LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12422\
Data File : BF126647.D

Acqg On : 24 Jan 2022 18:58
Operator : CG/JU

Sample : N1243-01

Misc :

ALS Vvial : 21  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-BF911822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126647.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.299 29 36 43 rVB 279952 359188 11.45% 1.463%
2 5.198 521 529 535 rBV 30126 39839 1.27% 0.162%
3 5.581 589 594 597 rBV 3099578 2901180 92.48% 11.821%
4 6.575 757 763 766 rBV 3028082 3066558 97.75% 12.495%
5 6.963 825 829 832 rVB 881700 710453 22.65%  2.895%
6 7.522 919 924 927 rBV 2125587 2020920 64.42% 8.234%
7 7.928 985 993 1001 rBV2 61501 108874 3.47%  0.444%
8 8.245 1042 1047 1050 rBV 1018654 917080 29.23% 3.737%
9 8.857 1148 1151 1154 rVB 104850 83878 2.67% 0.342%
10 9.322 1225 1230 1233 rBV 3472278 3137015 100.00% 12.782%
11  9.798 1308 1311 1317 rVB4 26788 39877 1.27% 0.162%
12 9.875 1320 1324 1328 rBV2 31896 39321 1.25% 0.160%
13 10.004 1341 1346 1349 rBV 1230355 1030862 32.86% 4.200%
14 10.316 1395 1399 1402 rBV3 39523 55590 1.77% 0.226%
15 10.422 1411 1417 1420 rVB4 31741 60250 1.92%  0.245%
16 10.645 1450 1455 1457 rBV2 34693 53232 1.70% 0.217%
17 10.792 1476 1480 1483 rBV 2217638 1885737 60.11% 7.683%
18 10.910 1496 1500 1503 rBV 58631 66314 2.11% 0.270%
19 11.380 1577 1580 1585 rVB2 108942 128080 4.08% 0.522%
20 11.439 1588 1590 1593 rVB2 43110 35762 1.14% 0.146%
21 11.492 1596 1599 1602 rBV 1069166 996942 31.78% 4.062%
22 11.651 1624 1626 1632 rBV3 29859 46754 1.49% 0.190%
23 12.010 1684 1687 1691 rBV 246164 211265 6.73% 0.861%
24 12.716 1805 1807 1811 rVB4 35145 35861 1.14% 0.146%
25 12.798 1818 1821 1826 rBV3 57335 76138 2.43% 0.310%

26 13.086 1866 1870 1873 rVB 3035027 2583453 82.35% 1.
27 13.974 2017 2021 2037 rVB 481301 580456 18.50%
28 14.139 2046 2049 2053 rBV 749563 647655 20.65%
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29 14.298 2073 2076 2082 rVB2 29182 34061 1.09% 139%
30 14.615 2123 2130 2137 rBv4 133522 230984  7.36% 941%
31 14.927 2178 2183 2186 rBV2 30553 38729 1.23% ©.158%
32 15.086 2206 2210 2214 rVB3 36357 42491 1.35% 0.173%
33 15.286 2240 2244 2247 rBV 123164 149828 4.78% 0.610%
34 15.321 2247 2250 2256 rVB2 57670 88514  2.82% 0.361%
35 15.662 2303 2308 2318 rVB 472637 644258 20.54%  2.625%

36 15.915 2346 2351 2357 rVB2 30973 44809 1.43%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12422\
Data File : BF126647.D

Acqg On : 24 Jan 2022 18:58
Operator : CG/JU

Sample : N1243-01

Misc

ALS Vvial : 21  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-BF911822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 16.162 2388 2393 2399 rBV2 75691 128507 4.10% ©.524%
38 16.221 2399 2403 2413 rVW3 77039 175755 5.60% ©.716%

39 16.298 2413 2416 2427 rVBS8 18853 44335 1.41% 0.181%
40 17.027 2534 2540 2547 rBV6 44082 90025 2.87% 0.367%
41 17.292 2576 2585 2590 rBV1e 27228 65300 2.08% 0.266%
42 17.427 2601 2608 2622 rBv8 121274 365866 11.66% 1.491%
43 17.609 2636 2639 2648 rVB1leO 22345 42316 1.35% 0.172%
44 17.868 2676 2683 2693 rBV7 83064 204626 6.52% 0.834%
45 17.980 2696 2702 2709 rVB1o 21121 51731 1.65% 0.211%
46 18.115 2719 2725 2734 rVB1eO 14727 42756 1.36% 0.174%
47 18.374 2764 2769 2778 rVV1e 14623 39975 1.27% 0.163%
48 18.480 2781 2787 2796 rVB1leo 20847 58675 1.87% 0.239%
49 18.715 2821 2827 2829 rBV6 22119 41099 1.31% 0.167%
Sum of corrected areas: 24543174
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 24 Jan 2022 18:58
: CG/JU
: N1243-01

021

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012422\
BF126647.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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Time-->
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2500000

2000000

1500000
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TIC: BF126647.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012422\
Data File : BF126647.D

Acqg On : 24 Jan 2022 18:58
Operator : CG/JU

Sample : N1243-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 3
R.T. EstConc Area Relative to ISTD R.T.
2.299 10.11 ng 359188 1,4-Dichlorobenzene-d4 6.963

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 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
Abundance  Scan 36 (2.299 min): BF126647.D\data.ms (-29) (-) m/z 73.10 100.00%
3.1
5000
43.0 87.1
B A
‘ J@g 0 220 240 260
Okl 320 e m/z 43.05  26.61%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LI L L L B B B
43.0 220 240 2.60
' 87.0 m/z 87.10  23.97%
29.0
‘\‘ Il ‘\‘ ‘ Lglo ‘ | ‘
O\\‘\H\‘\H\‘Hf\‘\\f‘\“\\\\‘\\H‘HH‘H\\‘\H\‘\H\‘\H\‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 e
220 240 260
5000 41.0 55.0 ITI/Z 55.10 19.89%
27.0
oyl 1120 1200
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994: Pentane, 3-methoxy- R e E
73.0 220 240 260
m/z 71.10 11.33%
5000
45.0
29.0
0““HM“‘H‘HJH“H?Q(Q“VH“‘H“_‘%pﬁxq‘_“w“‘w““ R T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012422\
Data File : BF126647.D

Acqg On : 24 Jan 2022 18:58
Operator : CG/JU

Sample : N1243-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 Pentacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.380 2.57 ng 128080  Phenanthrene-di10 11.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 86
2 Hexacosane 366 C26H54 000630-01-3 58
3 Hexadecane 226 C1l6H34 000544-76-3 53
4 Heptadecane 240 C17H36 000629-78-7 53
5 Nonacosane 408 C29H60 000630-03-5 53

Abundance Scan 1580 (11.380 min): BF126647.D\data.ms (-1577) (- m/z 71.10 100.00%

71.1
5000
13.1 00 1150
‘ 1 J{ 183.1 530, 11.00 11.50
ol b b ST 2802 m/z 57.10 89.39%
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
5000 — —
11.00 11.50
m/z 43.05 47.77%
o L 111420180050 2050 3520
\\\\‘ \\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
— —
11.00 11.50
5000 m/z 85.10 44 .47%
ol “\ Hh‘ i \‘ | 14%91830225026703090 3671 MM
e A IR TIE e
m/z--> 50 100 150 200 250 300 350
Abundance #107219: Hexadecane “ —
57.0 11.00 11.50
m/z 41.05 23.49%
o WMK/WWW
9.0
226.0
oiso Ll 1 oamsee0
m/z--> 50 100 150 200 250 300 350 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012422\
Data File : BF126647.D

Acqg On : 24 Jan 2022 18:58
Operator : CG/JU

Sample : N1243-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.010 4.24 ng 211265  Phenanthrene-die 11.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Nonanoic acid 158 C9H1802 000112-05-0 46
3 Tridecanoic acid 214 C13H2602 000638-53-9 46
4 Tetradecane 198 C14H30 000629-59-4 38
5 Tritetracontane 605 C43H88 007098-21-7 25

Abundance Scan 1687 (12.010 min): BF126647.D\data.ms (-1684) (1 m/z 73.00 100.00%

43.0
5000
1290 213.2 1200
H H‘l 1.0 1711 " 256.1 12.00
0 byl mM‘m“:mwmJ‘H‘H_mJ“_Www:_ m/z 60.00 71.38%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143507: n-Hexadecanoic acid
43.0 73.0
5000 S
12.00
129.0 256.0 m/z 43.05 63.73%
Ll 15701850720 |
OH‘HH‘H\H\M\”\‘\M\\‘H“Hw\‘H\\‘HH“H‘H‘\‘\H‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #35300: Nonanoic acid
60.0
T \
12.00
5000 m/z 57.10 56.45%
115.0
29.0 87.0
LML 158.0
O i il “‘Nm‘w“u‘wH"W"‘HH_ww_ww_
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid T
73.0 12.00
43.0 m/z 41.10 52.05%
5000 129.0
171.0
‘ 214.0
o? —
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012422\
Data File : BF126647.D

Acqg On : 24 Jan 2022 18:58
Operator : CG/JU

Sample : N1243-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 n-Nonadecanol-1 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.974 17.92 ng 580456  Chrysene-d12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 91
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 1-Heptacosanol 396 C27H560 002004-39-9 90
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 90
5 n-Tetracosanol-1 354 C24H500 000506-51-4 90
Abundance Scan 2021 (13.974 min): BF126647.D\data.ms (-2017) (- m/z 83.05 100.00%
83.0
43.(
5000
1400
ol mw‘w‘h (40822102 m/z 57.10 90.48%
mlz--> 50 100 150 200 250 300 350
Abundance #179253: n-Nonadecanol-1
83.0
43.(
5000 T
14.00
25.0 m/z 69.10 90.05%
ULLELL L aem0 2580
0 \\‘!‘\“‘\\‘\\H“\‘\“\‘\‘ ““\”\\\‘\\\‘\‘\\\\’\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcoho
83.0
43.0
—
14.00
5000 m/z 97.10 85.51%
25.0
o LAl L) 1 16700100 200
miz--> 50 100 150 200 250 300 350
Abundance #299848: 1-Heptacosanol T
57.0 97.0 14.00
m/z 55.00 84.67%
5000
39.0
ol il bL L 11T 1810222.0064.03060 378«
e e e —
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012422\
Data File : BF126647.D

Acqg On : 24 Jan 2022 18:58
Operator : CG/JU

Sample : N1243-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 1-Hexacosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.616 7.13 ng 230984  Chrysene-di2 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosanol 382 C26H540 000506-52-5 83
2 n-Pentadecanol 228 C15H320 000629-76-5 81
3 n-Tetracosanol-1 354 C24H500 000506-51-4 76
4 1-Octadecanol 270 C18H380 000112-92-5 76
5 n-Nonadecanol-1 284 C19H400 001454-84-8 76

Abundance Scan 2130 (14.615 min): BF126647.D\data.ms (-2123) (- m/z 57.10 100.00%
o

A
97.1
5000
1450  15.00
39.1 . : .
0 ‘:“MM AL ﬁwu DOM0 w2 s3ae oa.26%
mlz--> 50 100 150 200 250 300 350
Abundance #289621: 1-Hexacosano
97.0
57.0
5000 — -
14.50 15.00
Jfgo m/z 69.00  85.26%
o+ ‘M\ ‘\‘ .l “ ‘H‘ \M\ “h‘ “h‘ \:ﬂ‘-\si%\?‘ 2“12\2\0\ 2‘6\4\0\ \39§9\ b ?"6\‘4\(
m/z--> 50 100 150 200 250 300 350
Abundance #109480: n-Pentadecano
41.0 83.0
—— —
14.50 15.00
5000 ITI/Z 55.10 80.18%
25.0
WALLLTT,  re20
ob NRARN ALy
m/z--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1 —— —
57.0 7.0 14.50 15.00
m/z 43.10 79.20%
5000
s
o0 L A LLL L L | 182022202640 3080 L e
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012422\
Data File : BF126647.D

Acqg On : 24 Jan 2022 18:58
Operator : CG/JU

Sample : N1243-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

15.286 4.65 ng 149828  Perylene-di2 15.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 10-Methylnonadecane 282 C20H42 056862-62-5 91
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90

Abundance Scan 2244 (15.286 min): BF126647.D\data.ms (-2240) (. m/z 57.10 100.00%
57.1

- JL/J\L/L
9.1 j bd T \d
15. 15.5
0l “M 4 “‘ Lagoo 2110 2821 . 7110 87.72%
mlz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 e =
15.00 15.50
m/z 85.05 54.68%
\\\\‘\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
— Y
15.00 15.50
5000 m/z 43.05 54.41%
‘ 9.0
41.0
ols0 || 111 1401302250 2900
miz--> 50 100 150 200 250 300 350
Abundance #176388: 10-Methylnonadecane —— —
57.0 15.00 15.50
m/z 55.00 22.43%
5000
90 154.0
AT 00 0 " 7 N
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012422\
Data File : BF126647.D

Acqg On : 24 Jan 2022 18:58
Operator : CG/JU

Sample : N1243-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 Chloroacetic acid, tridecyl... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.321 2.75 ng 88514  Perylene-di12 15.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Chloroacetic acid, tridecyl ester 276 C15H29C1l02 018277-85-5 72
2 Acetic acid, trifluoro-, dodecyl... 282 C14H25F302 006222-00-0 72
3 12-Bromo-1-dodecanol 264 C12H25Br0 003344-77-2 53
4 Cyclopentane, (2-methylpropyl)- 126 C9H18 003788-32-7 41
5 Behenic alcohol 326 C22H460 000661-19-8 38

Abundance Scan 2250 (15.321 min): BF126647.D\data.ms (-2247) (-1 m/z 83.10 100.00%
3.1

55.1| |
5000 111.1
252.1 — —
“ “‘ “ E391 15.00 15.50
obrerreeedb L LTl wz e9.e5  89.27%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #168460: Chloroacetic acid, tridecyl ester
83.0
55.0
5000 — e
111.0 15.00 15.50
15401820 m/z 55.10 78.26%
LA ] | 2210
OH\‘\\H’H‘\‘\i\‘\H‘H\\‘\\H"“HH‘\H\“\H\’HH‘\‘H\‘\H\‘\H
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #175498: Acetic acid, trifluoro-, dodecyl ester
55.0
— ——
83.0 15.00 15.50
5000 m/z 97.05  76.41%
111.0
140.0168.0
270‘ ‘ 213.0
omH\\\wzw
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #152480: 12-Bromo-1-dodecanol — —
69.0 15.00 15.50
97.0 m/z 82.10 44 .13%
41.0
5000
148.0
bt AL L L 1780 2200090
m/z--> 20 40 60 80 100120140160 180200220 240260 1500 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012422\
Data File : BF126647.D

Acqg On : 24 Jan 2022 18:58
Operator : CG/JU

Sample : N1243-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

16.163 3.99 ng 128507 Perylene-di2 15.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Eicosane, 1-iodo- 408 (C20H41I 1000406-31-8 90
5 Triacontane 422 C30H62 000638-68-6 90

Abundance Scan 2393 (16.162 min): BF126647.D\data.ms (-2388) (- m/z 57.10 100.00%

57.1
5000
9.1 — —
16.00 16.50
141.1 209.0
0l u“m‘“ H‘ u““wh“ Lt 200 2811 h/z 71.65  86.88%
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 —T —
16.00 16.50
9.0 m/z 85.05 63.68%
Ostwd\ ““ “‘ \h‘\ h“ \“‘ \]r\ { “\%8\3\0‘ \22\5\0\ T \2?6‘ (\)\ T
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl-
o A
16.00 16.50
5000 m/z 43.10 61.12%
239.0
o UL 30150 P00 02m0
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T ——
57.0 16.00 16.50
m/z 55.10 21.57%
B m
0 ‘ L uh\ \‘\\ M h‘ 14% 9 17830 225.0 267.0 309.0 367.(
ey Ay I B R e e e —— ——
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012422\
Data File : BF126647.D

Acqg On : 24 Jan 2022 18:58
Operator : CG/JU

Sample : N1243-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 1-Heptacosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.221 5.46 ng 175755  Perylene-di2 15.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 1-Hexacosanol 382 C26H540 000506-52-5 91
4 1-Hexacosene 364 C26H52 018835-33-1 90

5 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 90

Abundance Scan 2403 (16.221 min): BF126647.D\data.ms (-2399) (- m/z 57.10 100.00%

57.1 97.1
5000
— —
\‘H LM | Jﬁgl 193.1 16.00 16.50
ob— My o m/z 83.05 92.00%
miz--> 50 100 150 200 250 300 350
Abundance #299848: 1-Heptacosanol
57.0 97.0
5000 T ——
16.00 16.50
m/z 97.10  89.85%
39.0
ot H | 11810222.0264.0306.0 _ 378!
\\\\‘\ \‘\\\\‘\\\\‘\\\\\\\\’\\\\’\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcoho
83.0
43.0
—— —
16.00 16.50
5000 m/z 69.05 86.98%
25.0
oL igerozn00 200
m/z--> 50 100 150 200 250 300 350
Abundance #289621: 1-Hexacosanol 7 —
97.0
570 16.00 16.50
m/z 55.05 77.45%
5000
39.0
0 b ‘ \H\ il J‘h i 1\58%\02“2202640 308.0 3640
“““ R e R e B — ——
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012422\
Data File : BF126647.D

Acqg On : 24 Jan 2022 18:58
Operator : CG/JU

Sample : N1243-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 Oxirane, heptadecyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

17.027 2.79 ng 90025 Perylene-d12 15.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 90
2 Pentadecanal- 226 C15H300 002765-11-9 90
3 Octadecanal 268 C18H360 000638-66-4 86
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 83
5 Heptadecanal 254 C17H340 1000376-70-0 80

Abundance Scan 2540 (17.027 min): BF126647.D\data.ms (-2534) (-1 m/z 82.10 100.00%
43.0 84.1

-

5000
1JT.O
208.0
oy "LLWJhHLJH_H‘MHW‘MWH‘WHH‘HHN“ m/z 43.00  88.96%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176357: Oxirane, heptadecyl-
43.0 82.0

S

5000 RN
17.00
m/z 57.00 77.83%

o

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #107138: Pentadecanal-
57.0

=

—
17.00
5000 96.0 m/z 82.95 63.47%

o
=4 N
-~
4 ©

‘ 138.0 1820
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158567: Octadecanal 7
43.0 820 17.00
m/z 96.00 62.81%
m/z--> 20 40 60 80 100120140160180200220240260280 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012422\
Data File : BF126647.D

Acqg On : 24 Jan 2022 18:58
Operator : CG/JU

Sample : N1243-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 Palmitic acid vinyl ester Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.292 2.03 ng 65300 Perylene-di12 15.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Palmitic acid vinyl ester 282 C18H3402 000693-38-9 53
2 Nonacosan-14-one 422 C29H580 034394-11-1 50
3 16-Hentriacontanone 450 C31H620 000502-73-8 50
4 Nonadecane, 4-methyl- 282 C20H42 025117-27-5 40
5 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 35
Abundance Scan 2585 (17.292 min): BF126647.D\data.ms (-2576) (. m/z 71.00 100.00%
71.0
5000 239.2
T —
” “\ 3.1 1930 “ 17.00 17.50
ol WAL Ly w/z s7.60  72.68%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #176225: Palmitic acid vinyl ester
57.0
239.0
5000 — —
17.00 17.50
m/z 43.05 51.48%
1‘09 0
O \“\“‘\‘ \“\h‘\h\‘\‘\‘\5\\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #314323: Nonacosan-14-one
71.0
—— —
239.0 17.00 17.50
5000 m/z 239.20 51.19%
ol ‘ “l | M " u]ﬂ 30 ‘ “‘u 2950 3660 4220
miz--> 50 100 150 200 250 300 350 400 450
Abundance #325749: 16-Hentriacontanone — 7
239.0 17.00 17. 50
m/z 85.00 86%
5000 710
ol 7000 || 20200 s li
m/z--> 50 100 150 200 250 300 350 400 450 17 00 17 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012422\
Data File : BF126647.D

Acqg On : 24 Jan 2022 18:58
Operator : CG/JU

Sample : N1243-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 1H-Cycloprop[e]azulene, 1a,... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.427 11.36 ng 365866  Perylene-d12 15.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Cycloprop[e]azulene, 1la,2,3,4... 204 C15H24 000489-40-7 60
2 8-Isopropenyl-1,3,3,7-tetramethy... 218 C15H220 1000189-25-8 55
3 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1010140-07-7 53
4 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 53
5 Farnesyl bromide 284 C15H25Br 006874-67-5 38

Abundance Scan 2608 (17.427 min): BF126647.D\data.ms (-2601) (| m/z 204.20 100.00%

69.0 204.2
135.0
5000
269.
693 316 A fh
7110, 17.50
0! m/z 69.05 88.50%
miz--> 50 100 150 200 250 300
Abundance #80544: 1H-Cycloprop[elazulene, 1a,2,3,4,4a,5,6,7b-octe
105.0 161.0 204.0
41.0
5000 toTT
1750
76.46%
0! ‘\““i“‘\“\!“\\\\‘\\\\‘\\
miz-> 50 100 150 200 250 300
Abundance #96804: 8-Isopropenyl-1,3,3,7-tetramethyl-bicyclo[5.1.0]o
119.0
1750
soo0| P m/z 135.00  60.89%
77.0 175.0
218.0
0! nm\‘ u\‘hu‘}\““H“H“H
miz-> 50 100 150 200 250 300
Abundance #80299: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,1
204.0 1750
m/z 121. 56.82%
5000
95.0 161.0
41.0
ow\w\\»\wm | Lo
Mz 100 150 200 250 300 17,50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012422\
Data File : BF126647.D

Acqg On : 24 Jan 2022 18:58
Operator : CG/JU

Sample : N1243-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 unknownl7.868 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.868 6.35 ng 204626  Perylene-di2 15.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methandriol 304 C20H3202 000521-10-8 35
2 (1R,4aR,55)-5-[(E)-5-Hydroxy-3-m... 304 C20H3202 1214984-94-7 25
3 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 25
4 5-Cholene, 3,24-dihydroxy- 360 C24H4002 1000251-69-2 12
5 Stigmasta-3,5-diene 396 C29H48 004970-37-0 12

Abundance Scan 2683 (17.868 min): BF126647.D\data.ms (-2676) (- m/z 43.05 100.00%

1 1050
5000 213.2
63.1
303.3
396.4 N T
‘ ‘ ‘ ‘ ‘ ‘ 17.50 18.00
ol LI WL L L L w7z 1es.e0 78.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #204829: Methandrio
43.0 91.0 253.0
145.0
s00 P
304.0 : :
197. m/z 55.00  71.55%
[o) \“\ ‘ “M‘H‘\ ‘H“‘\ WIL
m/z--> 50 100 150 200 250 300 350 400
Abundance #204912: (1R,4aR,5S)-5-[(E)-5-Hydroxy-3-methylpent-3-¢
81.0
— ——
17.50 18.00
5000 ITI/Z 81.00 71.04%
0 \\“\““H“\LH ‘\
miz--> 50 100 150 200 250 300 350 400
Abundance #327918: .beta.-Sitosterol acetate — T
43.0 17.50 18.00
m/z 95.00 69.62%
396.0
5000
ol B
m/z--> 50 100 150 200 250 300 350 400 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012422\
Data File : BF126647.D

Acqg On : 24 Jan 2022 18:58
Operator : CG/JU

Sample : N1243-01

Misc

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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... 2.299 10.1 ng 359188 1 6.963 710453 20.0
Pentacosane 11.380 2.6 ng 128080 4 11.498 996942 20.0
n-Hexadecanoic ... 12.010 4.2 ng 211265 4 11.498 996942 20.0
n-Nonadecanol-1 13.974 17.9 ng 580456 5 14.139 647655 20.0
1-Hexacosanol 14.616 7.1 ng 230984 5 14.139 647655 20.0
Hexacosane 15.286 4.7 ng 149828 6 15.663 644258 20.0
Chloroacetic ac... 15.321 2.8 ng 88514 6 15.663 644258 20.0
Heneicosane 16.163 4.0 ng 128507 6 15.663 644258 20.0
1-Heptacosanol 16.221 5.5 ng 175755 6 15.663 644258 20.0
Oxirane, heptad... 17.027 2.8 ng 90025 6 15.663 644258 20.0
Palmitic acid v... 17.292 2.0 ng 65300 6 15.663 644258 20.0
1H-Cycloprop[e]... 17.427 11.4 ng 365866 6 15.663 644258 20.0
unknownl17.868 17.868 6.3 ng 204626 6 15.663 644258 20.0
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