LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122220\
Data File : BF122812.D

Acqg On : 22 Dec 2020 13:31

Operator : JU/CG

Sample : L5155-01 2X

Misc . TR-04-12-18-20

ALS vial : 5 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-BF120520.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122812.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.428 564 568 582 rBV 995449 1011733 2.14% 1.017%
2 6.446 738 741 756 rBV 1059304 1072789 2.27% 1.078%
3 6.816 800 804 811 rBV 1083421 898599 1.90%  0.903%
4 7.375 897 899 904 rVW 715096 608213 1.29% 0.611%
5 8.098 1017 1022 1026 rBV 1208726 1398977 2.96% 1.406%

9.175 1201 1205 1210 rVV 1628229 1289542 2 1
9.257 1215 1219 1224 rBV 572678 535260 1 0
9.857 1314 1321 1324 rBV 1506448 1360836 2.88% 1.368%
10.645 1449 1455 1458 rBV 725354 726755 1 0
10 10.757 1472 1474 1482 rVB 486159 592829 1 (4]

11 11.339 1570 1573 1577 rBV 1240803 1109095 2.35% 1.115%
12 11.663 1626 1628 1632 rVV2 465644 489898 1.04% 0.492%
13 11.763 1636 1645 1648 rVB 8641290 17065625 36.16% 17.155%
14 11.910 1661 1670 1675 rBV 1144956 1966211 4.17% 1.977%
15 12.057 1689 1695 1699 rBV3 489118 819751 1.74%  ©.824%

16 12.504 1752 1771 1772 rBV4 9826818 47189501 100.00% 47.437%
17 12.563 1778 1781 1784 rVB2 7604385 8444690 17.90%
18 12.598 1784 1787 1789 rBV 3033288 3818407 8.09%
19 12.775 1812 1817 1821 rVB2 752973 908673 1.93%
20 12.945 1841 1846 1848 rBV 1511986 1476063 3.13%

P ® W 0
0o
w
[e]
R

21 13.180 1880 1886 1889 rBV2 951744 1332139 2
22 13.257 1896 1899 1902 rBV 1430872 1244689 2
23 13.298 1902 1906 1910 rBV5 371582 656743 1.39%
24 13.921 2009 2012 2018 rVB 1425004 1348489 2
25 13.992 2020 2024 2027 rBV 1003865 977530 2

ORrRoORR
o)
o)
I
R

26 15.451 2269 2272 2281 rVB 775784 1135658 2.41% 1.142%

Sum of corrected areas: 99478695
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 22 Dec 2020 13:31

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122220\
BF122812.D

Ju/CaG
L5155-01 2X

[TR-04-12-18-20

: 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
1le+07

8000000

6000000

4000000

2000000

0
Time-->
Abundance

1le+07

8000000

6000000

4000000

2000000

TIC: BF122812.D\data.ms

5.428 6.446  6.816 7375

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

TIC: BF122812.D\data.ms

598

12.945 13.25!
13.180
2¢

12.775

0
Time-->
Abundance

1le+07

8000000

6000000

4000000

2000000

T T T T — — —
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

TIC: BF122812.D\data.ms

13.921

18.992 15.451

Time-->

T ‘ T
13.50

T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
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\BF122220\
Data File : BF122812.D

Acqg On : 22 Dec 2020 13:31

Operator : JU/CG

Sample : L5155-01 2X

Misc . TR-04-12-18-20

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Tetradecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.257 7.87 ng 535260 Acenaphthene-d10 9.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Nonadecane 268 C19H40 000629-92-5 83
3 10-Methylnonadecane 282 C20H42 056862-62-5 80
4 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 80
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 1219 (9 257 min): BF122812.D\data.ms (-1215) (-) m/z 57.05 100.00%
57.0

%

5000 851
S e L T
h | 1231 1gq, 1932 9.00 9.20 9.40 9.60
b b Al 20358 m/z 43.10  75.65%
miz--> 20 40 60 80 100120 140 160 180200220240 260
Abundance #59879: Tetradecane
57.0
5000 850 L L I L LI L B

9.00 9.20 9.40 9.60

29.0 m/z 71.10 62.26%
11
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #117637: Nonadecane
57.0
P
9.00 9.20 9.40 9.60
5000 850 m/z 85.10  41.14%
29.0
b L POe 010001070 208
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #129494: 10-Methylnonadecane R AN
57.0 9.00 9.20 9.40 9.60
m/z 41.10 40.87%
85.0
5000
154,
29.0 ‘ ‘ 1130 5‘ °
m/z--> 20 40 60 80 100120140160180200220240260 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122220\
Data File : BF122812.D

Acqg On : 22 Dec 2020 13:31

Operator : JU/CG

Sample : L5155-01 2X

Misc . TR-04-12-18-20

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Pentadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

10.757 10.69 ng 592829  Phenanthrene-d10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Pentadecane 212 C15H32 000629-62-9 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Dodecane 170 C12H26 000112-40-3 90
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 90

Abundance Scan 1474 (10.757 min): BF122812.D\data.ms (-1472) (-, m/z 57.10 100.00%

57.1
5000
R —
h 99.1 1411 630 10.50 11.00
ol i |, 2411 1832 2408 m/z 43.10  72.36%
miz-> 50 100 150 200 250
Abundance #59880: Tetradecane
57.0
5000 e —
10.50 11.00
m/z 71.10  67.49%
99.0
O \2\6\\ \ ‘\ ‘!‘ \“‘\ “‘ \H T ]\-4\1‘()\ T \1\9?(\) T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #71393: Pentadecane
57.0
= —
10.50 11.00
5000 m/z 85.10 44 ,95%
99.0
oL2sol Ly 1T, pm0 | a20
miz--> 50 100 150 200 250
Abundance #141426: Heneicosane o T
57.0 10.50 11.00
m/z 41.05 32.67%
5000
‘ 99.0
41.0
o260 |1 1Ly 140 1830 z2s0  zec e bl
m/z--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122220\
Data File : BF122812.D

Acqg On : 22 Dec 2020 13:31

Operator : JU/CG

Sample : L5155-01 2X

Misc . TR-04-12-18-20

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 9-Hexadecenoic acid, methyl... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.663 8.83 ng 489898  Phenanthrene-d10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 99
2 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 93
3 Methyl hexadec-9-enoate 268 C17H3202 010030-74-7 90
4 Cyclopentadecanone, 2-hydroxy- 240 C15H2802 004727-18-8 83
5 Cyclopropaneoctanoic acid, 2-hex... 282 C18H3402 010152-61-1 81
Abundance Scan 1628 (11.663 min): BF122812.D\data.ms (-1626) (- m/z 55.10 100.00%
55.1
87.0
5000
194.2 236.2 [ — 7T
231 11.50 12.00
7. ‘ 2681 9
0" g m/z 69.10 72.38%
miz-> 50 100 150 200 250
Abundance  #117511: 9-Hexadecenoic acid, methyl ester, (2)-
55.0
5000 87.0 = -
11.50 12.00
m/z 74.00 68.28%
‘ 230 194.0 236.0
o) S ;‘\ | H u“mw‘hm‘ \h‘u | - ‘L‘ — ‘H‘ 2‘68‘0‘ -
miz--> 50 100 150 200 250
Abundance #141302. 9-Octadecenoic acid (Z)-, methyl ester
55.0
—— —
11.50 12.00
5000 87.0 m/z 41.10 58.01%
23.0
180.0 264.0
b b L 296
miz--> 50 100 150 200 250
Abundance #117464: Methyl hexadec-9-enoate s I
55.0 11.50 12.00
m/z 87.05 51.56%
97.0
5000
152.0 1940 236.0
2680
01‘5‘0“ L " ‘h T , ‘ Fr o —
m/z--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122220\

Data File : BF122812.D

Acqg On : 22 Dec 2020 13:31

Operator : JU/CG

Sample : L5155-01 2X

Misc . TR-04-12-18-20

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Tridecanoic acid, methyl ester Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.763 307.74 ng 17065600 Phenanthrene-d10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 96
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 92
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 91

4 Hexadecanoic acid, 15-methyl-, m... 284

5 Hexadecanoic acid, 2-methyl-

270

C18H3602
C17H3402

006929-04-0 87
027147-71-3 83

Abundance Scan 1645 (11.763 min): BF122812.D\data.ms (-1636) (1 m/z 74.05 100.00%

74.0
5000
43.1
143.1 227.2 T U
M H ]T 1 185.2 270.1 11.50 12.00
Otk sl b BT L T e m/z 87.e5  73.39%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #84485: Tridecanoic acid, methyl ester
74.0
5000 43.0 T [
11.50 12.00
m/z 43.10 35.39%
H H 143.0 185.0 228.0
O H\‘\\H‘\H\‘\\‘\‘\“H\\“‘\H\‘H‘\\‘\\H’\H\‘\‘\H“HH’HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #119406: Hexadecanoic acid, methyl ester
74.0
P e
11.50 12.00
43.0 o,
5000 m/z 55.10  28.80%
143.0
Loy | aeso 0 om0
0 m_mw“_“HNH‘mWmWH,H‘H_‘HWHH,“M‘mwm‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #95861: Methyl tetradecanoate — T
74.0 11.50 12.00
m/z 41.10 28.11%
5000
43.0
M | 1430 1990 2420
om‘J:‘u‘um\‘“u"u:‘&""""W‘,‘HWH\W,W_WW LA
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122220\
Data File : BF122812.D

Acqg On : 22 Dec 2020 13:31

Operator : JU/CG

Sample : L5155-01 2X

Misc . TR-04-12-18-20

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.910 35.46 ng 1966210 Phenanthrene-d10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 1670 (11.910 min): BF122812.D\data.ms (-1661) (1 m/z 73.00 100.00%
73.0
43.1

5000 129.1

213.2
171 1 256.1 12.00

m/z 43.10  79.42%

=

h
O bl .
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 LA

12.00
m/z 60.00 78.04%

157-0185.0213'0 256.0
O,
m/z--> 20 40 60 80 100120 140160 180200 220240 260
Abundance #84453: Tetradecanoic acid
73.0
430 \/\\ T ‘ T
' 12.00
5000 ITI/Z 57.10 67.39%
129.0
185.0 228.0
ARNRI s
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #72646: Tridecanoic acid —7
430 73.0 12.00
' m/z 55.10 64.25%
5000
129.0
‘ ‘ 171.0 214.0
o b AN L
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122220\
Data File : BF122812.D

Acqg On : 22 Dec 2020 13:31

Operator : JU/CG

Sample : L5155-01 2X

Misc . TR-04-12-18-20

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Methyl 8-heptadecenoate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.057 14.78 ng 819751  Phenanthrene-die 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,Z)- 280 C18H3202 000060-33-3 98
2 Methyl 8-heptadecenoate 282 C18H3402 1000336-36-4 93
3 1,13-Tetradecadiene 194 C14H26 021964-49-8 89
4 Bicyclo[3.3.2]decan-9-one 152 C10H160 028054-91-3 81
5 2-Methyl-Z,Z-3,13-octadecadienol 280 C19H360 1000130-90-5 70
Abundance Scan 1695 (12.057 min): BF122812.D\data.ms (-1689) (- m/z 55.10 100.00%
55.1
5000 95.1
137.1 s ‘
208.2 250.2 12.00
ol ! \hhmﬂ‘\w " 1 ‘3;‘1“““ R 2803 /2 67.05  75.00%
miz--> 50 100 150 200 250
Abundance #127648: 9,12-Octadecadienoic acid (Z,2)-
67.0
5000 — e :
12.00
2o 09.0 m/z 41.10 74.29%
' 150.0 280.0
ok ‘\“ ‘H‘\"H‘“}M b ‘HH“ \HMMHM“ \}\ “%8‘2"0‘ ‘22‘3"0‘ — 1 :
m/z--> 50 100 150 200 250
Abundance #129346: Methyl 8-heptadecenoate
55.0
RN \
97.0 12.00 o
5000 m/z 81.10 74 .29%
208.0 250.0
0'
miz--> 50 100 150 200 250
Abundance #56483: 1,13-Tetradecadiene e
55.0 12.00
m/z 69.10 56.38%
5000 96.0
ARNER S UESZ T "
m/z--> 50 100 150 200 250 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122220\
Data File : BF122812.D

Acqg On : 22 Dec 2020 13:31
Operator : JU/CG

Sample : L5155-01 2X

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.504 850.96 ng 47189500 Phenanthrene-di10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 1000336-44-0 99
3 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
5 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 98

Abundance Scan 1771 (12.504 min): BF122812.D\data.ms (-1752) (- m/z 67.10 100.00%

67.1
5000
09.1
N
h ‘ 180.2 220 2 263.1294.3 12.50
ol 37 HMJWHMHMW\W\‘ L “‘W“‘L‘ m/z 81.10 85.13%
miz--> 50 100 150 200 250
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67.0
5000 — :
12.50
29.0 09.0 m/z 55.10  83.27%
294.0
ol L ‘\u‘ i ‘H“‘ ‘uh I Hm“ m » 2280 263077
miz--> 50 100 150 200 250
Abundance  #139701: Methyl 9-cis,11-trans-octadecadienoate
67.0
e
12.50
5000 m/Z 41.10 71.26%
09.0 294.0
150.0
2620
oL— “H“ ” ‘m‘ H\“‘H h“ MHHH““H\ ‘MHH“ wh \‘\1780 0 2299 T ‘ — ‘\‘
miz--> 50 100 150 200 250
Abundance #139725: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester 7 ‘
67.0 12.50
m/z 95.10 59.52%
5000
09.0 294.0
guniny
ok H‘ ‘; L “H“ I MH ‘HHH\ \“M ‘HH\ \‘\HH‘ \‘h ‘\‘\]"q‘l‘o 229 ‘ ‘\L N \‘ —
miz--> 50 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122220\
Data File : BF122812.D

Acqg On : 22 Dec 2020 13:31

Operator : JU/CG

Sample : L5155-01 2X

Misc . TR-04-12-18-20

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Methyl stearate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.563 152.28 ng 8444690 Phenanthrene-d10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 94
3 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 92
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 87

Abundance Scan 1781 (12.563 min): BF122812.D\data.ms (-1778) (- m/z 74.10 100.00%

74.1
5000
43.1
143.1 255.2 A T ‘
T o N SR
0b— ‘ A - M it S U “ bbb m/z 87.10  76.52%
miz--> 100 150 200 250 300
Abundance #143131: Methyl stearate
74.0
5000 A w
450 143.0 255.0 298.C 12.50 .
‘ 199.0 m/z 43.10 36.27%
O\\\\““‘\ “ ‘H‘%\“\{\ \\‘\‘\‘i \‘\‘\ \“‘\“‘\\\“\
miz--> 100 150 200 250 300
Abundance #143186. Heptadecanoic acid, 15-methyl-, methyl ester
74.0
T \
12.50
5000 298.C ITI/Z 55.10 26.47%
43.0
143.0
‘ ‘ Fll'o ‘ 199.0 255.0
oL “‘ \“ il ‘HH‘ h”\ ‘HH‘\" \“\‘u\‘}u‘\ - o ‘i - \‘\ “‘ | “ .
Miz--> 50 100 150 200 250 300
Abundance #143189: Heptadecanoic acid, 16-methyl-, methyl ester P ‘
74.0 12.50
m/z 41.10 24.28%
5000
28.0
143.0 255.0 298.C
199.0 ‘
S TOYHE E N L D M A
mlz--> 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122220\
Data File : BF122812.D

Acqg On : 22 Dec 2020 13:31

Operator : JU/CG

Sample : L5155-01 2X

Misc . TR-04-12-18-20

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 9,12-Octadecadienoic acid (... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.598 68.86 ng 3818410 Phenanthrene-d10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,Z)- 280 C18H3202 000060-33-3 99
2 9-Nonadecyne 264 C19H36 106073-69-2 90
3 Bicyclo[2.2.2]octane, 2-methyl- 124 C9H16 000766-53-0 87
4 cis-11-Tetradecen-1-o0l 212 C14H280 034010-15-6 83
5 7-Hexadecyne 222 C16H30 074685-28-2 80

Abundance Scan 1787 (12.598 min): BF122812.D\data.ms (-1784) (- m/z 67.10 100.00%

i
5000
09.1 |

1250 1300
- “‘N‘ m 145001821 2002 2808 g1 T0 g5 10%

miz--> 50 150 200 250 300
Abundance #127648: 9 12 Octadecadienoic acid (Z,2)-
67.0

5000 . —
12.50 13.00

o

09.0 m/z 95.10 57.53%
290‘ “ 150.0 280.0
0L— \L “ \[ M | M I HH \H ‘“h ' Hh‘ \h . :!'8‘2 ‘O 223 0 — J —
m/z--> 50 150 200 250 300
Abundance #114284: 9-Nonadecyne
410 810
—— ==
12.50 13.00
5000 m/z 55.10 55.94%
‘ 240
oL UL w\ .
m/z--> 50 150 200 250 300
Abundance #10702: Blcycl0[2.2.2]octane, 2-methyl- 7 =
67.0 12.50 13.00
124.0 m/z 41.10 51.55%
0l . - :
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122220\
Data File : BF122812.D

Acqg On : 22 Dec 2020 13:31

Operator : JU/CG

Sample : L5155-01 2X

Misc . TR-04-12-18-20

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Methyl 9-cis,11-trans-octad... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.775 18.59 ng 908673 Chrysene-d12 13.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 9-cis,1l-trans-octadecadi... 294 C19H3402 1000336-44-0 99
2 9,11-Octadecadienoic acid, methy... 294 C19H3402 013038-47-6 95
3 9,12-0Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 95
4 6,9-Octadecadienoic acid, methyl... 294 C19H3402 056599-55-4 91
5 7,10-Octadecadienoic acid, methy... 294 C19H3402 056554-24-6 91
Abundance Scan 1817 (12.775 min): BF122812.D\data.ms (-1812) (1 m/z 67.10 100.00%
67.1
5000 ﬂ/\\/\
091 294.3 T I
| ‘ ‘ o111 ' 12.50 13.00
ob—i ‘M il HH‘ M\ Hh “\ ‘M‘m‘ ‘ H | 254\2‘ : “\‘ — m/z 81.10 74.50%
m/z--> 50 100 150 200 250 300
Abundance  #139701: Methyl 9-cis,11-trans-octadecadienoate
67.0
5000 — —
12.50 13.00
09.0 294.0 m/z 95.10 56.21%
O L L “‘“‘\ h Hh \M‘ \HH\ H‘ \“‘ \1“\87\ 02\2\0\0\ ‘ \“ L \“ L
m/z--> 50 100 150 200 250 300
Abundance #139730: 9,11-Octadecadienoic acid, methyl ester, (E,E)-
67.0
—— =
12.50 13.00
5000 ITI/Z 79.10 41.86%
09.0 294.0
29.
200
0 uHmH 1, dh ‘m 187077702550 |
miz--> 50 100 150 200 250 300
Abundance #139724: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester e =
67.0 12.50 13.00
m/z 55.10 37.61%
5000
09.0
29 ‘ 150.0 294.0
oL ‘\“ “\“ h‘\ h““h;”h\ \Hh “\\ ‘\‘\ ‘l\\‘87‘ 0229 | ““‘ . “\‘ — — —
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122220\
Data File : BF122812.D

Acqg On : 22 Dec 2020 13:31

Operator : JU/CG

Sample : L5155-01 2X

Misc . TR-04-12-18-20

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 11-Eicosenoic acid, methyl ... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

13.180 27.26 ng 1332140 Chrysene-d12 13.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Eicosenoic acid, methyl ester 324 C21H4002 003946-08-5 99
2 cis-13-Eicosenoic acid, methyl e... 324 C21H4002 1000333-52-1 99
3 cis-11-Eicosenoic acid, methyl e... 324 C21H4002 1000333-63-8 94
4 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 93
5 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 90

Abundance Scan 1886 (13.180 min): BF122812.D\data.ms (-1880) (- m/z 55.10 100.00%

56.1
5000 971
— —
371 502 2923 13.00 13.50
17112082 | 328.
0 oL 328 7 69.10 66.86%
miz-> 50 100 150 200 250 300
Abundance #164509: 11-Eicosenoic acid, methyl ester
55.0
5000 — -

13.00 13.50

208.0 250.0 m/z 83.10 52.63%

O,
miz--> 50 100 150 200 250 300
Abundance #164512: cis-13-Eicosenoic acid, methyl ester
55.0
—r —
13.00 13.50
5000 91.0 020 m/z 41.10  52.06%

38.0 208.0 250.0

3

050 4720, L, oy | 326
miz-> 50 100 150 200 250 300
Abundance #164513: cis-11-Eicosenoic acid, methyl ester —— —
55.0 13.00 13.50
m/z 74.05 50.33%
97.0
5000
292.0
37.0 208.0 250.0
0150 arnol 1 T | see Y
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\BF122220\
Data File : BF122812.D

Acqg On : 22 Dec 2020 13:31

Operator : JU/CG

Sample : L5155-01 2X

Misc . TR-04-12-18-20

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Eicosanoic acid, methyl ester  Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.257 25.47 ng 1244690 Chrysene-d12 13.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 97
2 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 95
3 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 93
4 Methyl stearate 298 (C19H3802 000112-61-8 87
5 Hexadecanoic acid, 14-methyl-, m... 284 C18H3602 002490-49-5 87

Abundance Scan 1899 (13.257 min): BF122812.D\data.ms (-1896) (1 m/z 74.00 100.00%

74.0
5000

143.1
283.3 13 00 13 50

39‘ ‘ 185.2 227.2 326.¢
ol S LU [ T LT w2 e7.e0 76.47%
miz--> 50 100 150 200 250 300
Abundance #166219: Eicosanoic acid, methyl ester
74.0
5000 : A

13 OO 13 50
26.( m/z 43.10 37.76%

‘ 143.0 283.0 326.

T \q\ ‘H\ ‘\‘ ‘MJTQ\‘(\)‘\ \‘ T \;??9\‘2\4\‘1‘0\ T \L\.“‘ b

Mize> 100 150 200 250 300

Abundance #131319. Hexadecanoic acid, 15-methyl-, methyl ester
74.0

o

13 OO 13 50
143.0 284.0
23 | | ggnt " 00
P T i S N W
miz--> 50 100 150 200 250 300
Abundance #131300: Heptadecanoic acid, methyl ester
74.0 13 OO 13 50

m/z 75.05 23.31%

5000
143.0
241.0 284.0
0 dﬂ\ h‘hlpgo ‘ 185.0 e

I
m/z--> 100 150 200 250 300 13 OO 13.50

T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122220\
Data File : BF122812.D

Acqg On : 22 Dec 2020 13:31

Operator : JU/CG

Sample : L5155-01 2X

Misc . TR-04-12-18-20

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 unknownl13.29 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

13.298 13.44 ng 656743 Chrysene-d12 13.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methyl-cis-3a,4,7,7a-tetrahydr... 136 C10H16 1000144-04-4 42
2 1-Hydroxycyclohexanecarboxylic acid 144 C7H1203 001123-28-0 35
3 Isomyrcenyl acetate 196 C12H2002 029843-60-5 27
4 1-Ethynylcyclopentanol 110 C7H100 017356-19-3 25
5 8,10-Dodecadien-1-0l, acetate, (... 224 C14H2402 053880-51-6 25

Abundance Scan 1906 (13.298 min): BF122812.D\data.ms (-1902) (- m/z 99.10 100.00%

55.1 99.1
5000
136.1
207.2 —— —
240.1 13.00 13.50
ol Wl ) ﬁ)‘ 28?‘13241 m/z 55.10 87.61%
miz--> 50 100 150 200 250 300
Abundance #15809: 3-Methyl-cis-3a,4,7,7a-tetrahydroindan
67.0 121.0
5000 — e
13.00 13.50
bo. m/z 81.10  85.92%
O' \M\ ‘ L ‘ T T T T ‘ T T T 7T ‘ L
miz-> 50 100 150 200 250 300
Abundance #20680: 1-Hydroxycyclohexanecarboxylic acid
9

d.

T T
13.00 13.50

5000 m/z 67.10  69.90%
55.0
T .7 S
m/z--> 50 100 150 200 250 300
Abundance #57991: Isomyrcenyl acetate — —T—
43.0 13.00 13.50
m/z 43.10 63.72%
B I ij\ﬂww
ol ULl hsaogea0 e VT
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\BF122220\
Data File : BF122812.D

Acqg On : 22 Dec 2020 13:31

Operator : JU/CG

Sample : L5155-01 2X

Misc . TR-04-12-18-20

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Docosanoic acid, methyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.922 27.59 ng 1348490 Chrysene-d12 13.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 99
2 Methyl 20-methyl-heneicosanoate 354 C23H4602 1000336-47-4 95
3 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 91
4 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 90
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 87

Abundance Scan 2012 (13.921 min): BF122812.D\data.ms (-2009) (- m/z 74.05 100.00%
.0

74
5000
1431

‘ 199.2 2552 31‘1-3 354.4 14.00
‘ L ‘ Lt~ m/z 87.e5 81.23%

“\ ! \‘L‘
mlz--> 50 100 150 200 250 300 350
Abundance #186933: Docosanoic acid, methyl ester
74.0
5000

14.00

o

29 m/z 43.10 39.47%
: 143.0 354.0
LU 199.0 2550 311.0 ™
0 \‘\h\ ‘\“"H\” \HH\““‘ \“\‘\\‘\\\‘\“\\\\“\\\\‘\‘\\\“\\
miz--> 50 100 150 200 250 300 350
Abundance #186936: Methyl 20-methyl-heneicosanoate
74.0
——
14.00
5000 ITI/Z 55.10 27.66%
143.0 354.0
311.0
‘ 199.0 255.0 ‘
N 11 7 O A G O
miz--> 50 100 150 200 250 300 350
Abundance #154943: Nonadecanoic acid, methyl ester —
74.0 14.00
m/z 75.05 26.08%
5000
312.0
18.0 ‘ H 143.0 269.0
0 H‘\ . \“‘,H\‘L‘ \“‘”H““ gk \“‘\\\‘\2“1\‘3\.9\‘\‘\ M‘\‘H\‘H — A I \A\—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\BF122220\
Data File : BF122812.D

Acqg On : 22 Dec 2020 13:31

Operator : JU/CG

Sample : L5155-01 2X

Misc . TR-04-12-18-20

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Tetradecane 9.257 7.9 ng 535260 3 9.857 1360840 20.0
Pentadecane 10.757 10.7 ng 592829 4 11.339 1109100 20.0
9-Hexadecenoic ... 11.663 8.8 ng 489898 4 11.339 1109100 20.0
Tridecanoic aci... 11.763 307.7 ng 17065600 4 11.339 1109100 20.0
n-Hexadecanoic ... 11.910 35.5 ng 1966210 4 11.339 1109100 20.0
Methyl 8-heptad... 12.057 14.8 ng 819751 4 11.339 1109100 20.0
9,12-Octadecadi... 12.504 851.0 ng 47189500 4 11.339 1109100 20.0
Methyl stearate 12.563 152.3 ng 8444690 4 11.339 1109100 20.0
9,12-Octadecadi... 12.598 68.9 ng 3818410 4 11.339 1109100 20.0
Methyl 9-cis,11... 12.775 18.6 ng 908673 5 13.992 977530 20.0
11-Eicosenoic a... 13.180 27.3 ng 1332140 5 13.992 977530 20.0
Eicosanoic acid... 13.257 25.5 ng 1244690 5 13.992 977530 20.0
unknown13.29 13.298 13.4 ng 656743 5 13.992 0977530 20.0
Docosanoic acid... 13.922 27.6 ng 1348490 5 13.992 977530 20.0
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