LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81523\
Data File : BF134794.D

Acqg On : 15 Aug 2023 20:30
Operator : CG\JU

Sample : 04011-01 10X

Misc :

ALS Vvial : 13  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-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134794.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.416 562 566 576 rBV 290542 255192 20.82% 2.745%
2 6.422 734 737 745 rBV 293244 246108 20.08% 2.647%
3 6.798 797 801 804 rBV 1130927 887040 72.36%  9.540%
4 7.351 892 895 905 rBV 162914 156368 12.76% 1.682%
5 8.075 1014 1018 1022 rBV 1403975 1142800 93.23% 12.291%
6 9.151 1198 1201 1211 rBV 363822 326774 26.66% 3.514%
7 9.269 1218 1221 1226 rBV 77372 72993 5.95% 0©.785%
8 9.833 1313 1317 1327 rVB 1396475 1225826 100.00% 13.184%
9 10.269 1388 1391 1393 rVB 20100 14163 1.16% 0.152%
10 10.492 1424 1429 1435 rBV 11675 13636 1.11% 0.147%
11 10.616 1447 1450 1458 rBV 161475 163577 13.34% 1.759%
12 10.745 1468 1472 1480 rBV 30787 40294 3.29% 0.433%
13 11.192 1546 1548 1551 rBvV2 29673 22845 1.86% 0.246%
14 11.321 1566 1570 1573 rBV 1257783 1042768 85.07% 11.215%
15 11.621 1618 1621 1623 rBV 26315 21284 1.74% 0.229%
16 11.721 1635 1638 1643 rVB 295985 222892 18.18% 2.397%
17 11.851 1657 1660 1663 rBV3 30705 32225 2.63% 0.347%
18 12.033 1688 1691 1694 rVB 22461 19378 1.58% 0.208%
19 12.410 1752 1755 1757 rBV 978382 827522 67.51% 8.900%
20 12.433 1757 1759 1766 rVV 651455 555291 45.30% 5.972%
21 12.521 1770 1774 1779 rVB2 103965 102023 8.32% 1.097%
22 12.792 1818 1820 1824 rBV3 19143 19522 1.59% 0.210%
23 12.910 1837 1840 1849 rBV 317352 298233 24.33% 3.207%
24 13.157 1879 1882 1887 rVB4 15022 16999 1.39% 0.183%
25 13.498 1937 1940 1943 rBV 19800 19552 1.60% 0.210%
26 13.827 1994 1996 1998 rBV3 15591 13634 1.11% 0.147%
27 13.968 2016 2020 2028 rBV 970130 905664 73.88% 9.740%

28 15.439 2266 2270 2278 rBV 498440 633544 51.68% 6.814%

Sum of corrected areas: 9298147
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 15 Aug 2023 20:30
¢ CG\JU
. 04011-01 10X

. 13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81523\
BF134794.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81523\
Data File : BF134794.D

Acqg On : 15 Aug 2023 20:30
Operator : CG\JU

Sample : 04011-01 10X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.721 4.28 ng 222892  Phenanthrene-di10 11.321
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 91
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1638 (11.721 min): BF134794.D\data.ms (-1635) (- m/z 74.00 100.00%
74.0
5000
43.0
1431 — —
H 11 1852 2272 oo, 11.50 12.00 ]
wHH‘HH‘HM‘MHWHm_‘HM‘H_NH_MHL‘H_‘HWH‘_H“ m/z 87.00 73.08%
m/z--> 20 40 60 80 100120 140160180 200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 —— —
43.0 1150 12.00
143.0 m z 33.24%
LLuete T imowec2270 o
\‘HH‘\H\‘HH‘\‘H\‘HH‘\H\‘HH‘H‘\\‘\‘\H‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160 180 200220 240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
1150 1200
50001 43.0 m/z 28.47%
Lo M0 e 270 o
\‘HH‘\H\‘HH‘\H\“HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126208: Methyl tetradecanoate
74.0 1150 1200
m/z 25.15%
5000
43.0
143.0 1990
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 11 50 12 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81523\
Data File : BF134794.D

Acqg On : 15 Aug 2023 20:30
Operator : CG\JU

Sample : 04011-01 10X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 10,13-Octadecadienoic acid,... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.410 15.87 ng 827522  Phenanthrene-di10 11.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
2 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
4 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
5 Methyl 10-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 99
Abundance Scan 1755 (12.410 min): BF134794.D\data.ms (-1752) (-} | m/z 67.10 100.00%
67.1
5000
09.1
=
150. - 12.50
- ‘;\‘\ “H“ I }w‘ ‘\“H“‘w”\ \Hh L th w”h‘ ‘wh ‘H 187 2 %29 ? , ‘26‘3‘1‘29‘4‘ m/Z 81.05 85.50%
miz-> 50 100 150 200 250
Abundance  #191908: 10,13-Octadecadienoic acid, methyl ester
67.0
5000 71
09.0 294.C 12:50
29.0 40 m/z s55.05  66.74%
“ 263.0
HW‘M‘me‘hdﬂalO 2299‘ ‘ﬂu —L
miz--> 50 100 150 200 250
Abundance  #191899: 8,11-Octadecadienoic acid, methyl ester
67.0
—r=
12.50
5000 m/z 95.05 57.31%
09.0
29.0 294.C
150.0
\ ‘ 2200 263.0
A AL | as20 2200 7 |
miz--> 50 100 150 200 250
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E) =
67.0 12.50
m/z 41.05 55.56%
5000
09.0
149
‘ ‘LMJN\JNMN‘\k‘M‘L b %§2F)?94C e
m/z--> 50 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81523\
Data File : BF134794.D

Acqg On : 15 Aug 2023 20:30
Operator : CG\JU

Sample : 04011-01 10X

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-

BFO80123.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 6-Octadecenoic acid, methyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.433 10.65ng 555201  Phenanthrene-die 11.321

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 6-Octadecenoic acid, methyl ester 296 C19H3602
2 11-Octadecenoic acid, methyl ester 296 C19H3602
3 10-Octadecenoic acid, methyl ester 296 C19H3602
4 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602
5 16-Octadecenoic acid, methyl ester 296 C19H3602

052355-31-4 95
052380-33-3 94
013481-95-3 94
000112-62-9 94
056554-49-5 93

Abundance Scan 1759 (12.433 min): BF134794.D\data.ms (-1757) (-
55.1
5000 97.1
264.1
‘ ‘ 37.1 180.2 222.2 ‘
S Lu“ \MH““ m\‘mm‘\m‘\\\ ‘\M‘ \“\ - “ . }\L -, ! “\‘ I ‘3‘5‘2"
miz--> 50 100 150 200 250 300 350
Abundance #194411: 6-Octadecenoic acid, methyl ester
74.0
50007 29.0
11.0 264.0
180.0 222.0
: ‘H‘\ L ‘r\h‘u‘\“\‘\\ o !‘ - ;“‘ - “‘ SR
miz--> 50 100 150 200 250 300 350
Abundance #194425: 11-Octadecenoic acid, methyl ester
55.0
5000 97.0
264.
b gg e T
l‘s‘q“ H “ - u“‘u\w‘hu\\‘mm‘hm‘“\ ‘\\H‘ ‘!\ e - T “‘ . ‘\‘ R
m/z--> 50 100 150 200 250 300 350
Abundance #194419: 10-Octadecenoic acid, methyl ester
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A
m/z--> 50 100 150 200 250 300 350
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81523\
Data File : BF134794.D

Acqg On : 15 Aug 2023 20:30
Operator : CG\JU

Sample : 04011-01 10X

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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|
Hexadecanoic ac... 11.721 4.3 ng 222892 4 11.321 1042770 20.0
10,13-Octadecad... 12.410 15.9 ng 827522 4 11.321 1042770 20.0
6-Octadecenoic ... 12.433 10.7 ng 555291 4 11.321 1042770 20.0
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