LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042518\
Data File : BF104799.D

Aca On : 25 Apr 2018 19:54

Operator : JU/SJ

Sample : J2158-03 2X

Misc :

ALS Vial : 20 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-BF040618.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 5.410 561 565 579 rBV 172434 182326 19.20% 2.383%
2 6.434 736 739 753 rBV 172760 189422 19.95% 2.476%
3 6.569 758 762 769 rVB 241062 209450 22.06% 2.738%
4 6.798 797 801 812 rBV 803980 654138 68.88% 8.551%
5 6.951 824 827 838 rVB 202961 172372 18.15% 2.253%
6 7.363 894 897 906 rBV 109191 115257 12.14% 1.507%
7 8.086 1016 1020 1027 rBV 968608 871388 91.76% 11.391%
8 9.157 1199 1202 1207 rBV 314052 267682 28.19% 3.499%
9 9.233 1211 1215 1218 rVB2 11371 11941 1.26% 0.156%
10 9.557 1266 1270 1274 rVB 23143 21127 2.22% 0.276%
11 9.704 1289 1295 1298 rBV 11066 11948 1.26% 0.156%
12 9.763 1303 1305 1308 rVvVv 14398 10328 1.09% 0.135%
13 9.839 1315 1318 1322 rBvV 1021220 949669 100.00% 12.415%
14 9.875 1322 1324 1328 rVB 30612 27220 2.87% 0.356%
15 10.051 1350 1354 1357 rvB2 12199 12927 1.36% 0.169%
16 10.263 1387 1390 1393 rvB2 28340 23159 2.44% 0.303%
17 10.392 1409 1412 1419 rVB 25241 24563 2.59% 0.321%
18 10.480 1421 1427 1429 rBvV2 14593 18479 1.95% 0.242%
19 10.633 1450 1453 1462 rBvV 117150 114462 12.05% 1.496%
20 10.739 1468 1471 1480 rVB3 31883 43910 4.62% 0.574%
21 10.933 1499 1504 1508 rBV7 6336 14267 1.50% 0.187%
22 11.186 1543 1547 1549 rBV 33918 28941 3.05% 0.378%
23 11.216 1549 1552 1558 rVB2 19410 28841 3.04% 0.377%
24 11.275 1558 1562 1568 rBV3 8860 11626 1.22% 0.152%

25 11.333 1568 1572 1574 rBV 928286 787782 82.95% 10.298%

26 11.357 1574 1576 1582 rVV 170290 144557 15.22% 1.890%

27 11.410 1582 1585 1588 rVB 31304 27629 2.91% 0.361%
28 11.569 1608 1612 1616 rBV3 14730 19498 2.05% 0.255%
29 11.610 1617 1619 1623 rVB 30568 28917 3.04% 0.378%
30 11.716 1634 1637 1640 rBV 90179 68824 7.25% 0.900%
31 11.833 1653 1657 1660 rBV 13535 17858 1.88% 0.233%
32 11.863 1660 1662 1668 rVB 21574 19772 2.08% 0.258%
33 11.910 1668 1670 1673 rBV3 8894 10561 1.11% 0.138%
34 11.945 1673 1676 1679 rBV 21209 21174 2.23% 0.277%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042518\
Data File : BF104799.D

Aca On : 25 Apr 2018 19:54

Operator : JU/SJ

Sample : J2158-03 2X

Misc :

ALS Vial : 20 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-BF040618_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.022 1686 1689 1691 rBV 29882 23090 2.43% 0.302%
36 12.127 1704 1707 1710 rBV3 11786 12477 1.31% 0.163%
37 12.174 1710 1715 1717 rVvv4 10136 13066 1.38% 0.171%

38 12.404 1747 1754 1756 rBV2 407210 387928 40.85% 5.071%
39 12.422 1756 1757 1765 rVB2 245394 198963 20.95% 2.601%
40 12.510 1769 1772 1775 rVB 44139 38769 4.08% 0.507%

41 12.551 1775 1779 1782 rBVY 150565 139762 14.72% 1.827%
42 12.780 1812 1818 1824 rVB 152061 169679 17.87% 2.218%

43 12.833 1824 1827 1830 rBV4 12709 16857 1.78% 0.220%
44 12.916 1834 1841 1844 rBV 241071 222260 23.40% 2.906%
45 12.998 1851 1855 1856 rBV4 9769 12721 1.34% 0.166%
46 13.139 1877 1879 1882 rBV2 30621 26284 2.77% 0.344%
47 13.174 1883 1885 1887 rVB 19158 13626 1.43% 0.178%
48 13.210 1889 1891 1894 rBV4 12284 15771 1.66% 0.206%
49 13.339 1910 1913 1914 rBV2 15138 15983 1.68% 0.209%
50 13.480 1935 1937 1941 rBV2 28130 29343 3.09% 0.384%
51 13.810 1991 1993 1996 rVB 30256 20910 2.20% 0.273%

52 13.980 2018 2022 2025 rBV 692966 667979 70.34% 8.732%
53 15.451 2268 2272 2278 rBV 371955 462044 48.65% 6.040%

Sum of corrected areas: 7649527
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042518\
Data File : BF104799.D

Aca On : 25 Apr 2018 19:54

Operator : JU/SJ

Sample : J2158-03 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF104799.D
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Abundance TIC: BF104799.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042518\
Data File : BF104799.D

Aca On : 25 Apr 2018 19:54

Operator : JU/SJ

Sample : J2158-03 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 unknown6.57 Concentration Rank 2

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

6.57 6.40 ng 209450 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 N-(-phenvlisopropvDbenzaldimine 223 C16H17N 1000379-01-3 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 762 (6.569 min): BF104799.D (-758) (-) m/z 132.00 100.00%
5000
68
96 T T T
40 54 || a5 6.20 6.40 6.60 6.80 7.00
O e S B o o O NS m/z 68.10 34 .93%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR AR AR SRR
6.20 6.40 6.60 6.80 7.00
31 51 m/z 134.00 31.79%
0 ‘wl'H'Pl”j?”"lm"l”" DN SN S SR S
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 22.00%
41 97
53
79 117
e S L S B W L L I IS B W
m/z--> 40 60 80 100 120 140 160 180 200 220 A
Abundance #80319: N-(-phenylisopropyl)benzaldimine R aRman ma ./,\. A
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 .82%
5000
105
91 ‘
39 51 65 77 117 | 145 165 180 208 222
m/z--> 4'0 60 80 1(')0 120 140 160 180 200 220 6.20 640 6.60 6.80 7.00

8270-BF040618.M Thu Apr 26 16:48:42 2018 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042518\
Data File : BF104799.D

Aca On : 25 Apr 2018 19:54

Operator : JU/SJ

Sample : J2158-03 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 9,15-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.40 9.85 ng 387928 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.15-Octadecadienoic acid. methy... 294 C19H3402 017309-05-6 99
2 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
4 11.14-Octadecadienoic acid. meth... 294 C19H3402 056554-61-1 94
5 2-Chloroethyl linoleate 342 C20H35CI102 025525-76-2 91

Abundance Scan 1753 (12.398 min): BF104799.D (-1747) (-) m/z 67.00 100.00%

a7

5000

12.00 12.20 12.40 12.60 12.80

o} m/z 81.05 82.61%
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 97
5000 95 P T

12,00 12.20 12.40 12.60 12.80
m/z 55.05 63.77%

110 204
N 0 e O P
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67
A A e e e
a1 95 12.00 12.20 12.40 12.60 12.80
5000 m/z 95.05 55.02%
110
15 135150 263 294

o 178 196 220237

mmﬂmmmﬁwmm
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)- ST T T T T
12.00 12.20 12.40 12.60 12.80

m/z 41.10 52 .36%

|

5000

135150

178 262 294

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 00 12 20 12. 40 12. 60 12. 80

8270-BF040618.M Thu Apr 26 16:48:43 2018 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042518\
Data File : BF104799.D

Aca On : 25 Apr 2018 19:54

Operator : JU/SJ

Sample : J2158-03 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 9-Octadecenoic acid (Z)-, m... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.42 5.05 ng 198963 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 91
2 trans-13-Octadecenoic acid. meth... 296 C19H3602 1000333-61-3 86
3 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 70
4 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 64
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 58
Abundance Scan 1757 (12.422 min): BF104799.D (-1756) (-) m/z 55.00 100.00%

5000

-

123 e
138 157 180 o4 222 264 12.20 12.40 12.60 12.80

m/z 69.05 80.40%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester

74

:

12.I20 12.I4O 12.I60 12.I80
m/z 74.00 69.19%

5000

123

180
0 138 465 207222 246 264 281296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
IIIIIIIIIIIIIIIIIII"\IIII
12.20 12.40 12.60 12.80
5000 m/z 41.10 60.69%
4 g7
L2 123138153 180 507222 546 2% 09
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141285: 10-Octadecenoic acid, methyl ester B e mES e e
12.20 12.40 12.60 12.80
m/z 83.05 57.78%
o it S A
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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042518\
Data File : BF104799.D

Acq On = 25 Apr 2018 19:54

Operator : JU/SJ

Sample - J2158-03 2X

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618._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 .57 6.57 6.4 ng 209450 1 6.80 654138 20.0
9,15-Octadecadien... 12.40 9.8 ng 387928 4 11.33 787782 20.0
9-Octadecenoic ac... 12.42 5.0 ng 198963 4 11.33 787782 20.0
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