LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080919\

Data File : BF116125.D

Aca On : 9 Aug 2019 21:06 Instrument :

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

3?22'6 : K4092-01 5X EO-01-080719-A

ALS Vial : 10 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-BF073019.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 3.893 301 307 323 rBV 322356 510675 10.28% 2.305%
2 5.469 572 575 600 rBV 195490 367967 7.41% 1.661%
3 6.475 743 746 758 rBV 207504 390093 7.86% 1.761%
4 6.616 766 770 779 rBV 388302 434681 8.75% 1.962%
5 6.839 804 808 826 rVB 656657 674495 13.58% 3.044%
6 6.992 831 834 847 rBV 352254 379864 7 .65% 1.714%
7 7.404 901 904 916 rBV 141248 246690 4_.97% 1.113%
8 8.116 1022 1025 1045 rBV 804822 884433 17.81% 3.991%
9 9.192 1204 1208 1213 rBV 495766 548166 11.04% 2.474%
10 9.592 1271 1276 1278 rBvV2 54259 57611 1.16% 0.260%
11 9.869 1320 1323 1331 rBvV 1108570 1008263 20.30% 4 .550%
12 10.298 1393 1396 1399 rVB 93897 72602 1.46% 0.328%
13 10.516 1429 1433 1439 rVB 50501 73478 1.48% 0.332%

14 10.663 1455 1458 1469 rBV 215411 273140 5.50% 1.233%
15 10.769 1473 1476 1485 rVB 129235 181066 3.65% 0.817%

16 11.216 1549 1552 1555 rBV 131145 112324 2.26% 0.507%
17 11.245 1555 1557 1563 rVB2 72272 88885 1.79% 0.401%
18 11.357 1573 1576 1587 rBV 1006933 1068445 21.52% 4.822%
19 11.639 1622 1624 1627 rBV 109266 106078 2.14% 0.479%
20 11.745 1638 1642 1645 rBV 1315107 1218044 24.53% 5.497%

21 11.886 1660 1666 1673 rBV2 170694 287163 5.78% 1.296%
22 12.051 1690 1694 1699 rVB 100893 103102 2.08% 0.465%
23 12.433 1752 1759 1760 rBV 3375084 3611753 72.73% 16.300%
24 12.457 1760 1763 1768 rVB 4680339 4965802 100.00% 22.411%
25 12.533 1773 1776 1780 rVB 982196 771480 15.54% 3.482%

26 12.574 1780 1783 1784 rBV 176004 163578 3.29% 0.738%
27 12.668 1796 1799 1807 rBV2 183226 237535 4.78% 1.072%
28 12.804 1819 1822 1829 rVB2 212963 258896 5.21% 1.168%
29 12.939 1841 1845 1849 rBV 488242 485972 9.79% 2.193%
30 13.180 1881 1886 1888 rBV2 139407 180056 3.63% 0.813%

31 13.257 1897 1899 1903 rVB 121555 94674 1.91% 0.427%
32 13.363 1915 1917 1924 rVB4 58027 70343 1.42% 0.317%
33 13.504 1938 1941 1944 rBV 68766 58836 1.18% 0.266%
34 13.680 1968 1971 1979 rVB5 45286 81222 1.64% 0.367%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080919\
Data File : BF116125.D

Aca On : 9 Aug 2019 21:06

Operator : HP/JU

Sample : K4092-01 5X

Misc :

ALS Vial : 10 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

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.857 1999 2001 2008 rVB5 39464 66937 1.35% 0.302%

36 13.921 2009 2012 2019 rBV 104150 124934 2.52% 0.564%
37 13.998 2021 2025 2029 rBV 811360 866206 17.44% 3.909%
38 14.145 2048 2050 2053 rBV 49842 49702 1.00% 0.224%
39 14.451 2100 2102 2106 rBVZ2 68619 67188 1.35% 0.303%
40 15.468 2270 2275 2283 rVB 655622 915626 18.44% 4.132%

Sum of corrected areas: 22158005
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080919\
Data File : BF116125.D

Aca On 9 Aug 2019 21:06

Operator : HP/JU

Sample . K4092-01 5X

Misc :

ALS Vvial : 10 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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: BF116125.D
4000000
3000000
2000000
1000000
6.84
6.62
3.89 5.47 6.47 ,\ 699 o
11— S Nt
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: BF116125.D
12.46
4000000
1243
3000000 m
2000000
11.75
12.53
1000000
12.94
13138¢€

103010508877 14y

11.64 11.892 05

04
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF116125.D
4000000
3000000
2000000
1000000 14.00 15.47
33,503 6a336214.14 1445
Y ————————
Time-->  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080919\
Data File : BF116125.D

Aca On : 9 Aug 2019 21:06

Operator : HP/JU

Sample : K4092-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1,3,5-Cycloheptatriene Concentration Rank 4

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

3.89 15.14 ng 510675 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Toluene 92 C7HS8 000108-88-3 95
2 1.3.5-Cvcloheptatriene 92 C7HS8 000544-25-2 87
3 Cvclobutene. 2-propenvlidene- 92 C7H8 052097-85-5 78
4 Spirol2.41hepta-4.6-diene 92 C7HS8 000765-46-8 74
5 2,5-Norbornadiene 92 C7HS8 000121-46-0 64

Abundance Scan 307 (3.893 min): BF116125.D (-301) (-) m/z 91.00 100.00%
el
5000 &
39 .51 65 S— 3.60 3.80 4.00 4.20
Ve WSSOV N SSS  J.“J¥| m/z 92.00 55.72%

m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2455: Toluene
9
5000

3.60 3.80 4.00 4.20
m/z 65.00 11.46%

65
27 ¥ 458l T g4 g
Bl AL L T
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2469: 1,3,5-Cycloheptatriene
91
e
3.60 3.80 4.00 4.20
5000 m/z 39.00 9.49%
39 65
2 15 21 | a5t s | 7177 85
T e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2475: Cyclobutene, 2-propenylidene- L
91 360 380 400 420
m/z 63.00 7.41%
5000
39 65
27 | 45l | 7 ‘
s Bl AL L B R B o o e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080919\
Data File : BF116125.D

Aca On : 9 Aug 2019 21:06

Operator : HP/JU

Sample : K4092-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.62 Concentration Rank 5

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

6.62 12.89 ng 434681 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 16
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 771 (6.622 min): BF116125.D (-766) (-) m/z 132.00 100.00%
132
5000 o8
40 %6 620 6.40 6.60 6.80 7.00
47 54 61 || ° g7 | 103 : : :60_ 6. :

SR SMSS 1 & 1 1HO L NP VLR || W m/z 68.00 36.55%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 T

6.20 6.40 6.60 6.80 7.00
78 m/z 134.00 31.99%
31 55 51

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132

6.20 6.40 6.60 6.80 7.00

5000 m/z 65.95 24 _91%
104
51 o, 96 77
14 27 37 4491 58 | 5,89 97 || 115
T e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal —rv—v—v—v—rvM
132 6.20 6.40 6.60 6.80 7.00
m/z 96.00 14_.11%
5000 67
41 97
53 117
SN YA - 2 OO | S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080919\
Data File : BF116125.D

Aca On : 9 Aug 2019 21:06

Operator : HP/JU

Sample : K4092-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tetradecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

10.77 3.39 ng 181066 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 90
5 Pentadecane 212 C15H32 000629-62-9 87

Abundance Scan 1476 (10.769 min): BF116125.D (-1473) (-) m/z 57.00 100.00%

g7
43 71

5000

10.40 10.60 10.80 11.00
m/z 43.00 73.79%

99
113 127 141 155 169 183

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59880: Tetradecane
57
43
71
5000 85 LI L L B
10.40 10.60 10.80 11.00
29 m/z 71.05 73.44%
99
15 J . i 113127141 155 169 198
"w'”'w"|”'w'“'w'“|“'w'“'w'“ R RAREREREEEE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94345: Heptadecane
57
43 N SR RS
71 10.40 10.60 10.80 11.00
5000 a5 m/z 85.05 48 .97%
29 9
L) M3127 141155169182 106 220 240
N s o o e I RARREEEEE R RS o s SR o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83023: Hexadecane AL B I T L B E
57 10.40 10.60 10.80 11.00
43 m/z 41.00 36.18%
71
5000 85
29

99
Lol | ) 118127141155 169 183 197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. 40 10. 60 10 80 11. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080919\
Data File : BF116125.D

Aca On : 9 Aug 2019 21:06

Operator : HP/JU

Sample : K4092-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

11.22 2.10 ng 112324 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetradecane 198 C14H30 000629-59-4 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Hexadecane 226 C16H34 000544-76-3 90

Abundance Scan 1553 (11.222 min): BF116125.D (-1549) (-) m/z 57.00 100.00%

57

5000

11.00 11.20 11.40 11.60
m/z 71.05 70.73%

13158 155171 196 214

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105884: Octadecane
57
5000 85 ||||||||||||||||||||
41 11.00 11.20 11.40 11.60
m/z 43.00 69.33%
. Lod 1}3 141 169 197 225 254
B O b b o e e AN LAt s s R RAR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57 )
R N R e N
85 11.00 11.20 11.40 11.60
5000 m/z 85.00 49 .58%
4
113
‘ Ll g M1 169 197 205 253768 296
.”,””P.”P”.P”q.”wnnlnup.upu..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 J
Abundance #59880: Tetradecane L = B
57 11.00 11.20 11.40 11.60

m/z 41.00 33.18%

5000 85

26 | | 4| 413 1 16 18

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.00 11. 20 11. 40 11. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080919\
Data File : BF116125.D

Aca On : 9 Aug 2019 21:06

Operator : HP/JU

Sample : K4092-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.75 22.80 ng 1218040 Phenanthrene-d10 11.36
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 95
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
4 Dodecanoic acid. methvl ester 214 C13H2602 000111-82-0 80
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 74
Abundance Scan 1643 (11.751 min): BF116125.D (-1638) (-) m/z 74.00 100.00%
74
87
5000
T 29| 2 11140 1160 1180 1200
101 171185199513 | 241 270 : : -
,....,|...T.“,.~.|'..,':'!..'-,'..1.1'.?..'..,|...1?,7....,....',....,....','....,..'.., m/z 87.00 76.98%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74
87
5000 LA SUNIUSE SR SRR I
43 11.40 11.60 11.80 12.00
7 143 m/z 43.00 27 .45%

| L i 101145129 | 157171185199213227241 270

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

Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
4
a7 11.40 11.60 11.80 12.00
5000 43 m/z 55.00 21.91%
| M ‘\“ 101115129 ‘3157171185199213227241 270
,....,....,....,....,....,....,.... RS RRARNBARENEEEEEEEE
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #107596: Pentadecanoic acid, methy! ester B Eaman e e
4 11.40 11.60 11.80 12.00
m/z 143.05 20.50%
87
5000
43
29 7 143
| ‘ TM | 101135120 157171185199213227 256
|""|”"|"'w""|'”'|""|”" e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00

8270-BF073019.M Fri Aug 16 01:48:22 2019 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080919\
Data File : BF116125.D

Aca On : 9 Aug 2019 21:06

Operator : HP/JU

Sample : K4092-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.89 5.38 ng 287163 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 38

Abundance Scan 1667 (11.892 min): BF116125.D (-1660) (-) m/z 192.00 100.00%

192

5000

I

43 60
‘ 11. 60 11. 80 12. 00 12 20
e prrre il m/z 73.00 60.90%

i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73

5000 29 256 llllll|||||||||||||
11. 60 11. 80 12. 00 12 20

213 m/z 191.00 56.05%

L, *JJ 143157171185 199
R R RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43

11.60 11.80 12.00 12.20

5000 129 m/z 60.00 48.85%
29 171
115
214
L ] L | 3
SN ) I o v W W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid e R
43 60 73 11.60 11.80 12.00 12.20

m/z 43.00 48.44%

5000 129
29
199
‘ ‘ ‘ 143 157171 185 242
15 ‘ ‘ 111 .

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\BF080919\
Data File : BF116125.D

Aca On : 9 Aug 2019 21:06

Operator : HP/JU

Sample : K4092-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.43 67.61 ng 3611750 Phenanthrene-d10 11.36
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 (Z.2)-... 294 C19H3402 000112-63-0 99
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
4 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
5 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 98

Abundance Scan 1758 (12.427 min): BF116125.D (-1752) (-) m/z 67.00 100.00%

67

5000

12.20 12.40 12.60 12.80
m/z 81.00 84.32%

135150

178 205220237 263 294

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 a7

12!20 12.I4O 12!60 12.I80
109 m/z 55.00 61.13%

135150 478 262 204

5000

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
67

12.20 12.40 12.60 12.80
m/z 95.05 55.68%

5000

263 294

178 196 220237

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methy! ester R S AREEEERaN
67 12.20 12.40 12.60 12.80
a1 m/z 41.00 49.02%

5000

135150

178 223 263 279294

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080919\
Data File : BF116125.D

Aca On : 9 Aug 2019 21:06

Operator : HP/JU

Sample : K4092-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9-Octadecenoic acid (Z)-, m... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.46 92.95 ng 4965800 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 95
2 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 93
3 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 91
4 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 89
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 89
Abundance Scan 1764 (12.463 min): BF116125.D (-1760) (-) m/z 264.20 100.00%
264
87 222
5000
11 180
. | \ he e 207 |246 296 112.20 12.40 12.60 12.80
SIS T | |.|II|1 ||||I ] """'I"'I'"i | 1l L - ””l” m/z 265.20 87.86%
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

74

5000

12.20 12.40 12.60 12.80
m/z 87.00 71.62%

207222 246 284 551296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141290: 11-Octadecenoic acid, methyl ester
55

138 145180

12.20 12.40 12.60 12.80
m/z 222.20  70.95%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141306: 9-Octadecenoic acid, methyl ester, (E)- R ERREEREE s L
5 74 12.20 12.40 12.60 12.80

m/z 84.00 61.74%

5000

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\BF080919\
Data File : BF116125.D

Aca On : 9 Aug 2019 21:06

Operator : HP/JU

Sample : K4092-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.67 4.45 ng 237535 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 1799 (12.668 min): BF116125.D (-1796) (-) m/z 73.00 100.00%

43 73
5
5000

143157171 12.40 12.60 12.80 13.00
m/z 43.00 85.32%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73
43 §
_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_f

5000
12.40 12.60 12.80 13.00
m/z 59.95 79.70%

17
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 73
51

12.40 12. 60 12. 80 13.00
5000 m/z 57.00 71.96%

i

...,.‘a..‘i‘:‘..

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid

_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_r
60 12.40 12.60 12.80 13.00
m/z 55.00 69 .55%

5000 129
14“ 143187171185 213

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080919\
Data File : BF116125.D

Aca On : 9 Aug 2019 21:06

Operator : HP/JU

Sample : K4092-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13-Methyltetradec-9-enoic a... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.18 4.16 ng 180056 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 93
2 13-Methvltetradec-9-enoic acid m... 254 C16H3002 1000365-89-8 72
3 Palmitoleic acid 254 C16H3002 000373-49-9 70
4 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 64
5 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 60
Abundance Scan 1886 (13.180 min): BF116125.D (-1881) (-) m/z 55.00 100.00%

5000

220 292 [TTrr[rrrr[rrrryrrror|m
35250064 12.80 13.00 13.20 13.40

123]_37 152]_66 189 205
m/z 69.00 73.18%

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

74

5000

12!80 13.I00 13!20 13.I40
m/z 41.00 57.33%

222 26

137 180
152166 246

207 4 81296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105750: 13-Methyltetradec-9-enoic acid methyl ester
55

12.80 13.00 13.20 13.40
m/z 83.00 54.54%

5000

111 149 167 222
125 199
181 239254

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105669: Palmitoleic acid A B b
55 12.80 13.00 13.20 13.40

m/z 43.00 54._.02%

5000

123
137
152 166

23
BRI BLELELEL BLELEL N B ]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080919\
Data File : BF116125.D

Aca On : 9 Aug 2019 21:06

Operator : HP/JU

Sample : K4092-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosanoic acid, methyl ester Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.26 2.19ng 94674  Chrysene-d12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 95

001731-92-6 93
006929-04-0 93

2 Heptadecanoic acid. methvl ester 284 C18H3602
3 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602

4 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 90
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
Abundance Scan 1900 (13.263 min): BF116125.D (-1897) (-) m/z 74.00 100.00%
4
5000
55
166184202218 246 13.00 13.20 13.40 13.60
m/z 87.00 94 .33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166218: Eicosanoic acid, methyl ester
4
43
5000
13.00 13.20 13.40 13.60
143 m/z 55.00 32.17%
15 283 326
171 199 227 255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131299: Heptadecanoic acid, methyl ester
74
A R A
13.00 13.20 13.40 13.60
5000 m/z 43.00 31.96%
43
284
143
241
UJ o751 163 185 g13 My |
”qnupnqunpuqnupn.””.”.“”.”.”“.”.””.”.””P”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131319: Hexadecanoic acid, 15-methyl-, methyl ester L T e
74 13.00 13.20 13.40 13.60
m/z 75.00 27 .57%
5000
43
143 oy 284
97 185
Lol s, | et s T |
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\BF080919\
Data File : BF116125.D

Aca On : 9 Aug 2019 21:06

Operator : HP/JU

Sample : K4092-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13 Docosanoic acid, methyl ester Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.92 2.88 ng 124934 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 96
2 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 94
3 Octadecanoic acid. 10-methvl-. m... 312 C20H4002 002490-19-9 90
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 90
5 Methyl stearate 298 C19H3802 000112-61-8 83

Abundance Scan 2012 (13.921 min): BF116125.D (-2009) (-) m/z 74.00 100.00%
74
5000 43
143 234
97 116 199 255 283 311 354 13.60 13.80 14.00 14.20
PV T VLW R W0 e AP O m/z 87.00 77.77%
m/z--> 50 100 150 200 250 300 350
Abundance #186933: Docosanoic acid, methyl ester
74
43
5000

13.60 13.80 14.00 14.20
m/z 43.00 38.06%

143 354
15 %7115 [ 171 199 227 255 283 311
m/z--> 50 100 150 200 250 300 350
Abundance #154943: Nonadecanoic acid, methyl ester
74
e AREEEEEaSEE
13.60 13.80 14.00 14.20
5000 m/z 55.00 29.83%
312
97 143
J “J h\ ‘H Mllsw | 163 185 ‘ 2].'3 241 2?9. L
m/z--> 50 100 150 200 250 300 350
Abundance #154982: Octadecanoic acid, 10-methyl-, methyl ester e AREEEEEaSEE
74 13.60 13.80 14.00 14.20
m/z 75.00 26.13%
43
5000
‘ 143 312
167 199
T U0 v e 2
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF080919\
Data File : BF116125.D

Acq On : 9 Aug 2019 21:06

Operator : HP/JU

Sample > K4092-01 5X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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]
1,3,5-Cycloheptat. ... 3.89 15.1 ng 510675 1 6.84 674495 20.0
unknown6 .62 6.62 12.9 ng 434681 1 6.84 674495 20.0
Tetradecane 10.77 3.4 ng 181066 4 11.36 1068450 20.0
Octadecane 11.22 2.1 ng 112324 4 11.36 1068450 20.0
Hexadecanoic acid... 11.75 22.8 ng 1218040 4 11.36 1068450 20.0
n-Hexadecanoic acid 11.89 5.4 ng 287163 4 11.36 1068450 20.0
9,12-Octadecadien... 12.43 67.6 ng 3611750 4 11.36 1068450 20.0
9-Octadecenoic ac... 12.46 93.0 ng 4965800 4 11.36 1068450 20.0
Octadecanoic acid 12.67 4.5 ng 237535 4 11.36 1068450 20.0
13-Methyltetradec... 13.18 4.2 ng 180056 5 14.00 866206 20.0
Eicosanoic acid, ... 13.26 2.2 ng 94674 5 14.00 866206 20.0
Docosanoic acid, ... 13.92 2.9 ng 124934 5 14.00 866206 20.0
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