LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122118\
Data File : BF111702.D

Aca On : 21 Dec 2018 22:04

Operator : JU/SJ

Sample : J6200-01 2X

Misc :

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-BF121918.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 5.528 581 585 588 rBY 1931083 1656296 4 _.50% 1.695%
2 6.534 752 756 762 rBY 2069024 1885050 5.12% 1.929%
3 6.675 776 780 783 rBVY 2027645 1780952 4.84% 1.822%
4 6.898 815 818 822 rBVY 1125024 985473 2.68% 1.008%
5 7.057 841 845 849 rBVY 1678115 1362388 3.70% 1.394%
6 7.457 904 913 916 rBVY 1297688 1099137 2.99% 1.125%
7 8.186 1031 1037 1040 rBvV 1272815 1211604 3.29% 1.240%
8 9.257 1215 1219 1222 rBvV 2304103 1724116 4 .69% 1.764%
9 9.939 1331 1335 1339 rVvB 1370930 1118939 3.04% 1.145%
10 10.727 1465 1469 1472 rBV 1120155 1025146 2.79% 1.049%

11 10.945 1503 1506 1509 rBV 677806 498856 1.36% 0.510%
12 11.422 1584 1587 1590 rBV 1145838 1058346 2.88% 1.083%
13 11.739 1639 1641 1646 rVB 888087 710730 1.93% 0.727%
14 11.827 1651 1656 1659 rBV 12387805 12913342 35.09% 13.214%
15 12.533 1767 1776 1778 rBVY 15903538 36800658 100.00% 37.659%

16 12.557 1778 1780 1784 rVV2 17156418 20063984 54.52% 20.532%
17 12.621 1787 1791 1794 rVV 8234596 6787131 18.44% 6.945%
18 13.010 1854 1857 1861 rBV 1619424 1471327 4._00% 1.506%
19 13.204 1885 1890 1893 rBv4 280723 393603 1.07% 0.403%
20 13.257 1893 1899 1905 rVB 651411 801015 2.18% 0.820%

21 13.333 1909 1912 1916 rBV 650807 565166 1.54% 0.578%
22 14.004 2023 2026 2029 rBV 499725 449605 1.22% 0.460%

23 14.063 2032 2036 2039 rVvVv 913513 827214 2.25% 0.847%
24 15.545 2284 2288 2292 rVB 448926 531567 1.44% 0.544%

Sum of corrected areas: 97721645
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF122118\
Data File : BF111702.D

Aca On - 21 Dec 2018 22:04

Operator : JU/SJ

Sample : J6200-01 2X

Misc :

ALS Vial :© 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF121918 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF111702.D

1.5e+07

le+07

5000000

) L AR

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF111702.D

1.5e+07
11.83

le+07
12.62

5000000

9.26 13.01

8.19 9.94 11.42
47 -

AA 10.7310.95

A AN
L N L S By O S By B B By S B S Y B B B B B R R B

P

o e e e
Time--> 8.00 8.50 9.00 9.50 10.0 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF111702.D

1.5e+07

le+07

5000000

1&986 1554

e R ————

T I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122118\
Data File : BF111702.D

Aca On : 21 Dec 2018 22:04

Operator : JU/SJ

Sample : J6200-01 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 unknown6.67 Concentration Rank 5

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

6.67 36.14 ng 1780950 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 779 (6.669 min): BF111702.D (-776) (-) m/z 131.95 100.00%
131.9
5000 68.1
401 96.1 IREBE ARSI S
54.0 6.40 6.60 6.80 7.00
....,...!,“!..:,!!..,::'.'.|,..':?,1'.9..,..J.,%??:?....,....,'...,.... m/z 68.10 44.64%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 U I L L AL
6.40 6.60 6.80 7.00
310 510 m/z 134.00 31.76%
'”'l'”HJ'W””'P'”I”?hq”'P'”l”'W'”'P'”I“'W'”'
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
" 640 6.60 6.80 7.00
5000 m/z 66.10 30.28%
33.0 44.0 00 105.0
[, 500 700 g Laso |
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal I RN E e o AR
132.0 6.40 6.60 6.80 7.00
m/z 69.05 18.45%
5000 6.0
41.0 97.0
53.0
‘ 70.0 117.0
“'w'“‘ﬂ'“ﬂ““w”LJVJMW“'W'M'wqyﬂ“'W'“'”t“l“" UREBE AR RS UL S
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122118\
Data File : BF111702.D

Aca On : 21 Dec 2018 22:04

Operator : JU/SJ

Sample : J6200-01 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Methyl tetradecanoate Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.95 9.43 ng 498856 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
2 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 87
3 Decanoic acid. methvl ester 186 C1l1H2202 000110-42-9 87
4 Dodecanoic acid. methvl ester 214 C13H2602 000111-82-0 86
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 86
Abundance Scan 1507 (10.951 min): BF111702.D (-1503) (-) m/z 74.05 100.00%
74.0
5000
43.1 A
H | o1, Y 1992 10.60 10.80 11.00 11.20
242.2 : : - :
S N (MR ,'..l..t,'...l?,l.?..,l...,1.7.?.1,....|i..l.-.,....,....,.... m/z 87.10 69.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95859: Methyl tetradecanoate
74.0
A
5000 AR LR S
10,60 10.80 11.00 11.20
43.0 143.0 1000 m/z 43.10 32.37%
50, | ‘.h 100010 | a7 )0, 2420
m/z--> 20 40 eb éo 160 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
10.60 10.80 11.00 11.20
5000 m/z 41.10 28.19%
43.0
143.0
L il “ \\10\:\[0 | ‘ 1710 1990 2270 2700
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50099: Decanoic acid, methyl ester T T
74.0 10.60 10.80 11.00 11.20
m/z 55.05 26 .44%
43.0
5000
143.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122118\
Data File : BF111702.D

Aca On : 21 Dec 2018 22:04

Operator : JU/SJ

Sample : J6200-01 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 9-Hexadecenoic acid, methyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

11.74 13.43 ng 710730 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 98
2 7-Hexadecenoic acid. methvl este... 268 C17H3202 056875-67-3 90
3 Methvl hexadec-9-enoate 268 C17H3202 010030-74-7 87
4 Cvclopropaneoctanoic acid. 2-hex... 282 C18H3402 010152-61-1 87
5 9-Octadecenoic acid (2)-, methyl... 296 C19H3602 000112-62-9 87

Abundance Scan 1641 (11.739 min): BF111702.D (-1639) (-) m/z 55.10 100.00%

54.1

5000

A
LI LA N

152.2 194.2 236.3 11.40 11.60 11.80 12.00
172.1 268.1 m/z 41.10 69.32%

110.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117511: 9-Hexadecenoic acid, methyl ester, (2)-
553.0

5000

11.40 11. 60 11. 80 12.00

m/z 69.10 54 _15%
1100 45009 1040 2360 1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117506: 7-Hexadecenoic acid, methyl ester, (2)-
55.0
A REAREEE SR S e
11.40 11.60 11.80 12.00
5000 m/z 74.10 47 .65%
L J | 152.0,73 9194.055 (236.0
R AARAR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117464: Methy| hexadec-9-enoate R R Eamay
55.0 11.40 11.60 11.80 12.00
m/z 43.10 44 .00%
5000
el
el S | S—
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\HPCHEMI\BNA F\DATA\BF122118\
Data File : BF111702.D

Aca On : 21 Dec 2018 22:04

Operator : JU/SJ

Sample : J6200-01 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.83 244.03 ng 12913300 Phenanthrene-d10 11.42
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 96
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 91
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1656 (11.827 min): BF111702.D (-1651) (-) m/z 74.05 100.00%
74.0
5000 43.1
143.1 297.2 RIS SN SN BN B
97.1 185.2 2703 11.60 11.80 12.00 12.20
,....-,'...‘!h,.-.l'. Moii gaun | 16321822050 | L 2108 1 e s 73 68
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 LRI L SUNN B B
43.0 11,60 11.80 12.00 12.20
143.0 m/z 43.10 39.14%
‘ ‘.|| A 10 | 1710 1990 227.0 270.0
miz-> 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 55.10 32.30%
143.0
et S0, T 1890 2270 2100
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester I A RBEE N R E e
74.0 11.60 11.80 12.00 12.20
m/z 41.10 30.81%
5000 43.0
143.0
) ‘\ o970 T 2280
miz-> 20 40 60 8IO 1(')0 120 140 160 180 200 220 240 260 11,60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122118\
Data File : BF111702.D

Aca On : 21 Dec 2018 22:04

Operator : JU/SJ

Sample : J6200-01 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.53 695.44 ng 36800700 Phenanthrene-d10 11.42
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 (Z.2)-... 294 C19H3402 000112-63-0 99
3 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
4 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
5 9,12-0Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99

Abundance Scan 1775 (12.527 min): BF111702.D (-1767) (-) m/z 67.10 100.00%

67.1

5000

=

2202 2633 2043 12.20 12.40 12.60 12.80
m/z 81.10 83.33%

123.2 150.1 178.2

01

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67.0
41.0

5000

12.I20 12.I40 12!60 12.80
m/z 55.10  71.86%

123.0 150.0

178.0 223.0 263.0 294.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
67.0

_

12.20 12.40 12.60 12.80
m/z 41.10 60.90%

5000

294.0
178.0 220.0 263.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester R EEREERELEEEE ey
67.0 12.20 12.40 12.60 12.80
m/z 95.10 55.46%

fa—

5000
294.0

263.0

—

220.0

T T 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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122118\
Data File : BF111702.D

Aca On : 21 Dec 2018 22:04

Operator : JU/SJ

Sample : J6200-01 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 9-Octadecenoic acid, methyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.56 379.16 ng 20064000 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 93
2 9-Octadecenoic acid (2)-. methvl._.. 296 C19H3602 000112-62-9 93
3 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 93
4 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 93
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 93

Abundance Scan 1781 (12.563 min): BF111702.D (-1778) (-) m/z 79.10 100.00%

1

5000

12.20 12.40 12.60 12.80
m/z 264.30 77.61%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141309: 9-Octadecenoic acid, methyl ester, (E)-

5000

12.20 12.40 12.60 12.80
264.0 m/z 265.30 55.33%
296.0

137.0 1800 2220

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141300: 9-Octadecenoic acid (2)-, methyl ester
55.0

12.20 12.40 12.60 12.80
m/z 93.10 47.64%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141275: 9-Octadecenoic acid, methyl ester R RamE D o
12.20 12.40 12.60 12.80

m/z 222.30 39.95%

5000

A
LIS L L L L L L L B

T T
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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122118\
Data File : BF111702.D

Aca On : 21 Dec 2018 22:04

Operator : JU/SJ

Sample : J6200-01 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Methyl stearate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.62 128.26 ng 6787130 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid. 15-methvl-. ... 298 C19H3802 054833-55-5 93
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
4 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 90
5 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 89

Abundance Scan 1791 (12.621 min): BF111702.D (-1787) (-) m/z 74.10 100.00%
74.1
5000 43.1
143.1 RIS BN BRI SO
255.3
97.1 199.2 298.3 12.40 12.60 12.80 13.00
o...,....,...‘.h,..'l. ,1:-...','..'..,..'..,|....1.7.1..2....'....22.?.? bt m/z 87.10  75.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143130: Methyl stearate
74.0 JU
5000 LR BRI BN SULRLN R
43.0 12,40 12.60 12.80 13.00
143.0 m/z 43.10 41.82%
97.0
b dtlEe L [ o190 g 20 w0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

-i

Abundance #143186: Heptadecanoic acid, 15-methyl-, methyl ester
74.0
12.40 12.60 12.80 13.00
5000 298.0 m/z 55.10 32.75%
43.0
143.0
180 ‘ ‘ ‘970 ‘ 199.0 255.0
o bl o T e L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107596: Pentadecanoic acid, methy! ester B RUAEE B e
74.0 12.40 12.60 12.80 13.00
m/z 41.10 28.63%
5000
43.0
e 0 e s
IIIIIIIIIIIIIIIIJIIIIIIIIIIIIIIIIIIIIII TTTT IIII‘IIII I‘III TTTT IIIIIIIIIIII rrrr T TT T UL T
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

8270-BF121918.M Mon Dec 24 12:49:21 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122118\
Data File : BF111702.D

Aca On : 21 Dec 2018 22:04

Operator : JU/SJ

Sample : J6200-01 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Methyl 9.cis.,11l.trans.t,13... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.20 9.52 ng 393603 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 9.cis..ll.trans.t.13.tran... 292 C19H3202 1000336-42-6 93
2 Methvl 6-cis.9-cis.ll-trans-octa... 292 C19H3202 1000336-37-7 86
3 cis-3-Butvl-4-vinvl-cvclopentene 150 C11H18 093779-52-3 70
4 Bicvclol2.2.1Theptane. 7.7-dimet... 136 C10H16 000471-84-1 64
5 m-Mentha-4,8-diene, (1S,3S)-(+)- 136 C10H16 005208-51-5 58
Abundance Scan 1889 (13.198 min): BF111702.D (-1885) (-) m/z 79.10 100.00%
5000
12.80 13.00 13.20 13.40 13.60
r2 %2 Th/z 93.10  86.00%
m/z--> 50 100 150 200 250 300 350
Abundance #138094: Methyl 9.cis.,11.trans.t,13.trans.-octadecatrienoate
79.0 292.0
5000 070 o 12.80 13.00 13.20 13.40 13.60
: m/z 91.10 77.11%
63.0 261.0
51 IIl||1 Illlmlnllzolu3llozl3£|--lo || T
m/z--> 50 100 150 200 250 300 350
Abundance #138078: Methyl 6-cis,9-cis,11-trans-octadecatrienoate
79.0
12:80 13.00 13.20 13.40 13.60
5000 m/z 55.10 61.94%
07.0 292.0
135.0 175.0
51 ﬂnm:MIIw“I {IUwI‘AI ' T |22|2|0| —— "l T
m/z--> 50 100 150 200 250 300 350
Abundance #23953: cis-3-Butyl-4-vinyl-cyclopentene N e o
79.0 12.80 13.00 13.20 13.40 13.60
m/z 41.10 53.85%
5000
41.0
ll ” | oro 15\0'0
mz-> 50 100 150 200 250 300 350 | | 12.80 13.00 13,20 13.40 13.60

8270-BF121918.M Mon Dec 24 12:49:22 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122118\
Data File : BF111702.D

Aca On : 21 Dec 2018 22:04

Operator : JU/SJ

Sample : J6200-01 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 10 Methyl 9-eilcosenoate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

13.26 19.37 ng 801015 Chrysene-di12 14.06

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 9-eicosenoate 324 C21H4002 1000336-50-5 99
2 cis-13-Eicosenoic acid. methvl e... 324 C21H4002 1000333-52-1 98
3 11-Eicosenoic acid. methvl ester 324 C21H4002 003946-08-5 91
4 cis-11-Eicosenoic acid. methvl e... 324 C21H4002 1000333-63-8 91
5 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 90

Abundance Scan 1900 (13.263 min): BF111702.D (-1893) (-) m/z 55.10 100.00%

5000

-

292.3 R e N
3243 13.00 13.20 13.40 13.60

m/z 69.10 57.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164497: Methy| 9-eicosenoate

1801 2151 2503

g

13.IOO 13!20 13.I40 13.I60
m/z 41.10 56.96%

5000

208.0 250.0

324.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164512: cis-13-Eicosenoic acid, methyl ester

-

13.00 13.20 13.40 13.60
m/z 83.10 46.27%

5000

29.0 138.0 208.0 250.0

324.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164509: 11-Eicosenoic acid, methyl ester L T e
13.00 13.20 13.40 13.60

m/z 43.10 45_87%

g

5000

-

I T T I
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

8270-BF121918.M Mon Dec 24 12:49:23 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122118\
Data File : BF111702.D

Aca On : 21 Dec 2018 22:04

Operator : JU/SJ

Sample : J6200-01 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Eicosanoic acid, methyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.33 13.66 ng 565166 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 98
2 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 96
3 Methvl stearate 298 C19H3802 000112-61-8 93
4 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 93
5 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 90

Abundance Scan 1911 (13.327 min): BF111702.D (-1909) (-) m/z 74.05 100.00%
74.0
43.1
5000
] ' 1851 2971 283.3 . 13.00 13.20 13.40 13.60
o 255.2 303 "m/z 87.05 76.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166219: Eicosanoic acid, methyl ester
74.0
5000
13.00 13.20 13.40 13.60
43.0 143.0 260 | Mz 43.10 52.74%
15.0, ] 2910 171 o 199 0 227 0 255 0 28? OI ,
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300 320
Abundance #131319: Hexadecanoic acid, 15-methyl-, methy! ester
74.0
13.00 13.20 13.40 13.60 |
5000 m/z 55.10 37.87%
43.0
143.0 284.0
241.
SN0 o O o~ I AN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #143130: Methy! stearate R a R mamEE L
74.0 13.00 13.20 13.40 13.60
m/z 41.10 31.90%
5000
43.0
143.0
d Lo momogemse o o fnnd VS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13100 1320 13.40 13.60

8270-BF121918.M Mon Dec 24 12:49:24 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122118\
Data File : BF111702.D

Aca On : 21 Dec 2018 22:04

Operator : JU/SJ

Sample : J6200-01 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 12 Docosanoic acid, methyl ester Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.00 10.87 ng 449605 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 97
2 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 95
3 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 90
4 Methvl 20-methvl-heneicosanoate 354 C23H4602 1000336-47-4 90
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87

Abundance Scan 2025 (13.998 min): BF111702.D (-2023) (-) m/z 74.05 100.00%
74.0
43.1
5000
‘ L wsd 1200 To80 1400 1430 A'121'4'o'
199.2 255.2 311.3 3544 - - - -
I ,‘.-I.l AL Ly .I, gt zeraeys U Y Tm/z 87.05 79.06%
m/z--> 50 100 150 200 250 300 350
Abundance #186934: Docosanoic acid, methyl ester
74.0
5000 43.0 e e
1360 13.80 14.00 14.20 14.40
143.0 354.0 m/z 43.10 52.71%
15.0] \ u [l 3110, | 171.0199.0257,6255.0285 03110
m/z--> 50 100 150 200 250 300 350
Abundance #154943: Nonadecanoic acid, methyl ester
74.0
13.60 13.80 14.00 14.20 14.40
5000 m/z 55.10 38.04%
312.0
30 269.0
| HJ M l1110 185.0213.0241.0 ‘
m/z--> 50 100 1%0 260 250 300 350
Abundance #131300: Heptadecanoic acid, methy! ester N e o
74.0 13.60 13.80 14.00 14.20 14.40
m/z 57.10 31.48%
5000
43.0
143.0 284.0
| \ IM Ao, | 18805020 TN S
m/z--> 50 100 150 200 250 300 350 1360 13.80 14.00 14.20 14.40

8270-BF121918.M Mon Dec 24 12:49:24 2018 Page: 13



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF122118\
Data File : BF111702.D

Acq On : 21 Dec 2018 22:04

Operator : JU/SJ

Sample : J6200-01 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918_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]
unknown6 .67 6.67 36.1 ng 1780950 1 6.90 985473 20.0
Methyl tetradecan... 10.95 9.4 ng 498856 4 11.42 1058350 20.0
9-Hexadecenoic ac... 11.74 13.4 ng 710730 4 11.42 1058350 20.0
Hexadecanoic acid... 11.83 244 _0 ng 12913300 4 11.42 1058350 20.0
9,12-Octadecadien... 12.53 695.4 ng 36800700 4 11.42 1058350 20.0
9-Octadecenoic ac... 12.56 379.2 ng 20064000 4 11.42 1058350 20.0
Methyl stearate 12.62 128.3 ng 6787130 4 11.42 1058350 20.0
Methyl 9.cis.,11.... 13.20 9.5 ng 393603 5 14.06 827214 20.0
Methyl 9-eicosenoate 13.26 19.4 ng 801015 5 14.06 827214 20.0
Eicosanoic acid, ... 13.33 13.7 ng 565166 5 14.06 827214 20.0

5

Docosanoic acid, ... 14.00 10.9 ng 449605 14.06 827214 20.0
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