LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011123\
Data File : BF132033.D

Acqg On : 11 Jan 2023 20:36
Operator : CG\JU

Sample : 01090-01

Misc :

ALS Vvial : 18 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: BF132033.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.969 485 490 499 rBV 488941 651916 1.74% 0.994%
2 5.393 558 562 576 rBvV 1613621 1500814 4.00% 2.289%
3 6.422 733 737 754 rBV 1548274 1505180 4.01% 2.296%
4 6.775 794 797 801 rBV 507006 449778 1.20% 0.686%
5 7.351 891 895 898 rBV 1205198 975366 2.60% 1.488%

.069 1014 1017 1020 rVB 678205 501029  1.34%
.151 1196 1201 1204 rBV 1792072 1579385 4.21%
.828 1312 1316 1320 rVB 622619 489873 1.31%
1
1

O O

10.622 1448 1451 1455 rVB 919316 728313 .94%
10 11.322 1566 1570 1573 rBV 537868 440010 .17%

ORrRON®
N
N
N
S

11 11.733 1633 1640 1642 rBV 8744463 10210605 27.22% 15.576%
12 12.457 1750 1763 1764 rBV2 12691204 37511037 100.00% 57.223%
13 12.527 1772 1775 1778 rVW 5261413 4644251 12.38% 7.085%
14 12.569 1778 1782 1783 rVV 642990 585360 1.56% 0.893%
15 12.586 1783 1785 1791 rVB2 486036 540831 1.44% ©.825%

16 12.927 1839 1843 1845 rBV 1295950 1168467 3.11% 1.782%

17 13.163 1877 1883 1890 rVB2 331601 608957 1.62% 0.929%

18 13.239 1893 1896 1899 rBV 548411 465122 1.24% 0.710%

19 13.457 1930 1933 1942 rVB2 361487 513557 1.37% 0.783%

20 13.910 2006 2010 2016 rBV 546641 482912 1.29% 0.737%
Sum of corrected areas: 65552763
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

: 11 Jan 2023 20:36
: CG\JU
: 01090-01

. 18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011123\
BF132033.D

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1.2e+07

1le+07

8000000

6000000

4000000

2000000

0
Time-->

TIC: BF132033.D\data.ms

5.393 6.422

7.351

4.969 6.775
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Abundance

1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: BF132033.D\data.ms

12.457

11.733

.527

9.151
10.622

9.828 11.322
A 1

0
Time-->

= — —— P—— — — T = T —
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1.2e+07

1le+07

8000000

6000000

4000000

2000000

TN U WV S S WU

TIC: BF132033.D\data.ms

3.457 13.910

Time-->

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\BF011123\
Data File : BF132033.D

Acq On : 11 Jan 2023 20:36
Operator : CG\JU

Sample : 01090-01

Misc

ALS Vial : 18 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 ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.969  28.99 ng 651916 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 490 (4.969 min): BF132033.D\data.ms (-485) (-) m/z 43.00 100.00%
43.0
59.1
5000
R Py vty
83.0 - : : :

0 "‘_"‘_"‘_"Mm"_ul‘lW‘7‘?:9‘wuwm:w‘_ m/z 59.10  64.42%

m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 L LN NI B BN R B
59.0 4.60 4.80 5.00 5.20
m/z 101.00 23.15%
O \\\‘\\\\‘\\\?“]I\.(\)\\“ui\\‘\\‘}\‘\\\\‘\\\\?%\'9\‘\\\]-\0“]\"\()\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
T
4.60 4.80 5.00 5.20
5000 41.0 m/z 58.00  15.28%
29.
‘ ‘ 87.0
oo Wl me
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4529: 2,3-Butanedione, monooxime ey A REEEaREE
43.0 4.60 4.80 5.00 5.20
m/z 41.05 9.40%
5000
101.0
15.0 58.0
O b o 100, 840 SRR S—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011123\
Data File : BF132033.D

Acq On : 11 Jan 2023 20:36
Operator : CG\JU

Sample : 01090-01

Misc

ALS Vial : 18 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 ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Hexadecanoic acid, methyl e... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.733 464.11 ng 10210600  Phenanthrene-d10 11.322
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 91
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
4 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
5 Methyl 9-methyltetradecanoate 256 C16H3202 213617-69-7 83

Abundance Scan 1640 (11.733 min): BF132033.D\data.ms (-1633) (- m/z 74.10 100.00%
74.1

5000
43.0
143.0 227.2 T 7 U
‘M H ‘ 185.1 270.1 11.50 12.00
owwwwm M‘mewHwmJ‘H,W,W‘WHw‘ m/z 87.05 78.70%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — —
43.0 11.50 12.00
143.0 m/z 43.e5 29.73%
0 ‘u \“ ‘\‘ | \\\115 O\ 17'} 0\199 0227.0 2790
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
e A
11.50 12.00
5000/ 43.0 m/z 55.05 27.06%
0 ‘ h H 4 3110 14?0 1850 227.0 2700
WH‘WHH_H"HwHH_‘H_HWHH‘HHVHWH‘WHH_H‘
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #109337: Tridecanoic acid, methyl ester — A
74.0 11.50 12.00

m/z 41.05 24.17%

5000 43.0

143.0

185.0
0 Il H ‘H‘ by ., 1150 ‘ | | 228.0
e e R ARARAaaanana e e —

‘ ——
m/z--> 20 40 60 80 100120140160 180200 220 240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011123\
Data File : BF132033.D

Acq On : 11 Jan 2023 20:36
Operator : CG\JU

Sample : 01090-01

Misc

ALS Vial : 18 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 ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.457 1705.01 ng 37511000  Phenanthrene-d10 11.322
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
3 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
4 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 99
5 9,12-Octadecadienoic acid (Z,z)-... 294 C19H3402 000112-63-0 98
Abundance Scan 1763 (12.457 min): BF132033.D\data.ms (-1750) (-} m/z 67.05 100.00%
67.0
5000
09.1
co
263.1
Mh\ i 187.02202 72943 o= g
0Lt bl e 0" R L1 m/z 81.85  86.59%
m/z--> 50 100 150 200 250 300
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester
67.0
5000 ]
12.50
290 09.0 m/z 55.10  76.32%
150.0 294.0
ok L\“\u“ i b, 2230 2630700
miz--> 50 100 150 200 250 300
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
C
12.50
5000 m/z 41.10 61.09%
09.0
LU g 00 262.0294.0
O e L e R
m/z--> 50 100 150 200 250 300
Abundance  #191908: 10,13-Octadecadienoic acid, methyl ester — 5
67.0 12.50
m/z 95.05 59.42%
5000
09.0 .
29.0 ‘ 26302940
150.0 :
o oy 1810 2200 7 [ L
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\BF011123\
Data File : BF132033.D

Acq On : 11 Jan 2023 20:36

Operator : CG\JU

Sample : 01090-01

Misc

ALS Vial : 18 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
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Methyl stearate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.527 211.10 ng 4644250  Phenanthrene-di10 11.322
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 16-methyl-, . 298 C19H3802 005129-61-3 94
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
4 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 90
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 87

Abundance Scan 1775 (12.527 min): BF132033.D\data.ms (-1772) () ' m/z 74.00 100.00%
74.0
5000
43.1
143.0 U
‘ ‘ 199.1 25?-2 208. 12.50
ob— ‘ ‘ ALl FH e b TR m/z 87.00 79.48%
miz-> 100 150 200 250 300
Abundance #197277: Methyl stearate
74.0
5000 298.( iiSd |
143.0 255.0 ) : =
43.0 199.0 m/z 43.10 34.89%
O\\\\“M‘\ “ ‘HM]T\“\W! \\‘r‘\i\\\\ ‘\“\\\“\
miz--> 100 150 200 250 300
Abundance #197353. Heptadecanoic acid, 16-methyl-, methyl ester
74.0
R \
12.50
5000 m/z 55.05 28.97%
143.0 255.0
" ‘ 199.0 298.C
(o) E—— ““ “\ \‘H\ \h \‘\\‘\L . ‘\‘ A ‘\“ i ‘\“‘ A ‘\‘m‘ ; “\‘ .
miz--> 100 150 200 250 300
Abundance #109337.Tndecanom:add,nnﬁhyleyer
74.0 12.50
m/z 41.10 25.33%
5000 43.0
143.0
LA 180 2280
oAl bl b b L i
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\BF011123\
Data File : BF132033.D

Acq On : 11 Jan 2023 20:36
Operator : CG\JU

Sample : 01090-01

Misc

ALS Vial : 18 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 ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 9,12-Octadecadienoic acid (... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.569 26.61 ng 585360  Phenanthrene-d10 11.322
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,12-Octadecadienoic acid (z,z)- 280 C18H3202 000060-33-3 99
2 10E,12Z-Octadecadienoic acid 280 C18H3202 002420-56-6 98
3 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 96
4 Linoelaidic acid 280 C18H3202 000506-21-8 95
5 3,4-Octadiene, 7-methyl- 124 C9H1e6 037050-05-8 87
Abundance Scan1782(12569num BF132033.D\data.ms (-1778) (- m/z 67.00 100.00%
67.
- /q{m\
09.1 ]
12.50
0! \‘ ‘u HH \Hh Hh m h "‘ . 2‘1‘1‘0 ‘24‘15‘.1‘ 2‘89‘1 : m/z 81.05 79.55%
miz--> 50 200 250
Abundance #173583: 9,12-Octadecadienoic acid (Z,2)-
67.0
5000 . :
12.50
2o 0.0 m/z 55.10  61.30%
: 280.0
ol Nl ‘uh 15001820 2230 T
miz--> 50 100 150 200 250
Abundance #173577: 10E,12Z-Octadecadienoic acid
67.0
7 T
12.50
5000 m/z 41.05 54.75%
09.0
20.0 ‘ 280.0
0 “ﬂ HM”MW‘M J W\mu 1810 2200‘ b
miz-> 50 150 200 250
Abundance #173580: (9E,11E)—Octadecadienoic acid —5 ‘
67.0 12.50
m/z 95.10 51.70%
5000
09.0
290 ‘ ‘ “ 280.0
oL ‘\“ “H‘H‘H ‘ HH H ‘HH‘\F: H\ X ]"8‘2‘0 2‘200‘ T b oo
miz--> 50 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011123\
Data File : BF132033.D

Acq On : 11 Jan 2023 20:36
Operator : CG\JU

Sample : 01090-01

Misc

ALS Vial : 18 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 ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 9-Octadecenoic acid, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.586 24.58 ng 540831  Phenanthrene-d10 11.322
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 90
2 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 64
3 cis-Vaccenic acid 282 C18H3402 000506-17-2 64
4 1-Hexyl-1-nitrocyclohexane 213 C12H23NO2 118252-09-8 47
5 n-Pentadecanol 228 C15H320 000629-76-5 47
Abundance Scan 1785 (12.586 min): BF132033.D\data.ms (-1783) (- m/z 83.10 100.00%
3.1
43.1
5000
264.1 A ‘
H 1141 Jeeq 2221 12.50
oL—— \;‘\\“M‘ i “\‘h "“Mn‘\‘\“\\Hh‘\“\“\”“\w‘\‘\‘w Jusras o] J‘Mw“\ U N m/z 55.05 90.40%
miz--> 50 100 150 200 250
Abundance #176220: 9-Octadecenoic acid, (E)-
55.0
264.0
5000 —z :
12.50
m/z 69.10 90.33%
sod L JLLLL g5 o0 220
O bt H\ ML, \\“HM\ \‘mH\mHh HM \‘\ ‘u H ‘u‘\ \“‘ ‘H‘ |
m/z--> 5 200 250
Abundance #176229. trans—lS—Octadecenoic acid
55.0
1 T
12.50
5000 m/z 97.10 70.59%
97.0
264.0
0 1‘5"0“‘ H“ “‘ u ‘MH L H‘HH\ ‘“M\ \%33 OH - ]‘.8‘0 0 222 0‘ ‘ “ T T T
miz--> 50 100 150 200 250
Abundance #176209: cis-Vaccenic acid =
55.0 12.50
m/z 43.10 64.66%
5000
5.0 \‘ \“M 1800 2220 *°*9
oHH‘H ww”wwu S BNE B .
miz--> 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011123\
Data File : BF132033.D

Acq On : 11 Jan 2023 20:36
Operator : CG\JU

Sample : 01090-01

Misc

ALS Vial : 18 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 ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 11-Eicosenoic acid, methyl ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.163  25.22 ng 608957  Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11-Eicosenoic acid, methyl ester 324 C21H4002 003946-08-5 97
2 Methyl 9-eicosenoate 324 C21H4002 1000336-50-5 94
3 cis-Methyl 11-eicosenoate 324 C21H4002 002390-09-2 91
4 cis-13-Eicosenoic acid, methyl e... 324 C21H4002 069120-02-1 91
5 Methyl 9-heptadecenoate or 9-17:1 282 C18H3402 1000336-38-0 74

Abundance Scan 1883 (13.163 min): BF132033.D\data.ms (-1877) (- m/z 55.00 100.00%

.0
o \/V\M/MAMAM
| \‘HM \ﬁ:\ﬁ
0 100

5000

292.3 o L
8.0172 1208.1 250.2 “ 13.00 13.50
ol e L R m/z 69.05  63.24%

5
m/z--> 5 150 200 250 300
Abundance #229554: 11-Eicosenoic acid, methyl ester
41.0

3.0
5000 — ——
13.00 13.50
292.0 m/z 41.05 54.25%
| H 1239 1660 2080 2500 |
O T ‘\‘H‘ “\L“\“‘h\”“\h “H \‘\.\ \“ ‘\ T } T \“ T
miz--> 50 100 150 200 250 300
Abundance #229538: Methyl 9-eicosenoate
55.0
—— ——
13.00 13.50
5000 m/z 74.00 53.26%
7.0 292.0
m (1380 2080 2500 ‘
m/z--> 50 100 150 200 250 300
Abundance #229545: cis-Methyl 11-eicosenoate —— AT
55.0 13.00 13.50
m/z 43.10  49.28%
5000
O208.0 250.0

T T
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011123\
Data File : BF132033.D

Acq On : 11 Jan 2023 20:36
Operator : CG\JU

Sample : 01090-01

Misc

ALS Vial : 18 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 ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Hexadecanoic acid, 15-methy... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.239 19.26 ng 465122  Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 95
2 Hexadecanoic acid, 14-methyl-, m... 284 C18H3602 002490-49-5 94
3 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 93
4 Methyl 18-methylnonadecanoate 326 C21H4202 1000424-52-4 91
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91

Abundance Scan 1896 (13.239 min): BF132033.D\data.ms (-1893) (- m/z 74.00 100.00%
7

4.0
5000
143.0

283.3 13.00 13.50
39‘0‘ . 199.2 241.2 326..
ol it “L‘ HE L] “ b e b b S m/z 87.00 74.22%
miz--> 50 100 150 200 250 300
Abundance #179165: Hexadecanoic acid, 15-methyl-, methyl ester
74.0
5000 —— SN\
13.00 13.50
143.0 284.0 m/z 43.10 38.78%
24 | tem0 20 |
04 \h‘\ - ‘HH{“ \“M\%‘p?‘.\o“\ T \‘\ “ T \“ ‘h\ b R
miz--> 50 100 150 200 250 300
Abundance #179164: Hexadecanoic acid, 14-methyl-, methyl ester
74.0
— —
13.00 13.50
5000 m/z 55.00 29.95%

o

143.0 284.0
29.#‘ H ‘ 241.0
o T E A S
miz--> 50 100 150 200 250 300

Abundance #197349: Heptadecanoic acid, 16-methyl-, methyl ester 7
74.0 13.00 13.50

m/z 41.10 23.77%

5000
H h 143.0 2550 298.0
i 1

180 | || jae0 [ 1m0 2807 -

L
7 ‘
m/z--> 50 100 150 200 250 300 13.00 13.50

o

8270-BF010923.M Thu Jan 12 12:53:26 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011123\
Data File : BF132033.D

Acq On : 11 Jan 2023 20:36
Operator : CG\JU

Sample : 01090-01

Misc

ALS Vial : 18 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 ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 unknownl3.457 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.457 21.27 ng 513557  Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 6-Nitroundec-5-ene 199 C11H21NO2 1000192-40-3 38
2 (6Z,9Z)-Pentadecadienal 222 C15H260 121781-63-3 38
3 Cyclohexanol, 2-methyl-3-(1-meth... 154 C10H180 054244-81-4 30
4 4-Chloro-3-n-hexyltetrahydropyran 204 C11H21Cl0 066555-66-6 30
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 18
Abundance Scan 1933 (13.457 min): BF132033.D\data.ms (-1930) (- m/z 55.00 100.00%
55.0
99.0
5000 153.1
—
207.1 13.50
0! \HU\ \“H‘h‘ hh}uhiu\‘ ‘HM‘M ‘U‘\‘ i ‘\‘\ ‘\‘2‘4‘0‘0‘27‘3‘0‘ 3‘1“0‘2‘ m/Z 83.90 88.9100
miz--> 50 100 150 200 250 300
Abundance #74652: 6-Nitroundec-5-ene
55.0
5000 T
13.50
5.0 m/z 99.00 70.14%
182.0
O\H} L““H‘\M‘H \H“i ‘M\ :\1_4‘\‘3‘9\ T \‘\ LA B e B
miz—-> 50 100 150 200 250 300
Abundance #101970: (6Z,92)-Pentadecadienal
67.0
—
13.50
5000 m/z 67.00 62.60%
g ‘ 09.0
’ 52.0
ok \“ L ‘\H“H “\Hh\ WH“H h‘\\ b ‘2‘2‘2“0‘ e
miz--> 50 100 150 200 250 300
Abundance #31347: Cyclohexanol, 2-methyl-3-(1-methylethenyl)-, (1. T
83.0 13.50
43.0 m/z 43.10 56.63%
5000
121.0
‘ ‘ 54.0
m/z--> 50 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011123\
Data File : BF132033.D

Acq On : 11 Jan 2023 20:36
Operator : CG\JU

Sample : 01090-01

Misc

ALS Vial : 18 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 ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Nonadecanoic acid, methyl e... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.910  20.00 ng 482912  Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 98
2 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 97
3 Methyl 20-methyl-heneicosanoate 354 C23H4602 1000336-47-4 95
4 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 93
5 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 90
Abundance Scan 2010 (13.910 min): BF132033.D\data.ms (-2006) (- m/z 73.95 100.00%
74.0
5000
143.1 = L — \/\\———\
I | 1991 2552 313354, 14.00
omu ‘u Wb b L m/z 86.95 74.41%
miz-> 100 150 200 250 300 350
Abundance #214951: Nonadecanoic acid, methyl ester
74.0
5000
14.00
143.0 m/z 43.10 43.09%
312.0
s, a0 2907
0 \\‘\ \“‘\ | “‘ M \H\‘\\ \\\‘\“ e “\L f T T T
miz--> 100 150 200 250 300 350
Abundance #264183: Docosanoic acid, methyl ester
74.0
——
14.00
5000 m/z 55.05 31.50%
29.
143.0
‘ h\ 1990 2550 3110 354.(
ol oy e
m/z--> 50 100 150 200 250 300 350
Abundance #264191: Methyl 20-methyl-heneicosanoate ——
74.0 14.00
m/z 75.00  24.85%
5000
143.0
311.0
199.0 255.0
AN PR SR VRO VUTRN SOV N SO S| S W
m/z--> 50 100 150 200 250 300 350 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011123\
Data File : BF132033.D

Acqg On : 11 Jan 2023 20:36
Operator : CG\JU

Sample : 01090-01

Misc

ALS vial : 18 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-... 4.969 29.0 ng 651916 1 6.781 449778 20.0
Hexadecanoic ac... 11.733 464.1 ng 10210600 4 11.322 440010 20.0
9,12-Octadecadi... 12.457 1705.0 ng 37511000 4 11.322 440010 20.0
Methyl stearate 12.527 211.1 ng 4644250 4 11.322 440010 20.0
9,12-Octadecadi... 12.569 26.6 ng 585360 4 11.322 440010 20.0
9-Octadecenoic ... 12.586 24.6 ng 540831 4 11.322 440010 20.0
11-Eicosenoic a... 13.163 25.2 ng 608957 5 13.974 482912 20.0
Hexadecanoic ac... 13.239 19.3 ng 465122 5 13.974 482912 20.0
unknown13.457 13.457 21.3 ng 513557 5 13.974 482912 20.0
Nonadecanoic ac... 13.910 20.0 ng 482912 5 13.974 482912 20.0
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