LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF020819\

Data File : BF112465.D

Aca On : 8 Feb 2019 17:48 Instrument :

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

3?22Ie : K1349-01 10X S o e

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-BF012519.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 5.475 573 576 601 rBV 191669 297523 6.50% 1.344%
2 6.487 745 748 765 rBV 211127 347146 7 .59% 1.568%
3 6.610 766 769 776 rVvV 352344 353008 7.71% 1.594%
4 6.834 803 807 822 rBV 829146 785196 17.16% 3.547%
5 6.987 830 833 844 rVB 308909 290304 6.34% 1.311%
6 7.398 899 903 906 rBV 168140 184886 4.04% 0.835%
7 8.116 1018 1025 1032 rBvY 1160508 1087741 23.77% 4.913%
8 8.704 1122 1125 1129 rBV 77703 66950 1.46% 0.302%
9 8.933 1160 1164 1170 rBV3 41493 52039 1.14% 0.235%
10 9.186 1204 1207 1213 rBV 467534 414612 9.06% 1.873%
11 9.269 1217 1221 1224 rBV 98502 91120 1.99% 0.412%
12 9.586 1272 1275 1277 rVB 54234 49584 1.08% 0.224%
13 9.798 1304 1311 1315 rBV 105520 99698 2.18% 0.450%
14 9.869 1319 1323 1327 rVVv2 1261149 1178631 25.75% 5.324%
15 9.904 1327 1329 1332 rVB 53472 48999 1.07% 0.221%

16 10.292 1389 1395 1399 rBvV 123384 119202 2.60% 0.538%
17 10.422 1410 1417 1424 rBV 87334 117954 2.58% 0.533%
18 10.516 1429 1433 1438 rVB4 38176 62556 1.37% 0.283%
19 10.663 1455 1458 1469 rVvVv 164445 200054 4._.37% 0.904%
20 10.769 1472 1476 1484 rVB 106954 153397 3.35% 0.693%

21 11.216 1548 1552 1554 rBV 112283 99993 2.18% 0.452%
22 11.245 1554 1557 1563 rVB3 47979 77432 1.69% 0.350%
23 11.357 1572 1576 1579 rBV 1193354 1136494 24.83% 5.133%
24 11.380 1579 1580 1586 rVvVv 558353 403966 8.83% 1.825%
25 11.433 1586 1589 1593 rVV 105007 102521 2.24% 0.463%

26 11.598 1613 1617 1621 rBV2 42769 54907 1.20% 0.248%
27 11.639 1621 1624 1627 rBV2 88223 73851 1.61% 0.334%
28 11.739 1638 1641 1645 rBV 1612182 1353323 29.57% 6.113%
29 11.863 1657 1662 1664 rBV 73561 81035 1.77% 0.366%

30 11.892 1664 1667 1672 rVB 98161 102731 2.24% 0.464%

31 11.974 1677 1681 1683 rVV 120840 127108 2.78% 0.574%
32 12.045 1690 1693 1699 rBvV 73717 76630 1.67% 0.346%
33 12.151 1707 1711 1716 rBV2 44708 49657 1.09% 0.224%
34 12.427 1752 1758 1760 rBV 4525573 4576361 100.00% 20.670%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF020819\

Data File : BF112465.D

Aca On : 8 Feb 2019 17:48 Instrument :

Operator : JU/SJ gﬁA{s el
- _ lentosampleld :

3?22Ie : K1349-01 10X L

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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.451 1760 1762 1768 rVB2 4227339 3482697 76.10% 15.730%

36 12.533 1773 1776 1779 rVB 625855 540181 11.80% 2.440%
37 12.574 1779 1783 1787 rBV 500215 442495 9.67% 1.999%
38 12.804 1817 1822 1828 rVB 414470 445775 9.74% 2.013%
39 12.939 1840 1845 1848 rBV 328592 322795 7.05% 1.458%

40 13.021 1855 1859 1865 rBV3 35199 82540 1.80% 0.373%
41 13.133 1875 1878 1880 rVB2 62674 54906 1.20% 0.248%
42 13.257 1893 1899 1901 rBV4 68692 109593 2.39% 0.495%
43 13.921 2009 2012 2015 rBV 68941 72274 1.58% 0.326%
44 14.004 2021 2026 2029 rBV2 900826 966672 21.12% 4 _366%
45 14.027 2029 2030 2034 rVB 123799 93260 2.04% 0.421%
46 15.051 2201 2204 2207 rBV 75088 99043 2.16% 0.447%
47 15.351 2253 2255 2262 rVB 57999 73842 1.61% 0.334%
48 15.415 2263 2266 2270 rVV 66685 84163 1.84% 0.380%

49 15.474 2271 2276 2291 rVB 625683 952939 20.82% 4 _.304%

Sum of corrected areas: 22139784
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020819\
Data File : BF112465.D

Aca On : 8 Feb 2019 17:48

Operator : JU/SJ

Sample : K1349-01 10X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF112465.D

4000000

3000000

2000000

1000000 6.83

L
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: BF112465.D

4000000

3000000

2000000

11.74

8.12 9.87

1000000

9.19 11F-5712.86 g4
. 9. 10. £677 .13.2€
8.70 803 [\327 9.59 9.8090 9upsP) 383

O B e T S s T B S R E o B T e e e t e

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: BF112465.D

4000000

3000000

2000000

1000000 14.00 15.47

134403 15.05 13

o

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

8270-BF012519.M Mon Feb 11 13:44:06 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020819\
Data File : BF112465.D

Aca On : 8 Feb 2019 17:48

Operator : JU/SJ

Sample : K1349-01 10X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 unknown6.61 Concentration Rank 4

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

6.61 8.99 ng 353008 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 769 (6.610 min): BF112465.D (-766) (-) m/z 132.00 100.00%
5000 68
96
40 gy J 6.20 6.40 6.60 6.80 7.00
O‘M.ﬁ??!,ﬁ(’?..,..' || m/Z 68.10  36.50%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R LR UL I I
6.0 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 31.18%
01 U DA UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 66.10 24.91%
) N N W 8 .,ﬂ97.kw. M 158 189
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.78%
117
5000
39 91
A A W W
0 |‘|||||‘|‘|l:::‘::::||||‘|l‘||||||||||||| S Ha O S WO N
m/z--> 20 40 60 80 100 120 140 160 180 6.0 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020819\
Data File : BF112465.D

Aca On : 8 Feb 2019 17:48

Operator : JU/SJ

Sample : K1349-01 10X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 3 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.29 2.02 ng 119202 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Dodecane 170 C12H26 000112-40-3 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 86
5 Heptacosane 380 C27H56 000593-49-7 86
Abundance Scan 1395 (10.292 min): BF112465.D (-1389) (-) m/z 57.05 100.00%
57
5000 85 LkvﬁxjkAmhth\
A | 3 155 g "10/60 1020 1040 10560
Ol el et bl el e M/Z 43.05  76.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129492: Eicosane
57
5000 L S BN IS B
85 mmmmmmmm
29 m/z 71.10 64.01%
ol 1. f )] 418 141 160 197 225 253 282
m/z--> 25 45 60 85 160120140160180200220240260280300350350
Abundance #38315: Dodecane
57
110,00 10,20 1040 10.60
5000 m/z 85.05 44 .16%
85
29
0 1 Il, Il 112 141 170
m/z--> 2'0 4'0 6|0 8|0 1(')0 120 140 160 180 200 220 240 260 280 300 350 34'10
Abundance #175557: Tetracosane
57 10.00 10.20 10.40 10.60
m/z 41.10 38.36%
5000 85
29 113
0 | | |70 141 169 197 225 253 281 309 338
m/z--> 2'0 4'0 6|O 8|0 1(')0 120 140 160 180 200 220 240 260 280 300 320 340 10. oo 10 20 10. 40 10 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020819\
Data File : BF112465.D

Aca On : 8 Feb 2019 17:48

Operator : JU/SJ

Sample : K1349-01 10X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 Tridecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.77 2.70 ng 153397 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 91
4 Tetracosane 338 C24H50 000646-31-1 87
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 86
Abundance Scan 1476 (10.769 min): BF112465.D (-1472) (-) m/z 57.10 100.00%
57
5000 a1
155 10.40 10.60 10.80 11.00
o — e m/z 71.10 75.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48833: Tridecane
57
5000 4 85 NN SRR IS
10.40 10.60 10.80 11.00
m/z 43.10 75.96%
o2 | , 113 141356 1?4
m/z--> ﬁo Jo 60 85 160 150 150 160 180 200 220 240 260 280 360
Abundance #83023: Hexadecane
57
10.40 10.60 10.80 11.00
5000 a5 m/z 85.10 51.14%
4
m/z--> ﬁo Jo éo 85 160 150 150 160 180 200 220 240 260 280 360
Abundance #152416: Tridecane, 1-iodo- B SREmE Saa
57 10.40 10.60 10.80 11.00
m/z 41.10 40.56%
5000 85
4
183
ol 26 ‘\ (- I 310
m/z--> 2'0 4'0 6|0 8|0 1(')0 120 140 160 180 200 220 240 260 280 3(')0 10. 40 10. 60 10 80 11. 00 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020819\
Data File : BF112465.D

Aca On : 8 Feb 2019 17:48

Operator : JU/SJ

Sample : K1349-01 10X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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.
11.74 23.82 ng 1353320 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 99
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 95
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 92
4 Decanoic acid. methvl ester 186 C11H2202 000110-42-9 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1641 (11.739 min): BF112465.D (-1638) (-) m/z 74.00 100.00%
!
87
5000
43
T 101,120 227 11,40 11.60 11.80 12.00
171185199 241 270 : . . .
Ol i ST 1S | 15717218519 ..2.1?.1...1,'....,...., m/z 87.10 73.96%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74
87
5000 LA RN LN U
43 11.40 11.60 11.80 12.00
143 m/z 43.05 35.29%
. h 1] | 01115129 | 157171185199213227241 270
mz-> 20 4'0 60 80 100 120 140 160 180 200 220 24'10 260
Abundance #84485: Tridecanoic acid, methyl ester
74
87 11.40 11.60 11.80 12.00
5000 43 m/z 41.10 28.62%

i

143
| | 1011151297 157171185199 228

O e el e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester B REEEE LS ey
74 11.40 11.60 11.80 12.00
m/z 55.05 27.10%
87
5000 43
29 7 143
kol 1, 1011151297 157171 185190213227 001 270
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\BF020819\
Data File : BF112465.D

Aca On : 8 Feb 2019 17:48

Operator : JU/SJ

Sample : K1349-01 10X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.97 2.24 ng 127108 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 76
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 53
3 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4CI1202 000090-60-8 50
4 Carbonic acid. ethvl 2-formvl-4.... 262 C10H8CI204 1000331-34-4 50
5 Methyl diselenide 190 C2H6Se2 007101-31-7 43

Abundance Scan 1680 (11.969 min): BF112465.D (-1677) (-) m/z 189.05 100.00%
1
5000
39 51 63 77 203 11.60 11.80 12.00 12.20
o 107 126 139150 218 77 192 .10 90 837
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000
o4 11.60 11.80 12.00 12.20
m/z 190.05 87.71%
o 27 39 50 63 8l || 110122 137150163 178
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189
11.60 11.80 12.00 12.20
5000 m/z 191.05 70.20%
94
81 163
0"”I'”'I'”'I'”'J'”'I'”'I'”'I'”'I'”'Iﬂ"l”"l”
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53362: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190 11.60 11.80 12.00 12.20
m/z 94.70 23.56%
5000
63
133144 172
0,,,9,,,,‘”‘,,‘,_ Vs Jam y ose Wy ]
m/z--> 20 40 80 100 120 140 160 180 200 220 11,60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020819\
Data File : BF112465.D

Aca On : 8 Feb 2019 17:48

Operator : JU/SJ

Sample : K1349-01 10X

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012519_.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 9,12-Octadecadienoic acid, ... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.43 80.53 ng 4576360 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 9.12-Octadecadienoic acid.
2 9.15-0Octadecadienoic acid.
3 9.12-Octadecadienoic acid.
4 Methyl 10-trans.l2-cis-octadecad... 294 C19H3402

5 8,11-Octadecadienoic acid,

methv... 294 C19H3402
methv... 294 C19H3402
methv... 294 C19H3402

methy... 294 C19H3402

002566-97-4 99
017309-05-6 99
002462-85-3 99
1000336-44-2 98
056599-58-7 98

Abundance Scan 1758 (12.427 min): BF112465.D (-1752) (-)
67 81
41
5000
o 178192206220234 263 294
frrph
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
4 67
81
5000
109
123 149164978

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
a1 9
81
5000
109 294
123
o ‘ | 1 30164178199006220 237 263
,””,”.q..w”.q”.q.”w.“..”..”..“..”..”.P.”P.”P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
6/7
41 81
5000
o 223
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

m/z

67.10 100.00%

12.20 12.40 12.60 12.80

m/z

81.10 85.89%

I\

12 20 12. 40 12 60 12. 80

m/z

55.05 64 .80%

|

12.20 12. 40 12 60 12.80

m/z

41.05 58.14%

1

12 20 12. 40 12 60 12. 80

m/z

95.05 57.82%

12.20 12.40 12.60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020819\
Data File : BF112465.D

Aca On : 8 Feb 2019 17:48

Operator : JU/SJ

Sample : K1349-01 10X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 12-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.45 61.29 ng 3482700 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
2 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 99
3 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
4 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 99
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99

Abundance Scan 1762 (12.451 min): BF112465.D (-1760) (-) m/z 55.10 100.00%

5000

—

12.20 12.40 12.60 12.80
m/z 41.10 72.68%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141284: 12-Octadecenoic acid, methyl ester

%

5000

12.20 12.40 12.I60 12.I80
m/z 69.10 67.31%

04
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
41 ot et
12.20 12.40 12.60 12.80
5000 m/z 74.10 58.46%
11 264
o 2 138152 180 ;222,54 278 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester R e A R
55 12.20 12.40 12.60 12.80
m/z 83.10 53.58%
41 74
5000
264
o 2 138152 180 507222534 278 296

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\BF020819\
Data File : BF112465.D

Aca On : 8 Feb 2019 17:48

Operator : JU/SJ

Sample : K1349-01 10X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 Eicosanoic acid, methyl ester

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.26 2.27ng 109593  Chrysene-d12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 94

001731-92-6 89
006929-04-0 76

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 68
5 Undecanoic acid, methyl ester 200 C12H2402 001731-86-8 68
Abundance Scan 1900 (13.263 min): BF112465.D (-1893) (-) m/z 74.00 100.00%
7 218
43
5000
13.00 13.20 13.40 13.60
(o} m/z 87.00 95.86%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166219: Eicosanoic acid, methyl ester
7
5000
13.00 13.20 13.40 13.60
43 143 326 m/z 218.05 88.39%
283
Jas | | s | o 1o 207 e 2B
TP O e T P e T P T [T p e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131299: Heptadecanoic acid, methyl ester
74
13.00 13.20 13.40 13.60
5000 m/z 43.10 60.66%
43
284
43
0 Lo s, P e 185 o1s 2la
.”,””,“”,“.w”.w”.w“..”..”..“..”..”..“..”..”..”.q”.
miz--> 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 55.10 53.77%
5000
43
143 oy 284
97 185
0...Eu”ﬂ”.w.$ﬂju..h}fsuh.k”.¥§?.J”..?}?..”\”??Z.” W R —
miz--> 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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF020819\
Data File : BF112465.D

Acq On : 8 Feb 2019 17:48

Operator : JU/SJ

Sample : K1349-01 10X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .61 6.61 9.0 ng 353008 1 6.83 785196 20.0
Eicosane 10.29 2.0 ng 119202 3 9.87 1178630 20.0
Tridecane 10.77 2.7 ng 153397 4 11.36 1136490 20.0
Hexadecanoic acid... 11.74 23.8 ng 1353320 4 11.36 1136490 20.0
4H-Cyclopenta[def... 11.97 2.2 ng 127108 4 11.36 1136490 20.0
9,12-Octadecadien... 12.43 80.5 ng 4576360 4 11.36 1136490 20.0
12-Octadecenoic a... 12.45 61.3 ng 3482700 4 11.36 1136490 20.0
Eicosanoic acid, ... 13.26 2.3 ng 109593 5 14.00 966672 20.0
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