LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\

Data File : BF098556.D

Aca On : 15 Sep 2017 4:29 Instrument :

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

3?22Ie : 15216-07 10X B

ALS Vial : 26 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:\HPCHEM1I\BNA F\METHODS\8270-BF091117.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 4.810 461 463 471 rBV 22104 26898 1.59% 0.219%
2 5.251 535 538 551 rBV 265271 322001 18.99% 2.618%
3 6.298 713 716 728 rBV 286435 343766 20.28% 2.795%
4 6.422 733 737 745 rVB 372767 356544 21.03% 2.899%
5 6.645 772 775 782 rBV 971048 803753 47.41% 6.534%
6 6.798 798 801 809 rBV 260510 258439 15.24% 2.101%
7 7.216 864 872 880 rBV 192784 210806 12.43% 1.714%
8 7.934 990 994 1000 rBVY 1211928 1047858 61.81% 8.519%
9 9.004 1173 1176 1181 rBV 462847 363827 21.46% 2.958%
10 9.092 1186 1191 1195 rBV3 14886 19192 1.13% 0.156%
11 9.281 1221 1223 1227 rBvV2 18262 17812 1.05% 0.145%
12 9.404 1239 1244 1247 rBvV2 41617 42451 2.50% 0.345%
13 9.622 1278 1281 1285 rVB 23690 23736 1.40% 0.193%
14 9.681 1287 1291 1295 rBVv2 1243812 1045978 61.70% 8.504%
15 9.998 1343 1345 1353 rBV7 9966 19010 1.12% 0.155%
16 10.116 1362 1365 1367 rBvV 43200 35634 2.10% 0.290%
17 10.333 1400 1402 1409 rVB 27513 29171 1.72% 0.237%
18 10.469 1422 1425 1430 rBvV 142076 131118 7.73% 1.066%
19 10.586 1442 1445 1453 rBvV2 63559 86335 5.09% 0.702%
20 11.033 1518 1521 1524 rBV 61666 56622 3.34% 0.460%
21 11.063 1524 1526 1531 rVB2 40197 35728 2.11% 0.290%
22 11.163 1539 1543 1546 rBVY 1109882 928964 54.79% 7 .552%
23 11.186 1546 1547 1549 rVB 54223 28392 1.67% 0.231%
24 11.457 1590 1593 1596 rBV 45654 40675 2.40% 0.331%
25 11.563 1607 1611 1614 rBV 575747 467906 27.60% 3.804%
26 11.863 1660 1662 1666 rVB 41789 37486 2.21% 0.305%
27 11.963 1676 1679 1683 rBV5 17664 20997 1.24% 0.171%

28 12.245 1723 1727 1729 rBV 1799238 1695351 100.00% 13.783%
29 12.263 1729 1730 1739 rVB 1517708 1309658 77.25% 10.647%
30 12.351 1742 1745 1747 rVV 316711 252059 14.87% 2.049%

31 12.374 1747 1749 1752 rVB 63090 49008 2.89% 0.398%
32 12.598 1782 1787 1790 rBV2 73560 102636 6.05% 0.834%
33 12.622 1790 1791 1794 rVB 38796 27497 1.62% 0.224%

34 12.745 1808 1812 1815 rBV 314410 291260 17.18% 2.368%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098556.D

Aca On : 15 Sep 2017 4:29

Operator : SJ/JU

Sample : 15216-07 10X

Misc :

ALS Vial : 26 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:\HPCHEM1I\BNA F\METHODS\8270-BF091117_M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.857 1829 1831 1834 rVB 26085 19126 1.13% 0.155%
36 12.910 1837 1840 1842 rBV3 29592 38068 2.25% 0.309%
37 12.933 1842 1844 1845 rVVv2 32164 24570 1.45% 0.200%
38 12.980 1849 1852 1853 rBV3 32549 31139 1.84% 0.253%
39 13.074 1865 1868 1871 rBV2 28388 32124 1.89% 0.261%

40 13.798 1987 1991 1994 rBV 952226 880788 51.95% 7.161%

41 15.198 2225 2229 2236 rVB 618246 746170 44.01% 6.066%

Sum of corrected areas: 12300553
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098556.D

Aca On : 15 Sep 2017 4:29

Operator : SJ/JU

Sample : 15216-07 10X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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: BF098556.D

1500000

1000000 6.65

500000
5.25 6.30 6.80

or———r S

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: BF098556.D

1500000

7.93 9.68

11.16

1000000

11.56
500000 9.00

40
o 9.099.28.40 9.

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF098556.D

12.35 12.75

10.47
10.6 .1210.33 10.59 1i|. L

.3712681 ABEEBO7

1500000

13.80
15.20
1000000

500000

e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098556.D

Aca On : 15 Sep 2017 4:29

Operator : SJ/JU

Sample : 15216-07 10X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 unknown6.42 Concentration Rank 4

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

6.42 8.87 ng 356544 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 737 (6.422 min): BF098556.D (-733) (-) m/z 132.00 100.00%
132.0
400 540 | | e %l-o 6.00 6.0 6.40 6.60 6.80
o} SN PP AN M. M M | . m/z 68.00 38.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 INSEPESAESEARARE SUEE
6.00 6.20 6.40 6.60 6.80
33.0 44.0 0.0 105.0 m/z 134.00 32.58%
0"I”"P"W'L”I'L“Iﬁqﬂ*'“l:”llﬁgﬂ"il'”hl”"P"W T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.00 6.20 6.40 6.60 6.80
5000 67.0 m/z 66.00 24 .35%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #14491: 5-Aminoindole | L B |/|\| L ]
132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 14.18%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098556.D

Aca On : 15 Sep 2017 4:29

Operator : SJ/JU

Sample : 15216-07 10X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Pentadecanoic acid, 14-meth... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.56 10.07 ng 467906 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 95
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 93
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 83
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 83
Abundance Scan 1611 (11.563 min): BF098556.D (-1607) (-) m/z 74.00 100.00%
74.0
5000 430
143.1 LN BUNIRA S B
97.0 185.1 227.2 11.20 11.40 11.60 11.80
0 ,....-,I...‘:",..'n.. i 4238 | 16311801 UL 2102 RS 00 77 . 40
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119425: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
5000 270.0 B B o o e
43.0 11,20 11,40 11.60 11.80
070 143.0 227.0 m/z 43.00 36.94%
185.0
. -‘---‘.‘----M.-‘- LA rre | a0t 080 | L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74.0
11:20 11.40 11.60 11.80
5000 43.0 m/z 55.00 29.73%
o 97.0 Y30 1ss0 228.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107596: Pentadecanoic acid, methy! ester A i E e
74.0 11.20 11.40 11.60 11.80
m/z 41.00 25.81%
5000
43.0
R TP e o o o w@
m/z--> ﬁo Jo eb 85 160 120 150 160 180 200 220 250 2éo ' 11'20 11. 40 11. 60 11. 80 '
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098556.D

Aca On : 15 Sep 2017 4:29

Operator : SJ/JU

Sample : 15216-07 10X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.25 36.50 ng 1695350 Phenanthrene-d10 11.16
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 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99
Abundance Scan 1728 (12.251 min): BF098556.D (-1723) (-) m/z 67.00 100.00%
67.0
5000
123.0 150.1 12,00 12:20 12.40 12.60
178.1 263.2
o 220.2 29431 "m/z 81.00 80.66%
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 LS S BRI UL B
12.00 12.20 12. 40 12 60
m/z 55.00 70.26%
. I 123.0 1490 41750 262.0 294.0
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67.0
wo | leso 00 12120 1740 1260
5000 ' m/z 95.00 57.87%
15.0 123.0 1500 178.0 0.0 263.0 294.0
0‘
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)- R e e R s
a0 670 12.00 12.20 12.40 12.60
m/z 41.05 53.02%
5000 95.0
294.0
0 ‘ } ‘ Mlz\? 0\\\15? 0 I 178 0 220.0 263 0 ‘ ——n
m/z--> 25 45 60 80 160 120 150 1é0 1éo 260 220 240 2é0 2é0 ' 1250 1220 1240 1260
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098556.D

Aca On : 15 Sep 2017 4:29

Operator : SJ/JU

Sample : 15216-07 10X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 10-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.26 28.20 ng 1309660 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 99
2 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 99
3 6-Octadecenoic acid. methvl ester 296 C19H3602 052355-31-4 99
4 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 98
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 95
Abundance Scan 1730 (12.263 min): BF098556.D (-1729) (-) m/z 55.00 100.00%
.0
5000 ﬁqLJ\
111.1 RN LN R RRE R R
137.1 180.1 222.2 264.2 206.3 nmnmnmnm
o} : m/z 41.05 67.21%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141285: 10-Octadecenoic acid, methyl ester

5000

12,00 12.20 12.40 12.60
m/z 69.00 63.54%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
e LI N IR b i o
12.00 12.20 12.40 12.60
5000 83.0 m/z 74.00 55.98%
29.0 1110 264.0
"~ 138.0 180.0 222.0 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141277: 6-Octadecenoic acid, methyl ester N R m
41.0 | 74.0 12.00 12.20 12.40 12.60
m/z 83.10 48.35%
5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. OO 12.20 12.40 12.60
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Library Search Compound Report

Data Path :

Data File : BF098556.D

Aca On : 15 Sep 2017 4:29
Operator : SJ/JU

Sample - 15216-07 10X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library :
TIC Integration Parameters:

C:\DATABASENNIST11.L
LSCINT.P

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091417\

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 6

Peak Number 6 Methyl stearate

R.T. EstConc Area Relative to ISTD R.T.
12.35 5.43 ng 252059 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 96
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 93
3 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 87
4 Pentadecanoic acid. 14-methvl-., ... 270 C17H3402 005129-60-2 87
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 86

Abundance Scan 1745 (12.351 min): BF098556.D (-1742) (-) m/z 74.00 100.00%
74.0
5000 43.0
L]y foro 5 g 1001 4y, 252 17100 1220 1240 1260 "
0...,....,....||,..|-' ,-'.!.~.,...'.,..'..,|....1.?.2.0.... 22T L2283 h/z 86.95  79.40%
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 12.00 12.20 '1£ 40 12,60
143.0 -
43.0 1990 2520 m/z 43.00 43.19%
diso. L LT | | amo | amo |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74.0
M N e e
12,00 12.20 12,40 12.60
5000 m/z 55.00 31.17%
143.0 255.0
970 199.0 298.0
o 171.0 227.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131317: Hexadecanoic acid, 15-methyl-, methyl ester R EERBEREE S T
74.0 12,00 12.20 12.40 12.60
m/z 41.00 25.84%
5000 43.0 J\[LA
o L 970100030 170 1990 2410 2850
m/z--> ﬁo Jo 60 éo 100 120 140 160 180 200 220 240 260 280 300 12,00 12.20 12,40 12.60
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF091417\
Data File : BF098556.D

Acq On : 15 Sep 2017 4:29

Operator : SJ/JU

Sample : 15216-07 10X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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 .42 6.42 8.9 ng 356544 1 6.65 803753 20.0
Pentadecanoic aci... 11.56 10.1 ng 467906 4 11.16 928964 20.0
9,12-Octadecadien... 12.25 36.5 ng 1695350 4 11.16 928964 20.0
10-Octadecenoic a... 12.26 28.2 ng 1309660 4 11.16 928964 20.0
Methyl stearate 12.35 5.4 ng 252059 4 11.16 928964 20.0
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