LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011023\
Data File : BF132014.D

Acqg On : 11 Jan 2023 00:43
Operator : CG\JU

Sample : 01090-01 5X

Misc :

ALS Vvial : 20 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-BF010923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF132014.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 4.957 485 488 496 rBV 82707 91536 1.02% 0.466%
2 5.393 559 562 574 rBV 229965 232575 2.58% 1.184%
3 6.428 735 738 752 rBV 244070 238271 2.65% 1.213%
4 6.781 795 798 802 rBV 444665 368779 4.10% 1.878%
5 7.351 891 895 903 rBV 171786 145317 1.61% 0.740%
6 8.075 1014 1018 1021 rVB 511848 415529 4.62% 2.116%
7 9.151 1197 1201 1204 rBV 334181 246091 2.73% 1.253%
8 9.833 1313 1317 1321 rVB 554189 421042 4.68% 2.144%
9 10.627 1449 1452 1456 rVB 147270 130005 1.44% 0.662%
10 11.327 1567 1571 1574 rBV 520142 438773 4.88% 2.234%

11 11.722 1634 1638 1641 rBV 2468293 1977373 21.97% 10.068%
12 12.421 1751 1757 1759 rBV 6992897 9000151 100.00% 45.824%
13 12.439 1759 1760 1765 rVB2 5232223 4004288 44.49% 20.388%
14 12.516 1770 1773 1776 rVB 1136552 914932 10.17% 4.658%
15 12.916 1838 1841 1846 rBV 304293 261121 2.90% 1.329%

16 13.163 1877 1883 1890 rVB3 69990 109107 1.21% ©.556%
17 13.980 2018 2022 2025 rVV 370432 359571
18 15.445 2267 2271 2277 rBV 227520 286218
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Sum of corrected areas: 19640679
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011023\
Data File : BF132014.D

Acqg On : 11 Jan 2023 00:43
Operator : CG\JU

Sample : 01090-01 5X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundaonce TIC: BF132014.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011023\
Data File : BF132014.D

Acqg On : 11 Jan 2023 00:43
Operator : CG\JU

Sample : 01090-01 5X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

4957 496 ng 91536 1,4-Dichlorobenzene-dd 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202
2 2,3-Butanedione, monooxime 101 C4H7NO2
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2
5

000123-42-2 72
000057-71-6 35
001116-98-9 23
016504-58-8 23

1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 488 (4.957 min): BF132014.D\data.ms (-485) (-) m/z 43.00 100.00%
43.0
59.0
5000
o T amshants
Ul 830 > ©5.00  57.043
Ol A m/z 59.60 57.04%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59'0 LI LA L L L LA LA L
4.60 4.80 5.00 5.20
101.0 m/z 101.00 22.77%
27.0 | ‘ 83.0
O\\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #4528: 2,3-Butanedione, monooxime
43.0
R R RRERRRE
4.60 4.80 5.00 5.20
5000 m/z 58.00  13.68%
101.0
o 180 . 600 840
T e e e S
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e e
59.0 4.60 4.80 5.00 5.20
m/z 41.10 8.92%
5000 41.0
o amOup0
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011023\
Data File : BF132014.D

Acqg On : 11 Jan 2023 00:43
Operator : CG\JU

Sample : 01090-01 5X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.722 90.13 ng 1977370  Phenanthrene-d10 11.327
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 93
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 80
Abundance Scan 1638 (11.722 min): BF132014.D\data.ms (-1634) (- m/z 73.95 100.00%
74.0
5000
43.1
— —
‘ 101.0 0 185.1 221.2 270.1 11.50 12.00
O‘MH‘MumwhkﬂhﬁﬁmuwL‘_H‘_H‘HHMMH‘_MﬂpH‘_H“ m/z 87.00  73.95%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — ——
43.0 11.50 12.00
143.0 m/z 43.10 32.10%

M\AM‘gmo‘ H10m90270 270.0

m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester

o

74.0
—T— —
11.50 12.00
5000 43.0 m/z 55.00 27.96%
o ‘ h M‘m“ 1430 1850 2270 2700
“H‘W‘H‘_H‘_‘H‘H‘w‘H‘_‘H‘HH,H‘W‘H‘_‘H‘H‘W‘H‘
m/z--> 20 40 60 80 100120140160 180200220 240 260
Abundance #109337: Tridecanoic acid, methyl ester —— T
74.0 11.50 12.00
m/z 41.10 25.56%
5000 43.0
143.0
ol et bbttse [ o 20 L
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011023\
Data File : BF132014.D

Acqg On : 11 Jan 2023 00:43
Operator : CG\JU

Sample : 01090-01 5X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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 9,15-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.422 410.24 ng 9000150  Phenanthrene-d10 11.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 98
3 Methyl 9-cis,1l-trans-octadecadi... 294 C19H3402 013058-52-1 97
4 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 96
5 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 95
Abundance Scan 1757 (12.421 min): BF132014.D\data.ms (-1751) (|  m/z 67.05 100.00%
67.
5000
09.1
o
150.0 263.1 12.50
0 “ | 118512202 “TPT 8500/, g1.65  89.25%
m/z--> 50 100 150 200 250 300 350
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
67.0
5000 T
12.50
09.0 m/z 95.85 62.01%
294.0
‘ h L 2200 \
O\\‘\\\\ \\\‘\‘\\\’\\\\‘\H\\\‘\\\\’\
miz--> 50 100 150 200 250 300 350
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
1250
5000 m/z 55.05 60.29%
09.0
0 adtn o eeo
m/z--> 50 100 150 200 250 300 350
Abundance  #191892: Methyl 9-cis,11-trans-octadecadienoate
67.0 12 50
m/z 41.05 48.437%
5000
09.0 294.0
b ‘\Mh uh L M w NG ‘L‘ S
m/z--> 50 100 150 200 250 300 350 12 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011023\
Data File : BF132014.D

Acqg On : 11 Jan 2023 00:43

Operator : CG\JU

Sample : 01090-01 5X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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 4 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.439 182.52 ng 4004290  Phenanthrene-di10 11.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 8-Octadecenoic acid, methyl este... 296 C19H3602 026528-50-7 99
3 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 99
4 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 99
5 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 99
Abundance Scan 1760 (12.439 min): BF132014.D\data.ms (-1759) (- m/z 55.10 100.00%
55.1
5000 97.1 /\h
264.1 LU
37.1 1802 22‘2'2 | 2061 12.50
ok ‘w, TRV REPROR S 12 " m/z 69.10  71.91%
miz--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 8r.0 1
12.50
230 m/z 41.10 67.92%
' 180.0 222.0 264.0
0 \L\ ‘\“" H‘H‘ P ‘1 T V‘ T \“\ \2\9‘6‘0
miz--> 50 100 150 200 250 300
Abundance #194444: 8-Octadecenoic acid, methyl ester, (E)-
55.0
—H—
264.0 12.50
5000 97.0 m/z 74.00 60.88%
18.0
a7 1800 2220 206.0
0! ;\HH“‘H H\‘Hm‘\m“ \!m‘u - }\‘\ RSN NN ‘h‘
m/iz--> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester 1
55.0 12.50
m/z 83.10 55.34%
5000
264.0
N T ‘ T
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\BF011023\
Data File : BF132014.D

Acqg On : 11 Jan 2023 00:43
Operator : CG\JU

Sample : 01090-01 5X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.516 41.70 ng 914932  Phenanthrene-d1e 11.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 94
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
5 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 90
Abundance Scan 1773 (12.516 min): BF132014.D\data.ms (-1770) (|  m/z 74.00 100.00%
74.0
5000 M
410 143.1 L ‘
: 255.2 12.50
g o0 |, 298« g
0Lb—— ‘,‘“‘N‘W e m/z 87.00 74.22%
m/z--> 100 150 200 250 300
Abundance #197274: Methyl stearate
74.0
5000 i :
43.0 12.50
143.0 2550 298.0 m/z 43.10 35.95%
liame [ w0 20|
O\\\\’\ ”‘\“‘\“\\\“\\\‘\‘\‘\\\‘\“\\\“\
miz-> 100 150 200 250 300
Abundance #197353. Heptadecanoic acid, 16-methyl-, methyl ester
74.0
T T
12.50
5000 m/z 55.00 28.60%
143.0 255.0
" ‘ 199.0 298.(
0L—— "“ “\ \‘H\ \H \\\‘\‘ \‘ A ‘\“ i ‘\“‘ L ‘\‘m‘ ; “\‘ .
miz--> 100 150 200 250 300
Abundance #143573: Pentadecanoic acid, methyl ester —p— ‘
74.0 12.50
m/z 41.05 24.50%
5000
43.0
3.0
ol | 111077 18007130 2560
— ,‘ — “‘ 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\BF011023\
Data File : BF132014.D

Acqg On : 11 Jan 2023 00:43
Operator : CG\JU

Sample : 01090-01 5X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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 cis-10-Heptadecenoic acid, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.163 6.07 ng 109107  Chrysene-di12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-10-Heptadecenoic acid, methy... 282 C18H3402 1000333-62-1 93
2 cis-13-Eicosenoic acid, methyl e... 324 C21H4002 069120-02-1 90
3 Nonadec-13-enoic acid, methyl ester 310 C20H3802 1000191-29-3 87
4 Methyl 9-eicosenoate 324 C21H4002 1000336-50-5 87
5 11-Eicosenoic acid, methyl ester 324 C21H4002 003946-08-5 80

Abundance Scan 1883 (13.163 min): BF132014.D\data.ms (-1877) (- m/z 55.00 100.00%

58.0
5000

139.0

——
| ‘ 207.1 250.1 2931 13.00 13.50
[ : m/z 83.05 56.83%

m/z--> 50 100 150 200 250 300 350
Abundance #176265: cis-10-Heptadecenoic acid, methyl ester
55.0
5000 T ——
13.00 13.50
H 1660 2080 250. m/z 41.00 56.697%
l\s\q‘\ r [‘ \H“H‘ \ \ \ \ \ T h T \‘ T ‘ L ‘ T
mi/z--> 50 150 200 250 300 350
Abundance #229560. C|s—13—E|cosenoic acid, methyl ester

13.00 13.50
5000 m/z 69.05 55.08%

380  208.0 250.0 M’\W
0,
miz—-> 50 100 150 200 250 300 350

Abundance #212190: Nonadec-13-enoic acid, methyl ester —— ——
55.0 13.00 13.50

5000 278.0
7.0
38.0 194.0 236.0

o! \\HmuH‘\\H\‘m‘“’\‘}“!w”“‘ — —
m/z--> 50 100 150 200 250 300 350 13.00 13.50

o

8270-BF010923.M Wed Jan 11 06:45:47 2023 Page: 8



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011023\
Data File : BF132014.D

Acqg On : 11 Jan 2023 00:43
Operator : CG\JU

Sample : 01090-01 5X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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|
2-Pentanone, 4-... 4.957 5.0 ng 91536 1 6.781 368779 20.0
Hexadecanoic ac... 11.722 90.1 ng 1977370 4 11.327 438773 20.0
9,15-Octadecadi... 12.422 410.2 ng 9000150 4 11.327 438773 20.0
9-Octadecenoic ... 12.439 182.5 ng 4004290 4 11.327 438773 20.0
Methyl stearate 12.516 41.7 ng 914932 4 11.327 438773 20.0
cis-10-Heptadec... 13.163 6.1 ng 109107 5 13.980 359571 20.0
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