LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121923\
Data File : BGO60096.D

Acqg On : 19 Dec 2023 22:11
Operator : MA/JU

Sample : 05759-03

Misc :

ALS Vvial : 16 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_ G\Methods\8270-BG121323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO60096.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.141 3 9 19 rVvB 87706 164032 3.75% 0.578%
2 5.063 331 336 342 rBV 28724 50091 1.14% 0.176%
3 5.527 407 415 424 rBV 722608 1173724 26.82% 4.133%
4 7.113 676 685 692 rBV 844780 1427177 32.61% 5.025%
5 7.953 821 828 834 rBV 260059 430795 9.84% 1.517%
6 9.111 1017 1025 1034 rBvV 523671 888691 20.30% 3.129%
7 10.756 1296 1305 1312 rBV 330270 593776 13.57% 2.091%
8 13.212 1716 1723 1730 rVB 1817796 2615827 59.76% 9.211%
9 14.587 1949 1957 1965 rVB 597684 942664 21.54% 3.319%
10 15.433 2097 2101 2106 rVB 47475 58989 1.35% 0.208%
11 16.079 2204 2211 2219 rVB 1442626 2192229 50.08% 7.719%
12 16.273 2239 2244 2246 rBV2 60888 91691 2.09% 0.323%
13 16.296 2246 2248 2251 rVB2 36401 45714 1.04% 0.161%
14 17.090 2379 2383 2388 rBV 66924 91706 2.10% ©.323%
15 17.142 2389 2392 2403 rVB8 33714 65583 1.50% 0.231%

16 17.336 2418 2425 2431 rBV 844252 1231848 28.14%
17 17.830 2506 2509 2513 rBV 63373 78602 1.80%
18 18.006 2534 2539 2544 rVB 722913 860939 19.67%
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19 18.224 2571 2576 2581 rBV3 127890 201975 4.61% 711%
20 18.529 2622 2628 2631 rBV3 59960 77598 1.77% 273%
21 19.152 2728 2734 2737 rBV 3591128 4377047 100.00% 15.412%
22 19.181 2737 2739 2750 rVB2 2000787 2397426 54.77%  8.442%
23 19.311 2757 2761 2766 rVB 352260 416882 9.52% 1.468%
24 19.393 2771 2775 2781 rVV 115250 174749 3.99% 0.615%
25 19.452 2781 2785 2789 rVv4 48029 58832 1.34% ©.207%
26 19.734 2829 2833 2834 rBV3 66226 77227 1.76% 0.272%

27 19.757 2834 2837 2845 rVB2 107565 184859 4.22% ©.651%
28 19.963 2866 2872 2877 rBV 3218677 4160232 95.05% 14.649%
29 20.762 3006 3008 3012 rVB4 45303 50670 1.16% ©0.178%
30 21.261 3089 3093 3099 rVB3 104515 161754 3.70% ©.570%

31 21.608 3146 3152 3158 rBV 931793 1516125 34.64% 5.338%
32 24.798 3687 3695 3709 rVB 533891 1540709 35.20% 5.425%

Sum of corrected areas: 28400163
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121923\
Data File : BGO60096.D

Acqg On : 19 Dec 2023 22:11
Operator : MA/JU

Sample : 05759-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG060096.D\data.ms
3500000

3000000
2500000
2000000
1500000

1000000
5527 7.113
9.111

500000
7.953 10.756

141 5.063 I

O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG060096.D\data.ms
3500000 19.152 19963

3000000

2500000

191181
2000000113 572

1500000 16.079
21.608
1000000

14.587

500000 9-311 21.261

15.433 17.83%8-248 529 -k%g%zwg%

L i A e L L R

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG060096.D\data.ms
3500000

3000000
2500000
2000000
1500000
1000000 24.798

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121923\
Data File : BGO60096.D

Acqg On : 19 Dec 2023 22:11
Operator : MA/JU

Sample : 05759-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.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 unknown3.141 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.141 7.62 ng 164032 1,4-Dichlorobenzene-d4 7.953

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 40
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 36
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
4 8-Chloro-3,6-dioxaoctyl acetate 210 C8H15Cl04 1000322-41-5 23
5 Butanoic acid, 2-hydroxy-2-methy... 132 C6H1203 032793-34-3 23

Abundance Scan 9 (3.141 min): BG060096.D\data.ms (-3) (-) m/z 73.10 100.00%

3.1
5000 K
R
1 2106 3.203.303.403.50
Ol 2106 3636 4745532 ., 4319 55.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 U R R RN RN R
3.203.303.403.50
‘ m/z 55.00 37.05%
O Jll
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #24093: Hexanoic acid, 2-ethyl-
73.0
PR A T
3.203.303.403.50
5000 m/z 87.10 30.46%
oLt [baso
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2245: Silane, tetramethyl- AT
73.0 3.203.303.403.50
m/z 41.10 15.04%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121923\
Data File : BGO60096.D

Acqg On : 19 Dec 2023 22:11
Operator : MA/JU

Sample : 05759-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.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 9
R.T. EstConc Area Relative to ISTD R.T.
5.063 2.33 ng 50091 1,4-Dichlorobenzene-d4 7.953

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Pentanol, 2,2-dimethyl- 116 C7H160 003970-62-5 40
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 38
4 2-hydroxy-2-methyl-4-heptanone 144 C8H1602 054862-91-8 36
5 Silane, ethyldimethyl- 88 C4H12Si 000758-21-4 33
Abundance Scan 336 (5.063 min): BG060096.D\data.ms (-331) (-) m/z 43.05 100.00%
43.0
5000
‘ 1ot 4.80 5.00 5.20 5.40
219.0 280.9 424 : : : :

0 H‘Mwhwwqy"%??7Hquw‘u“umqu“““m“‘u m/z 59.10 58.74%

m/z--> 50 100 150 200 250 300 350 400

Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 \HMH\M‘HA\‘HH‘\"\’N
4.80 5.00 5.20 5.40
101.0 m/z 58.00  26.24%
O\\“\“\“'\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #9524: 3-Pentanol, 2,2-dimethyl-
59.0
4.80 5.00 5.20 5.40
5000 m/z 101.10 17.16%
ogldljmso
m/z--> 50 100 150 200 250 300 350 400
Abundance #9479: 2-Hexanol, 2-methyl- H““W“‘HN“ﬁ“‘H
59.0 4.80 5.00 5.20 5.40
m/z 56.05 11.57%
5000
0 H”J\m‘" um“‘H""‘wHH_MWHWH‘W P e
m/z--> 50 100 150 200 250 300 350 400 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121923\
Data File : BGO60096.D

Acqg On : 19 Dec 2023 22:11
Operator : MA/JU

Sample : 05759-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.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 Tridecanoic acid, methyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.006 13.98 ng 860939  Phenanthrene-di10 17.336
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 86
2 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 70
3 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 64
4 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 64
5 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 64

Abundance Scan 2539 (18.006 min): BG060096.D\data.ms (-2534) (- | m/z 74.10 100.00%
74.1
5000 2972
T
143.1 18.00
ol kil [ L 1] 2800 3393 asL g1 s1iask
miz--> 50 100 150 200 250 300 350 400 450
Abundance #109337: Tridecanoic acid, methyl ester
74.0
5000 e :
18.00
m/z 43.05 54.11%
143.
| H ‘ 30 1970
0 \H““\‘i‘\h“\l“\\\\‘\r\\“\\‘H‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #126269: Tridecanoic acid, 12-methyl-, methyl ester
74.0
T
18.00
5000 199.0 m/z 55.10 49, 24%
143.0
7.
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #161211: Hexadecanoic acid, methyl ester e i
74.0 18.00
m/z 41.10 40.55%
5000
A 143.0 1000 2700
m/z--> 50 100 150 200 250 300 350 400 450 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121923\
Data File : BGO60096.D

Acqg On : 19 Dec 2023 22:11
Operator : MA/JU

Sample : 05759-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.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 Tridecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

18.224 3.28 ng 201975  Phenanthrene-di10 17.336
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 66
3 2-(5-Fluoro-2-oxo0-1,2-dihydro-3H... 213 C11H4FN30 116719-42-7 27
4 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 25
5 naphth[2,1-d]oxazole, 5-methoxy-... 213 C13H11NO2 1010396-17-7 20

Abundance Scan 2576 (18.224 min): BG060096.D\data.ms (-2571) (- | m/z 73.05 100.00%

73.0 213.1
5000

755 3439 4300 504. 18.00 18.50
0 m/z 60.00 90.91%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #92070: Tridecanoic acid
73.0
5000

129.0 18.00 18.50
2140 m/z 43.10 87.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143507: n-Hexadecanoic acid
43.0
g e
18.00 18.50
5000 m/z 213.10 87.26%
129.0 256.0
o iy gsso T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90795: 2-(5-Fluoro-2-oxo-1,2-dihydro-3H-indol-3-ylidene
2138.0 18.00 18.50

m/z 57.10  86.45%

158.0
5000
\ Mhn M”mh\\.m "J d

m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.50

O
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121923\
Data File : BGO60096.D

Acqg On : 19 Dec 2023 22:11
Operator : MA/JU

Sample : 05759-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.152 71.06 ng 4377050  Phenanthrene-di10 17.336
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 95
2 13-Tetradece-11-yn-1-0l 208 C14H240 1000131-00-4 95
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 93
4 9,17-Octadecadienal, (Z)- 264 C18H320 056554-35-9 89
5 9,12-Octadecadienal 264 C18H320 026537-70-2 89
Abundance Scan 2734 (19.152 min): BG060096.D\data.ms (-2728) (- | m/z 67.10 100.00%
67.1
5000 A’\
— —
‘ ‘ H 150.1 263.1 19.00 19.50
ob AL Gy | 32220 4007 548 ., 55 1 81.16%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester
67.0
5000 —— —
19.00 19.50
m/z 81.05 78.74%
50.0
O T \ ‘\“ ‘\‘ ! 223.0 294.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85240: 13-Tetradece-11-yn-1-ol
55.0
— —
19.00 19.50
5000 m/z 79.05 56.54%
ol hyi%ﬁx‘)wlﬂ
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #191925: 9,12-Octadecadienoic acid, methyl ester, (E,E) — —
41.0 19.00 19.50
m/z 41.05 56.47%
5000 M\A
9.0
294.0
0 ﬂF178.0237_0 — —_—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121923\
Data File : BGO60096.D

Acqg On : 19 Dec 2023 22:11
Operator : MA/JU

Sample : 05759-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.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 14-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.181 38.92 ng 2397430  Phenanthrene-d10 17.336
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 96
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 96
3 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 96
4 7-Octadecenoic acid, methyl ester 296 C19H3602 057396-98-2 95
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 95
Abundance Scan 2739 (19.181 min): BG060096.D\data.ms (-2737) (- | m/z 55.10 100.00%
55.1
5000
264.1
—
3.1180.2 \ 19.00 10.50
o AL sl o oot ) 13324 4288 5070 1 yu 4110 57.87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194421: 14-Octadecenoic acid, methyl ester
55.0
5000 —— ——
19.00 19.50
264.0 m/z 69.10 47.17%
0\“T\‘”\’\H\\l“\‘l\ltl\"\”‘n\l 1\\\\h\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194426: 13-Octadecenoic acid, methyl ester
55.0
P =
19.00 19.50
5000 m/z 74.10 43.10%
264.0
bgporsno
0“W‘MWLWWPA$ “‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194409: 9-Octadecenoic acid, methyl ester — P
55.0 19.00 19.50
m/z 43.10 41.09%
5000
264.0
‘ ” 3.0180.0 \
0 ‘H""“!"*“u"‘h""'ﬂ'uh‘\ ‘ M
m/z--> 50 100 150 200 250 300 350 400 450 500 550 1900 1950
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121923\
Data File : BGO60096.D

Acqg On : 19 Dec 2023 22:11
Operator : MA/JU

Sample : 05759-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.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 Methyl stearate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.311 6.77 ng 416882  Phenanthrene-d10 17.336
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 93
2 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
3 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 86
4 Tetradecanoic acid, 12-methyl-, ... 256 C16H3202 005129-66-8 70
5 Methyl 9-methyltetradecanoate 256 C16H3202 213617-69-7 58
Abundance Scan 2761 (19.311 min): BG060096.D\data.ms (-2757) (- | m/z 74.05 100.00%
.0
5000 f\M
143.0 199.2
19. OO 19 50
ol 21.9 415.0 487. m/z 87.10 83.55%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #197273: Methyl stearate
74.0
5000
19. OO 19 50
143.01990255.0 m/z 43.10 63.47%
O \\\‘f‘\‘\\\h\\“\lf‘\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 0 100 150 200 250 300 350 400 450
Abundance #143569: Pentadecanoic acid, methyl ester
74.0
19. 00 19 50
5000 m/z 55.10 55.99%
143.0
H ‘ \ 213.0
S S
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance  #126267: Tridecanoic acid, 12-methyl-, methyl ester
74.0 19. 00 19 50
m/z 255.20  46.25%
5000
143.0 199.0
ol?"?wh‘u‘\wm‘\_HHLCWW_Hww_ww‘ - A
m/z--> 0 50 100 150 200 250 300 350 400 450 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121923\
Data File : BGO60096.D

Acqg On : 19 Dec 2023 22:11
Operator : MA/JU

Sample : 05759-03

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.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 Heptacos-1-ene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.261 2.13 ng 161754  Chrysene-di12 21.608
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacos-1-ene 378 C27H54 015306-27-1 53
2 Tetracosanal 352 C24H480 057866-08-7 42
3 Z-14-Nonacosene 406 C29H58 1010131-18-9 42
4 Hexacosyl propyl ether 424 C29H600 1000406-28-4 38
5 Propyl triacontyl ether 481 C33H680 1000406-28-6 38
Abundance Scan 3093 (21.261 min): BG060096.D\data.ms (-3089) (- | m/z 57.10 100.00%
57.1
5000 W
‘ 247.3 él‘Od ‘21‘50‘
125.1 191 1 : :
oAU B ssazesn,  sssesan: 00 ) oy
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #286432: Heptacos-1-ene
57.0
5000 —r —
21.00 21.50
125.0 m/z 55.10 66.95%
l i ‘ 378.0
O\‘\“‘\‘\“1\\Il’h\l\\\‘\\\\‘\\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #262002: Tetracosanal
57.0
—— —
21.00 21.50
5000 m/z 41.10 46.68%
123.0
iy H“"w‘“w““_“‘_““H“‘H““H“‘H‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #306023: Z-14-Nonacosene —— —
43.0 21.00 21.50
111.0 406.0 m/z 71.10  37.20%
ol MJ‘,rm?."?momo S
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121923\
Data File : BGO60096.D

Acqg On : 19 Dec 2023 22:11
Operator : MA/JU

Sample : 05759-03

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.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|
unknown3.141 3.141 7.6 ng 164032 1 7.953 430795 20.0
2-Pentanone, 4-... 5.063 2.3 ng 50091 1 7.953 430795 20.0
Tridecanoic aci... 18.006 14.0 ng 860939 4 17.336 1231850 20.0
Tridecanoic acid 18.224 3.3 ng 201975 4 17.336 1231850 20.0
9,12-Octadecadi... 19.152 71.1 ng 4377050 4 17.336 1231850 20.0
14-Octadecenoic... 19.181 38.9 ng 2397430 4 17.336 1231850 20.0
Methyl stearate 19.311 6.8 ng 416882 4 17.336 1231850 20.0
Heptacos-1-ene 21.261 2.1 ng 161754 5 21.608 1516130 20.0
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