LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108747.D

Aca On > 4 Sep 2018 18:07

Operator : JU/SJ

Sample : J4270-05 5X

Misc :

ALS Vial : 15 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-BF083018 .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

5.213 486 489 501 rBvV 67624 81068 2.33% 0.542%
6.654 728 734 747 rBV3 38781 170062 4_.90% 1.137%
rvB 98159 335390 9.65% 2.243%
6.995 788 792 807 rBV 224353 478731 13.78% 3.202%
7.142 814 817 832 rVB 138239 229925 6.62% 1.538%

OOrWNPE
o
~
~
N
~
a
o
~
o
N
~
(00]
o

7.583 886 892 894 rBV3 27043 57104 1.64% 0.382%
8.272 1006 1009 1033 rBV 386094 672206 19.35% 4._.496%
rBv 273069 372212 10.71% 2.489%
9.736 1252 1258 1264 rBV2 27666 43141 1.24% 0.289%
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1 10.030 1304 1308 1320 rBV 630249 768671 22.13% 5.141%
11 11.019 1472 1476 1481 rBV 55872 51015 1.47% 0.341%
12 11.530 1559 1563 1575 rBV 552842 849616 24.46% 5.682%
13 11.818 1609 1612 1617 rVB 84459 77250 2.22% 0.517%

14 11.889 1621 1624 1640 rBV 1311092 1280789 36.87% 8.566%
15 12.583 1738 1742 1744 rBV 2557586 2699921 77.72% 18.058%

16 12.607 1744 1746 1753 rVV 3722586 3474079 100.00% 23.236%
17 12.683 1756 1759 1768 rVvV 774526 748469 21.54% 5.006%
18 12.754 1768 1771 1781 rVV 93385 163139 4._70% 1.091%
19 12.924 1794 1800 1803 rBvV4 57801 67405 1.94% 0.451%
20 12.983 1803 1810 1816 rVvVv 102061 156407 4 _50% 1.046%

21 13.112 1828 1832 1839 rBV 438783 532668 15.33% 3.563%

22 13.289 1857 1862 1864 rBV4 46942 65373 1.88% 0.437%
23 13.336 1864 1870 1875 rVB2 55220 92436 2.66% 0.618%
24 13.412 1880 1883 1887 rBV2 56464 59981 1.73% 0.401%

25 14.189 2010 2015 2025 rBV 582382 865787 24.92% 5.791%
26 15.742 2275 2279 2291 rVB 276544 485435 13.97% 3.247%
27 16.165 2348 2351 2356 rVB 50013 73281 2.11% 0.490%

Sum of corrected areas: 14951561
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF090418\
Data File : BF108747.D

Aca On : 4 Sep 2018 18:07

Operator : JU/SJ

Sample : J4270-05 5X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF083018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

3500000

TIC: BF108747.D

3000000

2500000

2000000

1500000

1000000

500000
5.21

A
T T T

05— SRS —
5.00 5.50
TIC: BF108747.D

Time-->
Abundance

3500000

3000000

68
2500000

2000000

1500000 11.89

1000000 12,68

J\JB@WMQ_@:'

12.50

10.03
13.11

500000

o

9.34
lLI

9.50

11.02

A

9.74

I
10.00

T 1
10.50 11.00
TIC: BF108747.D

I
Time--> 11.50 12.00 13.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000
14.19

500000 15.74

16.17

O ———
Time--> 13.50

I N
17.50 18.00

16.00

16.50

I
17.00

T T
14.50 15.00

T
15.50

. L
14.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108747.D

Aca On : 4 Sep 2018 18:07

Operator : JU/SJ

Sample : J4270-05 5X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.

5.21 3.39 ng 81068 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 43
3 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 40
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 488 (5.207 min): BF108747.D (-486) (-) m/z 43.00 100.00%
43.0
59.1
5000
oo | mo P 450 500 550 540 560
o o s L 11 = R m/z 59.10 55.12%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA I UL I
59.0 480 500 520 540 5.60
m/z 101.00 14.92%
o o, | 830 930 '%°
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
54.0
410 480 500 520 540 560
5000 m/z 58.05 14.18%
86.0
0 51'0‘\\\ I 620 ‘ 101.0
LRJURELEERN URLELE SUELELEL IELELE I I ILLILEL UL SURELL SR
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8387: 2-Pentanol, 2,4-dimethyl- R B e
54.0 480 500 520 5.40 5.60
m/z 41.10 7.70%
5000
43.0 101.0
m/z--> 0 20 30 40 50 60 70 80 90 100 ' 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108747.D

Aca On : 4 Sep 2018 18:07

Operator : JU/SJ

Sample : J4270-05 5X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 unknown6.77 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.77 14.01 ng 335390 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
Abundance Scan 754 (6.772 min): BF108747.D (-750) (-) m/z 132.00 100.00%

132.0
5000

96.0 T e
400 540 6.40 6.60 6.80 7.00 7.20
TN L1 78.0 6.0 |

e ..,....,....,..!.,?1?..,....,....,'.~..,.. m/z 68.05  40.02%

m/z--> 30 50 90 100 110 120 130 140
Abundance #14142. 3 Chloro 6-fluoro-pyrazine
132.0
69.0
104.0
5000

6.40 6.60 6.80 7.00 7.20
m/z 134.00 32.36%

31.0 51.0 ‘
....,|...'!-,.!..,”...,...!i...7{3,9...,....,..I.,....,....,'...,..
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0

6.40 6.60 6.80 7.00 7.20

o

5000 67.0 m/z 66.00 26.96%
41.0 97.0
‘ 79.0 117.0
0 ‘ ‘ \ ! m‘m L1l L, 107.0 1 Ll
....,....,....,....,....,....,....,....,....,....,...., P
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine Rt e B A 7
132.0 640 660 680 700 720

m/z 69.05 16.29%

5000
33.0 44.0 0.0 105.0
0 ‘ L 60 9 30 0 ‘ | 115.0 1

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 660 6.80 700 720
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108747.D

Aca On : 4 Sep 2018 18:07

Operator : JU/SJ

Sample : J4270-05 5X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.89 30.15 ng 1280790 Phenanthrene-d10 11.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 99
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 94
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 93
4 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 91
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1624 (11.889 min): BF108747.D (-1621) (-) m/z 73.95 100.00%
74.0
5000 43.0
143.1 VAN SRR BRI
97.1 185.2 227.2 11.60 11.80 12.00 12.20
0 ,....l,"...‘!h, i gery | tesg 02 293 7 86.95  70.920%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 UL AR SUUIN SRR SRR
43.0 11.60 11.80 12.00 12.20
143.0 m/z 43.05 42.81%
| 101.0 | 1710 1990 227.0 270.0
o SRS S S T v e N
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
11,60 11.80 12,00 12.20
5000 43.0 m/z 55.05 33.33%
143.0
Oyt il T2 aaz0, 1850 2210 2700
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95860: Methy! tetradecanoate R RN ARE RS e
74.0 11.60 11.80 12.00 12.20

m/z 41.10 31.08%

5000

143.0
| | 1010127 0 Y 1710 1990 2420

i e e A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108747.D

Aca On : 4 Sep 2018 18:07

Operator : JU/SJ

Sample : J4270-05 5X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 2
R.T. EstConc Area Relative to ISTD R.T.
12.58 63.56 ng 2699920 Phenanthrene-d10 11.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
3 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
4 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
5 Methyl 10-trans,l12-cis-octadecad... 294 C19H3402 1000336-44-2 98
Abundance Scan 1741 (12.577 min): BF108747.D (-1738) (-) m/z 67.05 100.00%

61.0
41.1
5000 '

123.1 1501 12.20 12.40 12.60 12.80
- 1781 206.1 263.3 294.3
O prrrhlerd 2332 m/z 81.10 78.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0
5000 LI L L L L L L L L
12.20 12.40 12.60 12.80
m/z 55.05 72.57%
. 1230 1490 1780 262.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67.0
41.0  REaEa e RREEA

12.20 12.40 12.60 12.80
m/z 41.10 62.16%

5000

123.0 150.0

178.0 223.0 263.0 294.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 AAJ\
Abundance #139701: Methyl 9-cis, 11-trans-octadecadienoate T R T

67.0 12.20 12.40 12.60 12.80
m/z 95.10 49.71%

- 294.0
1230 1800 10045 590 262.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 20 12. 40 12 60 12. 80

5000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108747.D

Aca On : 4 Sep 2018 18:07

Operator : JU/SJ

Sample : J4270-05 5X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 1
R.T. EstConc Area Relative to ISTD R.T.
12.61 81.78 ng 3474080 Phenanthrene-d10 11.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 99
3 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
4 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 98

Abundance Scan 1747 (12.613 min): BF108747.D (-1744) (-) m/z 264.30 100.00%

264.3
79.1

5000

296.3 12.20 12.40 12.60 12.80 13.00
m/z 265.30 84 .01%

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

5000 | LI BLEL L L L L L
12.20 12.40 12.60 12.80 13.00
m/z 79.10 75.94%
. 180.0 222.0 264.0 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141287: 14-Octadecenoic acid, methyl ester
55.0

12.20 12.40 12.60 12.80 13.00
m/z 222.25 63.52%

5000
29.0 264.0
138.0 180.0 222.0 296.0
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141286: 13-Octadecenoic acid, methyl ester T R
55.0 12.20 12.40 12.60 12.80 13.00

m/z 93.10 45_.16%

5000

29.0 264.0

180.0 222.0 296.0

I
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 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108747.D

Aca On : 4 Sep 2018 18:07

Operator : JU/SJ

Sample : J4270-05 5X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 7 Methyl stearate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

12.68 17.62 ng 748469 Phenanthrene-d10 11.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 94
3 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 92

001731-92-6 91
007132-64-1 90

methyl ester 284 C18H3602
methyl ester 256 C16H3202

4 Heptadecanoic acid.
5 Pentadecanoic acid,

Abundance Scan 1758 (12.677 min): BF108747.D (-1756) (-) m/z 74.05 100.00%
74.0
5000 431 ! !
‘ | 97.0 143.1 199.2 255 2 12.40 12.60 12.80 13.00
298.3
ot b LTy | a710 TF 2272 TR 2083 et 08 74 76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74.0
5000 298.0 12.40 12.60 12.80 13.00
143.0 255.0 ' :
43.0 199.0 m/z 43.10 49 _78%
97.0 ’
RS L N P 2 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95859: Methyl tetradecanoate
74.0
R e RS ma
12.40 12.60 12.80 13.00
5000 m/z 55.10 34.16%
43.0 \ 143.0 1090
101.0
oiso, LA LLire, | e T 220
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143189: Heptadecanoic acid, 16-methyl-, methyl ester R EEREamESEEE TR R
74.0 12. 40 12. 60 12. 80 13. 00
m/z 41.05 31.66%
5000
28.0
143.0 255.0 298.0
o ‘1% | 20L0 1720 190 2970 |
”q.”q.”w”.q”.qnulnnp.”..”.”..”..”..”..”q.”w” R R RARE s mEma m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108747.D

Aca On : 4 Sep 2018 18:07

Operator : JU/SJ

Sample : J4270-05 5X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 8 cis-11-Eicosenoic acid, met... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.34 2.14 ng 92436 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-11-Eicosenoic acid. methvl e... 324 C21H4002 1000333-63-8 91
2 11-Eicosenoic acid. methvl ester 324 C21H4002 003946-08-5 91
3 cis-13-Eicosenoic acid. methvl e... 324 C21H4002 1000333-52-1 91
4 cis-10-Heptadecenoic acid. methv... 282 C18H3402 1000333-62-1 91
5 Methyl 9-eicosenoate 324 C21H4002 1000336-50-5 83
Abundance Scan 1871 (13.342 min): BF108747.D (-1864) (-) m/z 55.10 100.00%
54.1
83.1
5000 10.1
83. 208.1 253.1 293.2 e
13.00 13.20 13.40 13.60
Obrr b M m/z 41.10 74 .64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164513: cis-11-Eicosenoic acid, methyl ester
54.0
83.0
5000 N AR DU BN I
13.00 13.20 13.40 13.60
m/z 57.00 71.64%
. 37.0 1660 2080  250.0 324.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #164508: 11-Eicosenoic acid, methyl ester

13.00 13.20 13.40 13.60
m/z 83.10 66.23%

5000

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #164512: cis-13-Eicosenoic acid, methy! ester R R RaEEE L
13.00 13.20 13.40 13.60

m/z 74.00 64 .99%

5000

29.0 138.0 208.0 250.0 224.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108747.D

Aca On : 4 Sep 2018 18:07

Operator : JU/SJ

Sample : J4270-05 5X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 9 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.17 3.02 ng 73281 Perylene-di12 15.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 70
2 1-lodoundecane 282 C11H23lI 004282-44-4 64
3 Heptadecane 240 C17H36 000629-78-7 64
4 2-Thiopheneacetic acid. 4-tetrad... 338 C20H3402S 1000280-67-0 52
5 2-methylhexacosane 380 C27H56 1000376-72-7 52
Abundance Scan 2352 (16.171 min): BF108747.D (-2348) (-) m/z 57.10 100.00%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF090418\
Data File : BF108747.D

Acq On : 4 Sep 2018 18:07

Operator : JU/SJ

Sample : J4270-05 5X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083018_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]
2-Pentanone, 4-hy... 5.21 3.4 ng 81068 1 7.00 478731 20.0
unknown6.77 6.77 14.0 ng 335390 1 7.00 478731 20.0
Hexadecanoic acid... 11.89 30.1 ng 1280790 4 11.53 849616 20.0
9,12-Octadecadien... 12.58 63.6 ng 2699920 4 11.53 849616 20.0
9-Octadecenoic ac... 12.61 81.8 ng 3474080 4 11.53 849616 20.0
Methyl stearate 12.68 17.6 ng 748469 4 11.53 849616 20.0
cis-11-Eicosenoic... 13.34 2.1 ng 92436 5 14.19 865787 20.0

6

Octadecane 16.17 3.0 ng 73281 15.74 485435 20.0

8270-BF083018.M Wed Sep 05 15:11:29 2018 Page: 11



