LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091317\
Data File : BF098488.D

Aca On : 13 Sep 2017 14:23

Operator : SJ/JU

Sample : 15201-01 5X

Misc :

ALS Vial : 8 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 4.822 462 465 472 rBV 27315 39605 1.11% 0.159%
2 5.251 535 538 556 rBV 395968 485291 13.55% 1.951%
3 6.298 713 716 734 rBV 558689 624141 17 .43% 2.509%
4 6.422 734 737 747 rVB 692808 586481 16.38% 2.358%
5 6.651 772 776 786 rBVY 1326123 1131255 31.59% 4 .548%
6 6.804 799 802 811 rBV 362830 342213 9.56% 1.376%
7 7.216 869 872 885 rBV 324589 346377 9.67% 1.392%
8 7.933 990 994 998 rBVY 1734152 1530706 42.74% 6.154%
9 9.010 1173 1177 1181 rBV 888076 692164 19.33% 2.783%
10 9.410 1242 1245 1248 rVB 101058 83468 2.33% 0.336%
11 9.622 1279 1281 1284 rVB 50038 39515 1.10% 0.159%
12 9.686 1284 1292 1295 rBVY 1924644 1684952 47.05% 6.774%
13 9.716 1295 1297 1307 rVB 61048 70194 1.96% 0.282%
14 9.892 1324 1327 1331 rVB 55280 52847 1.48% 0.212%
15 10.122 1362 1366 1368 rBvV 83479 69795 1.95% 0.281%
16 10.233 1381 1385 1390 rBvV 74030 81730 2.28% 0.329%
17 10.339 1400 1403 1406 rVB 41034 38003 1.06% 0.153%
18 10.392 1409 1412 1415 rvB2 35889 38954 1.09% 0.157%

19 10.475 1421 1426 1430 rBV 399869 408625 11.41% 1.643%
20 10.592 1443 1446 1455 rBV 118963 158275 4.42% 0.636%

21 10.980 1508 1512 1514 rVB 43976 43746 1.22% 0.176%
22 11.039 1519 1522 1524 rVV 118261 101561 2.84% 0.408%
23 11.063 1524 1526 1532 rVB2 93193 104036 2.90% 0.418%
24 11.169 1540 1544 1546 rBV 1782420 1683305 47.00% 6.767%
25 11.186 1546 1547 1551 rVvV 743497 557883 15.58% 2.243%

26 11.239 1551 1556 1560 rVB 146565 146393 4._.09% 0.589%

27 11.404 1582 1584 1589 rVB2 58048 62925 1.76% 0.253%
28 11.463 1591 1594 1597 rBV 112208 89085 2.49% 0.358%
29 11.563 1608 1611 1615 rBV 1200984 1062122 29.66% 4._.270%
30 11.669 1626 1629 1631 rBV 68726 61649 1.72% 0.248%
31 11.698 1631 1634 1637 rVB 85020 80583 2.25% 0.324%
32 11.774 1644 1647 1650 rBV 105313 105221 2.94% 0.423%
33 11.798 1650 1651 1656 rVB 54602 45831 1.28% 0.184%

34 11.869 1656 1663 1667 rBV 98653 131573 3.67% 0.529%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091317\
Data File : BF098488.D

Aca On : 13 Sep 2017 14:23

Operator : SJ/JU

Sample : 15201-01 5X

Misc :

ALS Vial : 8 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 11.963 1676 1679 1682 rBV2 66772 67250 1.88% 0.270%
36 11.992 1682 1684 1688 rVB 43933 41833 1.17% 0.168%
37 12.216 1719 1722 1724 rBV 46173 46133 1.29% 0.185%

38 12.251 1724 1728 1730 rVV 3563842 3581442 100.00% 14.398%
39 12.269 1730 1731 1740 rVV 2874388 2514552 70.21% 10.109%
40 12.357 1742 1746 1747 rVV 530994 470472 13.14% 1.891%

41 12.374 1747 1749 1753 rVB 704922 548360 15.31% 2.204%

42 12.527 1772 1775 1778 rBV4 29805 39220 1.10% 0.158%
43 12.604 1782 1788 1790 rBV 522640 610216 17.04% 2.453%
44 12.627 1790 1792 1795 rVB 66189 49187 1.37% 0.198%
45 12.745 1806 1812 1821 rVB 784115 687389 19.19% 2.763%
46 12.821 1821 1825 1829 rBV4 44001 88113 2.46% 0.354%
47 12.910 1837 1840 1842 rBV3 73489 85135 2.38% 0.342%
48 12.980 1850 1852 1854 rBV 62267 70344 1.96% 0.283%
49 13.033 1858 1861 1866 rVB2 48523 62088 1.73% 0.250%
50 13.080 1866 1869 1871 rBV 45981 45347 1.27% 0.182%
51 13.445 1928 1931 1934 rBV 42549 45743 1.28% 0.184%
52 13.551 1946 1949 1951 rBV 39357 37885 1.06% 0.152%
53 13.651 1963 1966 1969 rVB 85814 74646 2.08% 0.300%

54 13.798 1986 1991 1994 rBV2 1308003 1319749 36.85% 5.306%
55 13.821 1994 1995 1998 rVB 160695 110707 3.09% 0.445%

56 14.804 2159 2162 2170 rBV 144137 247509 6.91% 0.995%
57 15.139 2216 2219 2224 rVB 140948 148688 4._.15% 0.598%
58 15.198 2224 2229 2236 rBV 871486 1102513 30.78% 4._.432%

Sum of corrected areas: 24875025
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091317\

BF098488.D

13 Sep 2017 14:23

SJ/Ju

15201-01 5X

8 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091317\
Data File : BF098488.D

Aca On : 13 Sep 2017 14:23

Operator : SJ/JU

Sample : 15201-01 5X

Misc :

ALS Vial : 8 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 10.37 ng 586481 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 737 (6.422 min): BF098488.D (-734) (-) m/z 132.00 100.00%
13%.0
5000 68.0 L
40.0 540 9.0 J 600 620 6.40 6.60 6.80
0! L L L B o B I m/z 68.00 44 _47%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
=000 i o o e e ek
410 0 o m/z 134.00 32.82%
0|....|.... ‘H’l ..|....|.......|....|....
m/z--> 20 100 120 140 160 180
Abundance
57.0 132.0
740 o0 55 640 6k ok0
5000 980 1160 m/z 66.00 28.98%
158.0 189.0
L S B L U UL ML WL SR
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-
132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.00 15.76%
117.0
5000
91.0
ST A
0||‘|||‘|||“N||‘l‘|||“|||=||‘|‘||l‘|l“|||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 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\BF091317\
Data File : BF098488.D

Aca On : 13 Sep 2017 14:23

Operator : SJ/JU

Sample : 15201-01 5X

Misc :

ALS Vial : 8 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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.56 12.62 ng 1062120 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 95
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 93
3 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 91
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 90
Abundance Scan 1611 (11.563 min): BF098488.D (-1608) (-) m/z 73.95 100.00%
74.0
5000 430
143.1 o0 1140 1160 11@0
97.0 185.1 227.2 11.20 11.40 11.60 11.80
0 ,....',J...‘!||,.'.|".. Mo 2Lt | et 202 m/z 86.95  70.39%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119407: Hexadecanoic acid, methy! ester
74.0
5000 L DR DML BUMRLE B
430 11'20 1140 11.60 11.80
‘ 143.0 9970 270.0 m/z 43.00  36.27%
97.0 ‘ 185.0
0 PJ.ﬁh.Jh.h‘”J.NL.%?%9”|..”‘.ﬂ. LIJIIIIIL”MI”IIHII“II
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
74.0
11.20 11.40 11.60 11.80
5000 270.0 m/z 55.00 28.90%
43.0
. 9.0 1510 185.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131317: Hexadecanoic acid, 15-methyl-, methy! ester B R AR BRREE T
74.0 11.20 11.40 11.60 11.80
m/z 41.00 26 .83%
5000 43.0

143.0
Al M\ \‘ A, \97\9 121.0 | 1710 1990 2410 285.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11. 40 11. 60 11.80

o
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091317\
Data File : BF098488.D

Aca On : 13 Sep 2017 14:23

Operator : SJ/JU

Sample : 15201-01 5X

Misc :

ALS Vial : 8 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 Methyl 9-cis,ll-trans-octad... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.25 42 .55 ng 3581440 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 99
5 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 98
Abundance Scan 1728 (12.251 min): BF098488.D (-1724) (-) m/z 67.00 100.00%

67.0
5000 : '

1231 1501 178.1

12. 00 12 20 12. 40 12 60

220.2 263.2 2942
0 m/z 81.00 78.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139701: Methyl 9-cis, 11-trans-octadecadienoate
67.0
5000 LA IL B L B L L L L L LB
12.00 12.20 12.40 12.60
150.0 294.0 m/z 55.00 66.52%
1230 599 4760 2200 2620
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67.0
41.0 e N
95.0 12.00 12.20 12.40 12.60
5000 m/z 95.05 53.34%
123.0
. 1500 1780  9p30 2630 2940
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 R REEE Y
410 67.0 12.00 12.20 12.40 12.60
m/z 41.00 50.62%
5000 95.0

hlz&o 150.0 1780 2200  263.0 29?0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12 60

o
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091317\
Data File : BF098488.D

Aca On : 13 Sep 2017 14:23

Operator : SJ/JU

Sample : 15201-01 5X

Misc :

ALS Vial : 8 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 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.27 29.88 ng 2514550 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 99
3 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 99
4 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 99
5 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 99
Abundance Scan 1731 (12.269 min): BF098488.D (-1730) (-) m/z 55.00 100.00%
5000 ‘/‘fLJ
102 2202 2842 || 10 1250 1740 1260
0 : m/z 41.00 64.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141303: 9-Octadecenoic acid (2)-, methyl ester
5000 IR U AR A
nmnmnmnm
m/z 69.00 63.31%
o . 180.0 2220  264.0 o960
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
112,00 12.20 12,40 12.60
5000 83.0 m/z 74.00 57.01%
29.0 110.0 264.0
137.0 180.0 222.0 206.0

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)- e P
12.00 12.20 12.40 12.60

m/z 83.00 47 .42%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 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\BF091317\
Data File : BF098488.D

Acq On : 13 Sep 2017 14:23

Operator : SJ/JU

Sample : 15201-01 5X

Misc :

ALS Vial : 8 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 10.4 ng 586481 1 6.65 1131260 20.0
Hexadecanoic acid... 11.56 12.6 ng 1062120 4 11.17 1683310 20.0
Methyl 9-cis,11-t... 12.25 42.5 ng 3581440 4 11.17 1683310 20.0
9-Octadecenoic ac... 12.27 29.9 ng 2514550 4 11.17 1683310 20.0
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