LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030520\

Data File : BF119239.D

Aca On : 6 Mar 2020 4:22 Instrument :

Operator : CG/JU E?Afs el
- _ lentosampleld :

3?22'6 : L1748-01 AU-06-030320

ALS Vial : 23 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF022020.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.357 553 556 576 rBY 2524669 2601328 52.38% 7.475%
2 6.381 726 730 757 rBVY 2554186 2582794 52.01% 7.421%
3 6.722 785 788 796 rBV 976807 849070 17.10% 2.440%
4 6.881 811 815 830 rVB 2608548 2356136 47 .44% 6.770%
5 7.286 880 884 895 rBVY 1624167 1739477 35.03% 4 .998%
6 8.004 1001 1006 1012 rBV 1248611 1116238 22.48% 3.207%
7 9.080 1184 1189 1192 rBV 3904421 3404923 68.56% 9.784%
8 9.475 1253 1256 1264 rVB 294670 283398 5.71% 0.814%
9 9.757 1297 1304 1308 rBVY 1445884 1266921 25.51% 3.640%
10 10.410 1410 1415 1420 rvB2 41037 50184 1.01% 0.144%

11 10.545 1435 1438 1450 rVB 1922283 1876793 37.79% 5.393%
12 10.674 1455 1460 1466 rVB 78787 109831 2.21% 0.316%
13 11.239 1553 1556 1559 rBV 1275139 1080461 21.76% 3.105%
14 11.263 1559 1560 1565 rVB 79396 68849 1.39% 0.198%
15 11.633 1619 1623 1627 rBV 1519473 1234418 24.86% 3.547%

16 11.774 1644 1647 1653 rBV 196378 196795 3.96% 0.565%
17 12.321 1732 1740 1742 rBV 4575090 4966313 100.00% 14.270%
18 12.339 1742 1743 1750 rVvV 3531035 3053313 61.48% 8.773%
19 12.421 1754 1757 1760 rBV 635958 552370 11.12% 1.587%
20 12.457 1760 1763 1766 rBV 141483 148937 3.00% 0.428%

21 12.557 1777 1780 1786 rBV2 46272 53216 1.07% 0.153%
22 12.686 1799 1802 1809 rVB 99035 126021 2.54% 0.362%
23 12.821 1819 1825 1828 rBV 3030090 2556527 51.48% 7.346%
24 13.068 1861 1867 1873 rBV3 44223 89972 1.81% 0.259%
25 13.745 1979 1982 1989 rBvV4 51973 107570 2.17% 0.309%

26 13.880 2001 2005 2008 rBV 885875 838598 16.89% 2.410%
27 14.704 2142 2145 2151 rVB 152963 153670 3.09% 0.442%

28 14.904 2176 2179 2182 rBV 60950 70434 1.42% 0.202%
29 14.951 2185 2187 2194 rVB2 71479 68211 1.37% 0.196%
30 15.192 2225 2228 2232 rVB 51390 62195 1.25% 0.179%
31 15.251 2235 2238 2242 rVV 42419 52477 1.06% 0.151%
32 15.304 2243 2247 2261 rVB 728099 925824 18.64% 2.660%
33 15.709 2312 2316 2321 rVB2 47751 66043 1.33% 0.190%
34 16.727 2484 2489 2495 rVB4 47867 92356 1.86% 0.265%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030520\

Data File : BF119239.D

Aca On 6 Mar 2020 4:22

Operator : CG/JU

ﬁ?ggle i L1748-01 AU-06-030320
ALS Vial : 23 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 34801663
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030520\
Data File : BF119239.D

Aca On : 6 Mar 2020 4:22

Operator : CG/JU

Sample : L1748-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

AU-06-030320

Abundance

4000000

3000000

2000000

1000000

TIC: BF119239.D

5.36

6.38

6.88

6.72

7.29

0
Time-->

I
5.00 5.50

Abundance

4000000

3000000

2000000

1000000

8.00

TIC: BF119239.D

9.08

10.55

9.76 11.63

11.24

©

10.41/110.67 11.26

11.77

2.42

1]

88.6

12.82

13.07

0
Time-->

11.00 11.50

A7
T T
10.00 10.50

9.50

12.00

12.50

13.00

Abundance

4000000

3000000

2000000

1000000

13.88

13.74

0

TIC: BF119239.D

15.30

14.7 A_
12105 13595 15.71 16.73

Time-->

™1
13.50

14.00

14.50

17.00

15.50 16.00 16.50

15.00

I
17.50

T
18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030520\

Data File : BF119239.D

Aca On 6 Mar 2020 4:22

Operator : CG/JU

ﬁ?ggle i L1748-01 AU-06-030320
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Hexadecane, 2,6,11,15-tetra... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.67 2.03 ng 109831 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.11.15-tetramethvl- 282 C20H42 000504-44-9 80
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 72
3 Tridecane. 3-methvl- 198 C14H30 006418-41-3 64
4 Tridecane 184 C13H28 000629-50-5 60
5 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 58

Abundance Scan 1459 (10.669 min): BF119239.D (-1455) (-) m/z 71.05 100.00%

5000

10.40 10.60 10.80 11.00
m/z 57.10 92.20%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129508: Hexadecane, 2,6,11,15-tetramethyl-

71

10.40 10.60 10.80 11.00
169 m/z 43.05  49.93%

183197211

5000

99113

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

57
1 R DR A DN AR
43 10.40 10.60 10.80 11.00
5000 m/z 85.05 41 .47%
85
29 99 113127

14115516918319721 1225239253267 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59890: Tridecane, 3-methyl- RN B aaEE
57 10.40 10.60 10.80 11.00
m/z 184.10 33.08%
43
5000
71
29
o J L L . %91131271411551?9183198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030520\

Data File : BF119239.D

Aca On 6 Mar 2020 4:22

Operator : CG/JU

ﬁ?ggle i L1748-01 AU-06-030320
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Hexadecanoic acid, methyl e... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.63 22.85 ng 1234420 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 93
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 90
4 Decanoic acid. methvl ester 186 C11H2202 000110-42-9 87
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 1622 (11.627 min): BF119239.D (-1619) (-) m/z 74.00 100.00%
74
87
5000
43 143 Trrryprrrryrrrrrrrrr|rrrr
10141e 129 171185199 227 270 11.40 11.60 11.80 12.00
0 ,....,|...T|', A s T | 1570199213 | 21 210 1 h/7 86.95  72.43%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74
87
5000 LB UL UL BN SR
43 11.40 11.60 11.80 12.00
7 143 m/z 43.05 26.07%
. [ 1] | 101115129 | 157171185199213227241 270
mz-> 20 Jo 60 80 100 120 140 160 180 200 220 250 260
Abundance
74
87 11.40 11.60 11.80 12.00
5000 43 m/z 55.10 22 .84%
29 57 143
o 101115129 157171185199213227241 270
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester
74 11.40 11.60 11.80 12.00
a7 m/z 41.05 22 .49%
5000 43

143
|| 1017351297 157171185199 228

L.

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030520\

Data File : BF119239.D

Aca On 6 Mar 2020 4:22

Operator : CG/JU

ﬁ?ggle i L1748-01 AU-06-030320
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.77 3.64 ng 196795 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 70
3 Pentadecanoic acid 242 C15H3002 001002-84-2 58
4 Anthracene. l-methvl- 192 C15H12 000610-48-0 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 41
Abundance Scan 1646 (11.769 min): BF119239.D (-1644) (-) m/z 73.00 100.00%
6073
41
5000 192
I 157171 256 11.40 11.60 11.80 12.00
OFprrrr il m/z 60.00 78.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
50007 29 256 A ""IA' T A""I'
11.40 11.60 11.80 12.00
213 m/z 41.05 62 .53%
|| I! 143157171185 oo
Ottt
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 6078
11.40 11.60 11.80 12.00
5000 29 m/z 43.10 62.23%
129
87 115 171 214
o 101 143157 | 185,99
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43 60 73 11.40 11.60 11.80 12.00
m/z 57.00 59.11%
129
5000 29 ”
3 199
I \H ikcadt Y N
OI H\ 1l \\‘H ‘H\ M‘\ “‘.ll...‘....‘... |2|2|5”|\””|”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030520\

Data File : BF119239.D

Aca On 6 Mar 2020 4:22

Operator : CG/JU

ﬁ?ggle i L1748-01 AU-06-030320
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.32 91.93 ng 4966310 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002462-85-3 99
2 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
3 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
4 Methyl 10-trans.l2-cis-octadecad... 294 C19H3402 1000336-44-2 99
5 9,12-0Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99

Abundance Scan 1740 (12.321 min): BF119239.D (-1732) (-) m/z 67.05 100.00%

67

5000
135150 263 12.00 12.20 12.40 12.60
178 220 294 : : : :
o A e 2iS m/z 81.10 86.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
a7
41
5000 LA L L L L L LB LB
12. OO 12. 20 12.40 12.60
m/z 95.05 59.30%
ol 2 135150 178 223 26379294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
4 87
s EAEmE R S
12.00 12.20 12.40 12.60
5000 95 m/z 55.10 56.34%
110 294
o 135150 178195 220 237 263
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester T T

12,00 12.20 12.40 12.60
m/z 41.05  47.74%

1

12. OO 12. 20 12. 40 12 60

5000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030520\

Data File : BF119239.D

Aca On 6 Mar 2020 4:22

Operator : CG/JU

ﬁ?ggle i L1748-01 AU-06-030320
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.34 56.52 ng 3053310 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
3 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
4 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99

Abundance Scan 1743 (12.339 min): BF119239.D (-1742) (-) m/z 55.05 100.00%

69

5000

—

12.00 12.20 12.40 12.60
m/z 69.10 74.86%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester

69

%

12.IOO 12.I20 12.I4O 12.I60
m/z 41.10  70.00%

5000

111

125 180

o 41 166 207222236 *8%78 296
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

55
69 ey
12.00 12.20 12.40 12.60
5000 g7 m/z 74.00 61.43%
29 264

111 222

. 125 415p 180 207 236 278 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141286: 13-Octadecenoic acid, methyl ester A e o e R
12.00 12.20 12.40 12.60

m/z 83.10 55.90%

5000

1 264

1
125 143 166180  507%2%35

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Data Path : Z:\SV
Data File : BF119
Aca On - 6 Ma
Operator : CG/JU
Sample - L1748-
Misc :

ALS Vial : 23

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

C:

Library Search Compound Report

OASRV\HPCHEM1\BNA F\DATA\BF030520\
239.D
r 2020 4:22
01
Sample Multiplier: 1

\DATABASE\NIST11.L
LSCINT.P

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Methyl stearate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.42 10.22 ng 552370 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 92
3 Heptadecanoic acid. 15-methvl-. ... 298 C19H3802 054833-55-5 91
4 Pentadecanoic acid. 14-methvl-., ... 270 C17H3402 005129-60-2 87
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 86
Abundance Scan 1757 (12.421 min): BF119239.D (-1754) (-) m/z 74.00 100.00%
74
5000
3
ol |o7 u 199 85 1220 12,40 12,60 12.80
298
0 ...,....,...H‘,..'l..,-1:-!..'-,..1-.13..'..,....' 2 L2 TC Tm/z 86.95  76.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74
5000
143 o 298 12.20 12.40 12.60 12.80
43 199 ‘ m/z 43.05 27 .77%
9
o A I 1 Hm.!q.%%?.].w:...,%?% TN SONTRCC LA . L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74
" 12.20 12,40 12.60 12.80
5000 m/z 55.05 22 .99%
28 43
143 255 298
o 59 101 105 1711 199 57 271
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143186: Heptadecanoic acid, 15-methyl-, methyl ester e
74 12,20 12.40 12.60 12.80
m/z 41.05 20.29%
5000 57 298
4 143
13 ‘ ‘ 97 ‘ 199
N 0 U =T SO | W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12,20 12.40 12.60 12.80

8270-BF022020-M Fri Mar

06 15:44:13 2020

AU-06-030320
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030520\

Data File : BF119239.D

Aca On 6 Mar 2020 4:22

Operator : CG/JU

ﬁ?ggle i L1748-01 AU-06-030320
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 14-Methylpentadec-9-enoic a... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.07 2.15 ng 89972 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 14-Methvlpentadec-9-enoic acid m... 268 C17H3202 1000365-89-7 58
2 l14-Pentadecenoic acid 240 C15H2802 017351-34-7 52
3 Methvl 13-eilcosenoate 324 C21H4002 1000336-48-4 50
4 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 38
5 1,3-Dioxolane, 4-ethyl-5-octyl-2... 350 C15H24F602 038274-73-6 38
Abundance Scan 1867 (13.068 min): BF119239.D (-1861) (-) m/z 55.00 100.00%
4
5000
3 189205 292 R R o SN
163 223 250 12'80 13.00 13.20 13.40
o} m/z 69.10 96.41%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117520: 14-Methylpentadec-9-enoic acid methyl ester
5000 SR UL SUNRIA BN SRR
12.80 13.00 13.20 13.40
m/z 74.00 67 .89Y%
123,,, 163181 213 2% 268 |
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55
83 12.80 13.00 13.20 13.40
5000 m/z 97.05 66.29%
29 11 438 202
o 161 180 204 7" 240
SR R R R B AR LA LA LR LA LA LR LARAS LA AR LA
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164499: Methy| 13-eicosenoate AR EEEEEEEEE
12.80 13.00 13.20 13.40
m/z 83.05 53.89Y%
5000
o 138 166 185 208 295 250 274 324
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 '12'80 13.00 13.20 13.40

8270-BF022020-M Fri Mar 06 15:44:14 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030520\
Data File : BF119239.D

Aca On : 6 Mar 2020 4:22

Operator : CG/JU

Sample : L1748-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 E-15-Heptadecenal Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.74 2.57 ng 107570 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 60
2 1-Hexacosanol 382 C26H540 000506-52-5 49
3 Cvclopropane. 1-(1.2-dimethvlpro... 252 C18H36 041977-42-8 49
4 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 49
5 n-Tetracosanol- 354 C24H500 000506-51-4 49

Abundance Scan 1981 (13.739 min): BF119239.D (-1979) (-) m/z 105.00 100.00%
5
5000
" 13.40 13.60 13.80 14.00
o e m/z 149.00  76.48%
m/z--> 50 100 150 200 250 300 350
Abundance #104157: E-15-Heptadecenal
48
83
5000
111 13.40 13.60 13.80 14.00
m/z 77.00 42 .24%
o 6 [ 1139 168 196 224 252
m/z--> 50 100 1éo 260 250 300 3éo
Abundance
43
13.40 13.60 13.80 14.00
5000 83 m/z 83.00 38.07%
18 111
o 65 139 168 196 224 252 278 308 336 364
m/z--> éo 160 150 260 250 360 3éo
Abundance #104204: Cyclopropane, 1- (l,2—dimethylpropyl)—l—mEthyI—Z—n... LI LA L L L L
43 69 13.40 13.60 13.80 14.00
o7 m/z 97.10 32.18%
5000
0 Ll “1.25 153 182 209 252
m/z--> 5'0 1(')0 150 2(')0 250 3(')0 3éo 13. 40 13. 60 13 80 14. oo

8270-BF022020-M Fri Mar

06 15:44:14 2020

AU-06-030320
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030520\

Data File : BF119239.D

Aca On 6 Mar 2020 4:22

Operator : CG/JU

ﬁ?ggle i L1748-01 AU-06-030320
ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Squalene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.70 3.32 ng 153670 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 94
2 Supraene 410 C30H50 007683-64-9 91
3 4.8.12-Tetradecatrienenitrile, 5... 245 C17H27N 005981-31-7 64
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 64
5 3-Cyclohexene-1-carboxaldehyde, ... 192 C13H200 052475-89-5 59
Abundance Scan 2144 (14.698 min): BF119239.D (-2142) (-) m/z 69.05 100.00%
69
5000 ~,“m,_~w~,,v,AWﬁ_,_vAN~.ﬂA»
41 e
14.40 14.60 14.80 15.00
207
Ol " v ?‘5.8. 18707230 269 A7 S . m/z 81.05 47.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69
5000 L B UL UL UL
a1 14.40 14.60 14.80 15.00
137 m/z 41.10 20.92%
A e ﬂ A7 I 61 101 231 273299 a4ler
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14.40 1460 14.80 15.00
5000 m/z 68.05 11.65%
41
95 137
0 117 | 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #98277: 4,8,12-Tetradecatrienenitrile, 5,9,13-trimethyl- B . L MR
69 14.40 14.60 14.80 15.00
m/z 95.05 11.44%
5000{ 41
J 136
OIHI\I.IHI‘ 11§|]|||%7|6|202|||2|45|||| N T I o
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00

8270-BF022020-M Fri Mar 06 15:44:15 2020 Page: 12



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF030520\

Data File : BF119239.D

Acq On : 6 Mar 2020 4:22

Operator : CG/JU

3?22'6 i L1748-01 AU-06-030320
ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022020.M
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]
Hexadecane, 2,6,1... 10.67 2.0 ng 109831 4 11.24 1080460 20.0
Hexadecanoic acid... 11.63 22.9 ng 1234420 4 11.24 1080460 20.0
n-Hexadecanoic acid 11.77 3.6 ng 196795 4 11.24 1080460 20.0
9,12-Octadecadien... 12.32 91.9 ng 4966310 4 11.24 1080460 20.0
9-Octadecenoic ac... 12.34 56.5 ng 3053310 4 11.24 1080460 20.0
Methyl stearate 12.42 10.2 ng 552370 4 11.24 1080460 20.0
14-Methylpentadec... 13.07 2.1 ng 89972 5 13.88 838598 20.0
E-15-Heptadecenal 13.74 2.6 ng 107570 5 13.88 838598 20.0
Squalene 14.70 3.3 ng 153670 6 15.30 925824 20.0
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