LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\
Data File : BF136984.D

Acqg On : 05 Jan 2024 19:32
Operator : CG\JU

Sample : 05967-08

Misc :

ALS Vvial : 19 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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136984.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.169 106 14 22 rVB 23552 33036 2.26% 0.415%
2 5.010 493 497 509 rBvV 230852 229225 15.68% 2.878%
3 5.428 565 568 584 rBV 467329 454924 31.13% 5.711%
4 6.434 736 739 755 rBV 310068 306525 20.97%  3.848%
5 6.781 795 798 802 rBV 356093 298287 20.41%  3.745%

6 7.345 890 894 897 rBV 865368 741967 50.77%  9.315%
7 8.057 1012 1015 1019 rBV 377044 341247 23.35% 4.284%
8 9.139 1194 1199 1202 rBV 1601954 1350249 92.39% 16.951%
9 9.816 1311 1314 1322 rVB 423595 338306 23.15% 4.247%

10 10.610 1446 1449 1458 rBV 512685 498950 34.14% 6.264%
11 10.981 1509 1512 1519 rBV 99085 96518 6.60% 1.212%
12 11.310 1564 1568 1571 rBV 416582 352003 24.09% 4.419%
13 11.845 1655 1659 1674 rBV 64867 83117 5.69% 1.043%
14 12.010 1684 1687 1691 rVB 24612 25712 1.76% ©.323%
15 12.233 1719 1725 1727 rBV 39399 41942 2.87% ©.527%
16 12.257 1727 1729 1737 rVB 53865 43952 3.01% ©.552%
17 12.522 1767 1774 1776 rBV 73575 104206 7.13% 1.308%
18 12.545 1776 1778 1790 rVB4 52967 100426 6.87% 1.261%
19 12.663 1795 1798 1807 rVB 297767 300322 20.55% 3.770%

20 12.910 1835 1840 1843 rBV 1703239 1461438 100.00% 18.347%

21 13.863 1998 2002 2003 rBv4 24946 29425 2.01% ©.369%
22 13.969 2017 2020 2024 rBV 379732 359377 24.59% 4.512%
23 14.063 2034 2036 2039 rVB2 28818 28961 1.98% 0.364%
24 14.821 2161 2165 2168 rBV 50137 56909  3.89% 0.714%
25 15.457 2269 2273 2281 rBV = 221933 288453 19.74%  3.621%

Sum of corrected areas: 7965477
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: @5 Jan 2024 19:32
¢ CG\JU
. 05967-08

: 19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\
BF136984.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1600000

1400000

1200000

1000000

800000

600000

400000

200000

o

TIC: BF136984.D\data.ms

7.345

5.428

6434 6781

5.010

?.169

Time-->

L L L L B L L L L L L L L L L L L O L L L L IR L BRI

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

1600000

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF136984.D\data.ms

12.910

9.139

10.610

8.057 9.816 11.310

12.663

10.981

0
Time-->

e

12.00 12.50

10.00 10.50 11.00 11.50

13.00

Abundance

1600000

1400000

1200000

1000000

800000

600000

400000

200000

0

Time-->

TIC: BF136984.D\data.ms

13.969

T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T ‘ T T T T T T ‘ T
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\BF010524\
Data File : BF136984.D

Acqg On : 05 Jan 2024 19:32

Operator : CG\JU

Sample : 05967-08

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 1 3-Buten-2-o0l, 2-methyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
2.169 2.22 ng 33036 1,4-Dichlorobenzene-d4 6.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Buten-2-0l, 2-methyl- 86 C5H100 000115-18-4 64
2 Butanoyl chloride 106 C4H7C10 000141-75-3 47
3 3-Penten-2-o0l 86 C5H100 001569-50-2 45
4 Butanoic acid, 2-propenyl ester 128 C7H1202 002051-78-7 42
5 2-Hexene, 1-methoxy-, (E)- 114 C7H140 056052-83-6 42
Abundance  Scan 14 (2.169 min): BF136984.D\data.ms (-10) (-) m/z 42.95 100.00%
43.0 71.0
5000
A
| 58.0 86.0 2.202.302.402.502.60
0 H‘H‘w"H‘HNH‘\HNMHJ_‘MHM“_‘M‘H“_‘H‘H‘ m/z 71.00 99.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2007: 3-Buten-2-ol, 2-methyl-
71.0
43.0
5000 T T T T T T T[T T
59.0 2.202.302.402.502.60
27.0 m/z 41.00 43.09%

o

15.0 ‘ ‘ | 86.0
\\‘\\‘\1‘\\\H‘\\\\‘1‘\\\‘\‘\‘\\“\\\‘\‘“}‘\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5639: Butanoyl chloride
43.0 71.0
27.0

2.202.302.402.502.60

5000 ITI/Z 45.10 35.65%
0 0 L 910 106.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1933: 3-Penten-2-ol e
43.0 71.0 2.202.302.402.502.60

m/z 38.95 31.70%

m/z-->

5000
27.0
150 wo‘ 86.0
0 [ ‘\ UL ) h‘\\ |

10 20 30 40 50 60 70 80 90 100 110

2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\
Data File : BF136984.D

Acqg On : 05 Jan 2024 19:32
Operator : CG\JU

Sample : 05967-08

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 1
R.T. EstConc Area Relative to ISTD R.T.
5.0106 15.37 ng 229225 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 497 (5.010 min): BF136984.D\data.ms (-493) (-) m/z 42.95 100.00%

43.0
59.1
5000
101.1 AR R e
‘ 83.0 4.60 4.80 5.00 5.20 5.40
) US| | D &t RV m/z 59.10 58.01%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 DL B LI B W
59.0 4.60 4.80 5.00 5.20 5.40
m/z 101.10 18.54%
15.0 101.0
‘ " | 83.0 !
O\\\\‘\\\\‘}\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
s A RaR T o
4.60 4.80 5.00 5.20 5.40
5000 410 m/z 58.00 14.72%
126.0
e b 1280120
m/iz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate s amaaa R
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.94%
5000
15.0 | 7%-0 100.0
or—tr———r——t—— R e R RE A
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\
Data File : BF136984.D

Acqg On : 05 Jan 2024 19:32

Operator : CG\JU

Sample : 05967-08

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method

Quant Tit

TIC Libra

le

ry

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Tetradecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.980 5.48 ng 96518  Phenanthrene-d1e 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 93
2 Undecanoic acid 186 C11H2202 000112-37-8 86
3 Dodecanoic acid 200 C12H2402 000143-07-7 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62

Abundance Scan 1512 (10 980 min): BF136984.D\data.ms (-1509) (- m/z 73.00 100.00%

5000 129.1
185.2 A
11.00
228.1 :
0! Lalal Lol b 32 2 ee.e0 91.77%

—

mi/z--> 100 150 200 250 300
Abundance #109280: Tetradecanoic acid
73.0
5000 129.0 228.0 A ‘ =y
20. 185.0 11.00
m/z 43.05 83.98%
oLl— H‘ “‘ ‘ \m \hH ‘N‘\‘ h\‘ n “ b L \\ — “ T

mi/z--> 50 100 150 200 250 300
Abundance #60690: Undecanoic acid

-
11.00
5000 m/z 55.05  65.33%
129.0
# ‘ ‘ 186.0
ok & Ot

.

m/z--> 100 150 200 250 300
Abundance #75716: Dodecanoic acid
60.0 11.00
m/z 41.00 64.90%
5000 129.0 Vme\NMMMW4AMMVWWWAWNM
o290, o
m/z--> 100 150 200 250 300 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\
Data File : BF136984.D

Acqg On : 05 Jan 2024 19:32
Operator : CG\JU

Sample : 05967-08

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Undecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.845 4.72 ng 83117 Phenanthrene-d1e 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 83
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 55
Abundance Scan 1659 (11.845 min): BF136984.D\data.ms (-1655) (- m/z 43.05 100.00%
43.0 73.0
5000
— ——
‘ 11.50 12.00
[Wa— m/z 73.00  91.55%
m/z--> 20 40 60 80 100120140160 180200220240
Abundance #60691: Undecanoic acid
60.0
5000
290 11.50 12.00
g7 1290 1860 m/z 60.00  89.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92070: Tridecanoic acid
73.0
[y ‘ n‘/ww‘\A A
43.0 11.50 12.00
5000 m/z 55.05 75.87%
129.0
1710 2140
1
o020t Ll ‘cmww_uw YR O
m/z--> 20 40 60 80 100120140160 180200220240
Abundance #126199: Pentadecanoic acid — —
43.0 ,73.0 11.50 12.00
m/z 57.00 71.97%
5000 129.0
199.0
‘ | ‘ ml 1.0 1570 ‘ 242.0
osol WA MALA ) T L L o) e
m/z--> 20 40 60 80 100120140160 180200220240 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\
Data File : BF136984.D

Acqg On : 05 Jan 2024 19:32
Operator : CG\JU

Sample : 05967-08

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 .omega.-3 Arachidonic Acid ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.233 2.38 ng 41942  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .omega.-3 Arachidonic Acid methy... 318 C21H3402 132712-70-0 86
2 Arachidonic acid 304 C20H3202 000506-32-1 83
3 1,4-Cyclooctadiene, (Z,Z)- 108 C8H12 016327-22-3 70
4 Methyl 4,7,10,13-hexadecatetraen... 262 C17H2602 1000336-36-7 62
5 Cyclopropane, (R,R)-1-((Z)-hex-1... 150 C11H18 077210-40-3 58
Abundance Scan 1725 (12.233 min): BF136984.D\data.ms (-1719) (- m/z 79.00 100.00%
79.0
5000 41.0
‘ ‘ 1611 5074 12.00 12.50
0 “‘L”NuM‘ ‘ H“W‘W“ J‘M"“‘ T m/z 91.05 60.58%
miz-> 50 100 150 200 250 300
Abundance  #222611: .omega.-3 Arachidonic Acid methyl ester
79.0
5000 NWAMMWMMMM ‘
12. 00 12 50
ngo m/z 80.00 59.89%
0! ‘ \“\H\ \\‘\ \\h ‘\ ‘\‘ ' ‘2‘2‘2‘0‘2"57‘9 - ‘3‘18‘"
miz--> 50 100 150 200 250 300
Abundance #204840: Arachidonic acid
79.0
A S Y B Y N A
12.00 12.50
5000 41.0 ITI/Z 67.00 57.48%
19.0
166.0
0 I \“\\ \“ M‘ Ay 20\60 250.0 304.0
- T T T T T ‘ T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #6152: 1,4-Cyclooctadiene, (Z,2)- L T
79.0 12.00 12.50
m/z 41.00 51.63%
5000 39.0
0 Mt/ W
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\
Data File : BF136984.D

Acqg On : 05 Jan 2024 19:32
Operator : CG\JU

Sample : 05967-08

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Heneicosapentaenoic Acid me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.257 2.50 ng 43952  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosapentaenoic Acid methyl ... 330 C22H3402 065919-53-1 78
2 72,10Z,13Z,16Z,19Z-Docosapentaen... 330 C22H3402 024880-45-3 76
3 4,7,10,13,16,19-Docosahexaenoic ... 342 C23H3402 002566-90-7 62
4 cis-5,8,11,14,17-Eicosapentaenoi... 302 C20H3002 010417-94-4 50
5 Doconexent 328 C22H3202 006217-54-5 46

Abundance Scan 1729 (12.257 min): BF136984.D\data.ms (-1727) (- m/z 79.05 100.00%

79.0
41.0
5000
19.1
61.0 2070 12.00 12.50
ol D = m/z 91.00  56.22%
miz--> 50 100 150 200 250 300
Abundance #237204: Heneicosapentaenoic Acid methyl ester
79.0
5000 eyl e
12.00 12.50
rlgo m/z 41.05 55.93%
61.0
ob ‘h A H‘ L ”\h ﬁh 4740220.0 269.0 330
miz--> 100 150 200 250 300
Abundance #237209. 72,10Z,13Z,16Z,19Z-Docosapentaenoic acid
79.0
—r —
12.00 12.50
000! 470 m/z 67.00  47.85%
119.0
. 1001980 2340 2870 330,
b e S
miz--> 50 100 150 200 250 300
Abundance #251551: 4,7,10,13,16,19-Docosahexaenoic acid, methyl — ——
79.0 12.00 12.50

m/z 93.05 31.98%

5000
" NWWWmMJK
0 ‘h‘m“ H\‘ ‘ Ll ‘H \\M M ﬁ‘ \h \ il ?o\% 9 241 0 313.0 , ’\/L/M‘ e ‘/\f\A‘ —

m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\
Data File : BF136984.D

Acqg On : 05 Jan 2024 19:32
Operator : CG\JU

Sample : 05967-08

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Santolina triene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.522 5.92 ng 104206  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .omega.-3 Arachidonic Acid methy... 318 C21H3402 132712-70-0 81
2 (62,92,127,15Z)-Methyl octadeca-... 290 C19H3002 073097-00-4 64
3 Santolina triene 136 C1@H16 002153-66-4 58
4 1,4,8-Dodecatriene, (E,E,E)- 162 C12H18 024252-85-5 52
5 Cyclooctene, 3-ethenyl- 136 C10H16 002213-60-7 49
Abundance Scan 1774 (12.522 min): BF136984.D\data.ms (-1767) (1 ' m/z 79.10 100.00%
79.1
41.0
5000
19 0 WA T T ‘ T ‘
' 207.1 12.50
61.1
0! WWMWU‘NJM‘L\\\\ “%8%}“ ‘ m/z 41.05 67.25%
m/z--> 50 100 150 200 250 300
Abundance  #222612: .omega.-3 Arachidonic Acid methyl ester
79.0
5000 —— :
41.0 12.50
19.0 m/z 67.10 60.16%
161.0
O' L ‘\‘H “H \‘ \‘\ T ‘ 2\2\2 \0\ 26\2 \0\ T ‘3\18\.(
miz--> 50 100 150 200 250 300
Abundance #186940: (6Z,9Z,12Z,15Z)-Methyl octadeca-6,9,12,15-tet
79.0
T \
12.50
5000 m/z 55.05 54.44%
41.0
r19 .0
oL— ;\\ H\LH\ \m“H n“ HJM\ \‘\M . \‘H‘ Al “\‘ %340 : ‘2‘99"0‘ .
miz--> 50 100 150 200 250 300
Abundance #18038: Santolina triene T ‘
93.0 12.50
m/z 93.10 54.04%
5000
41.0
ohs HH‘W e )
m/z--> 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\
Data File : BF136984.D

Acqg On : 05 Jan 2024 19:32
Operator : CG\JU

Sample : 05967-08

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Doconexent Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.545 5.71 ng 100426  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Doconexent 328 C22H3202 006217-54-5 64
2 4,7,10,13,16,19-Docosahexaenoic ... 342 C23H3402 002566-90-7 58
3 Captan 299 C9H8C13NO2S 000133-06-2 47
4 2-Dodecen-4-yne, (E)- 164 C12H20 074744-38-0 35
5 7z,107,13Z,16Z,19Z-Docosapentaen... 330 C22H3402 024880-45-3 35

Abundance Scan 1778 (12 545 min): BF136984.D\data.ms (-1776) (-} | m/z 79.10 100.00%

5000
N\AAA\ T ‘ T ‘
150.1 12.50
0 ‘M ” Al u o m/z 91.00  76.23%

mi/z--> 200 250 300
Abundance #234861.Doconexent
[¢]
5000/ 410 vl ooy :
19.0 12.50
m/z 105.10 43.76%
ol 1?‘h‘19?0 241.0  299.0
T T T T T T ’ T T T T ‘ T T
m/z--> 50 100 0 200 250 300
Abundance #251547: 4,7,10,13,16,19-Docosahexaenoic acid, methyl
79.0
12.50
5000 19.0 m/Z 67.05 35.38%
41.0
\ e
o \ L 1990 24102740 313
m/z--> 100 150 200 250 300
Abundance #198557: Captan — ‘

79.0 12.50
m/z 119.10 30.35%

5000
149.0
39.0
ol h e, 1820 26402000 iy |

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\BF010524\
Data File : BF136984.D

Acqg On : 05 Jan 2024 19:32
Operator : CG\JU

Sample : 05967-08

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 2,6,10-Dodecatrien-1-o0l, 3,... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.821 3.95 ng 56909  Perylene-d12 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6,10-Dodecatrien-1-0l1, 3,7,11-... 222 C15H260 004602-84-0 86
2 6,10,14-Hexadecatrien-1-0l, 3,7,... 292 C20H360 036237-66-8 86
3 Supraene 410 C30H50 007683-64-9 86
4 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 83
5 trans-Farnesol 222 C15H260 000106-28-5 80
Abundance Scan 2165 (14.821 min): BF136984.D\data.ms (-2161) (- m/z 69.10 100.00%
69.1
5000 ,“L
— ——
137.1 14.50 15.00
Ol b b w“\u bl B0, 3020 3192 L)y s1.05  63.51%
miz--> 50 100 150 200 250 300 350 400
Abundance  #101994: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-
69.0
5000 — ——
14.50 15.00
m/z 41.05 30.28%
Ll 70 190
O\\‘\‘\“H\H‘\M\h“‘\‘\m\“‘\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #189512: 6,10,14-Hexadecatrien-1-ol, 3,7,11,15-tetramet
69.0
— ——
14.50 15.00
5000 m/z 68.10 17.61%
136.0
223. 0 292.0
01‘9"9‘:““‘ bl ! e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene “ ——
69.0 14.50 15.00
m/z 95.10 16.95%
- wwwwﬂwww
137.0
0260 L L1y |, 1910 273.0 3410 4104
B s e EE e P ——
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\
Data File : BF136984.D

Acqg On : 05 Jan 2024 19:32
Operator : CG\JU

Sample : 05967-08

Misc

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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|
3-Buten-2-01, 2... 2.169 2.2 ng 33036 1 6.781 298287 20.0
2-Pentanone, 4-... 5.010 15.4 ng 229225 1 6.781 298287 20.0
Tetradecanoic acid 10.980 5.5 ng 96518 4 11.310 352003 20.0
Undecanoic acid 11.845 4.7 ng 83117 4 11.310 352003 20.0
.omega.-3 Arach... 12.233 2.4 ng 41942 4 11.310 352003 20.0
Heneicosapentae... 12.257 2.5 ng 43952 4 11.310 352003 20.0
Santolina triene 12.522 5.9 ng 104206 4 11.310 352003 20.0
Doconexent 12.545 5.7 ng 100426 4 11.310 352003 20.0
2,6,10-Dodecatr... 14.821 4.0 ng 56909 6 15.457 288453 20.0
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