04183-03

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
: 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 unknownl3.345 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
13.345 2.23 ng 82536  Chrysene-di12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C1@H160 000547-60-4 18
2 1,5-Hexadiene, 2,5-dipropyl- 166 C12H22 1000158-33-4 18
3 .delta.-Thionodecalactone 186 C10H180S 207669-74-7 14
4 Pentanoic acid, 1@-undecenyl ester 254 C16H3002 1000159-93-4 14
5 Cyclohexanemethanol, 4-methyl-, . 128 C8H160 003937-48-2 14

Abundance Scan 1914 (13.345 min): BF135034.D\data.ms (-1911) (- m/z 55.00 100.00%
55.0
5000 97.1
1371
191.2 2341 M RN
2721 3191 13.00 13.50
0! m/z 41.05 41.83%
m/z--> 50 100 150 200 250 300 350
Abundance #29426: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a
55.0
5000 — ——
p5.0 13.00 13.50
m/z 43.00 37.47%
il e
O\H\UMM\““\\““‘!‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #41550: 1,5-Hexadiene, 2,5-dipropyl-
55.0
— ——
13.00 13.50
5000 m/z 97.10  37.38%
123.0
Lo
ol Ml o
m/z--> 50 100 150 200 250 300 350
Abundance #60529: .delta.-Thionodecalactone — —
55.0 186.0 13.00 13.50
m/z 95.00  35.48%
5000 97.0 135.0
mlz--> 50 100 150 200 250 300 350 13.00 13.50

8270-BF083023.M Thu Aug 31 14:03:03 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135034.D

Acqg On : 31 Aug 2023 07:07
Operator : CG\JU

Sample : 04183-03

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Ethanol, 2-(octadecyloxy)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.815 4.19 ng 155160  Chrysene-di12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 94
2 Oxalic acid, octadecyl propyl ester 384 C23H4404 1000309-27-0 91
3 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 91
4 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 90
5 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 90
Abundance Scan 1994 (13.815 min): BF135034.D\data.ms (-1992) (-] ' m/z 57.10 100.00%
57.1
5000 W
7.1
— —
13.50 14.00
39.1 248.2 2921
ol A LA LI 1871 248229213331 393 Tas 16 73.0a%
m/z--> 50 100 150 200 250 300 350
Abundance #217604: Ethanol, 2-(octadecyloxy)-
57.0
5000 — —
13.50 14.00
m/z 55.05 50.65%
0 \““\H [“ “ ‘\‘ \‘H“ \“ \“‘\4‘\‘1‘(‘)\ 1\8\3\0‘%2\‘4\(\) ‘“ \2\8\:‘3\0‘\ L
m/z--> 50 100 150 200 250 300 350
Abundance #290905: Oxalic acid, octadecyl propyl ester
43.0
— —
13.50 14.00
5000 m/z 71.10  48.83%
3.0
297.0
5.0
oL L1 B0 m0 2260 " as0o
m/z--> 50 100 150 200 250 300 350
Abundance #161355: 1-Decanol, 2-octyl- — —
57.0 13.50 14.00
m/z 41.00 38.14%
5000
7.0
oL wwh‘ i M Dieeo 220 S
mlz--> 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\BF083023\
Data File : BF135034.D

Acqg On : 31 Aug 2023 07:07
Operator : CG\JU

Sample : 04183-03

Misc

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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|
Tridecane 8.645 2.8 ng 144970 2 8.051 1026900 20.0
Tetradecane 9.216 4.3 ng 183124 3  9.810 859793 20.0
Heptacosane 9.533 2.2 ng 96044 3 9.810 859793 20.0
Pentadecane 9.745 3.8 ng 162232 3 9.810 859793 20.0
Hexadecane 10.251 3.7 ng 160207 3  9.810 859793 20.0
Undecane, 2,5-d... 10.469 2.3 ng 97443 3 9.810 859793 20.0
Nonane, 5-butyl- 10.722 6.3 ng 242914 4 11.304 776434 20.0
Nonadecane 11.174 4.1 ng 158537 4 11.304 776434 20.0
Eicosane 11.604 3.4 ng 131541 4 11.304 776434 20.0
Hexadecanoic ac... 11.710 41.0 ng 1592530 4 11.304 776434 20.0
n-Hexadecanoic ... 11.839 6.0 ng 234834 4 11.304 776434 20.0
Heneicosane 12.016 3.3 ng 126927 4 11.304 776434 20.0
9,12-Octadecadi... 12.404 145.2 ng 5637730 4 11.304 776434 20.0
16-Octadecenoic... 12.427 86.3 ng 3348190 4 11.304 776434 20.0
Octacosane 13.145 3.3 ng 122224 5 13.963 740665 20.0
unknown13.345 13.345 2.2 ng 82536 5 13.963 740665 20.0
Ethanol, 2-(oct... 13.815 4.2 ng 155160 5 13.963 740665 20.0
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