LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\

Data File : BF108862.D

Aca On > 7 Sep 2018 15:59 Instrument :

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

3?22'6 : J4775-01 5X (OR-02-090618-A

ALS Vial : 13 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-BF090518 .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 4.919 435 439 445 rVB 29041 32686 1.69% 0.153%
2 5.337 506 510 521 rBV 948992 836713 43.19% 3.912%
3 6.360 680 684 687 rBY 1103917 872689 45.05% 4 .080%
4 6.501 704 708 711 rBVY 1031602 904743 46.70% 4._.230%
5 6.737 744 748 751 rBVY 1657191 1326804 68.49% 6.203%
6 6.890 771 774 778 rBV 933101 711607 36.73% 3.327%
7 7.289 838 842 845 rBV 672517 537838 27.76% 2.514%
8 8.019 962 966 969 rBVY 2093326 1774473 91.60% 8.295%
9 8.731 1081 1087 1090 rBV 31128 27746 1.43% 0.130%
10 8.825 1101 1103 1108 rVB 30914 27424 1.42% 0.128%
11 9.089 1145 1148 1151 rBV 1409340 1068682 55.17% 4 .996%
12 9.354 1189 1193 1198 rBV 19457 26446 1.37% 0.124%
13 9.425 1200 1205 1208 rBV 31533 32530 1.68% 0.152%
14 9.483 1212 1215 1218 rBV 247480 183204 9.46% 0.856%
15 9.625 1236 1239 1244 rBV 42882 34123 1.76% 0.160%
16 9.766 1259 1263 1267 rBvV 2327076 1937228 100.00% 9.056%
17 9.795 1267 1268 1271 rVB 55719 39839 2.06% 0.186%
18 9.966 1292 1297 1301 rVB 48238 44937 2.32% 0.210%
19 10.307 1353 1355 1362 rVB 87344 79689 4.11% 0.373%
20 10.542 1392 1395 1402 rBV 528075 495188 25.56% 2.315%
21 10.683 1415 1419 1428 rVB3 32367 45803 2.36% 0.214%
22 11.136 1491 1496 1498 rBV3 42216 43361 2.24% 0.203%

23 11.242 1510 1514 1516 rBV 2243918 1803337 93.09% 8.430%
24 11.266 1516 1518 1521 rVV 472751 343359 17.72% 1.605%

25 11.319 1521 1527 1529 rVB 96709 88588 4._.57% 0.414%
26 11.466 1548 1552 1554 rBV2 30577 27105 1.40% 0.127%
27 11.654 1580 1584 1588 rVB 366457 309186 15.96% 1.445%
28 11.742 1596 1599 1601 rBV 75176 62063 3.20% 0.290%
29 11.772 1601 1604 1608 rVvVv 88237 90607 4.68% 0.424%
30 11.819 1609 1612 1614 rVV2 32210 28531 1.47% 0.133%
31 11.854 1614 1618 1620 rVV 111860 113198 5.84% 0.529%
32 11.877 1620 1622 1624 rVB 44497 33989 1.75% 0.159%
33 11.960 1634 1636 1641 rVB3 22276 27580 1.42% 0.129%
34 12.036 1647 1649 1651 rBV 34871 31057 1.60% 0.145%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\

Data File : BF108862.D

Aca On > 7 Sep 2018 15:59 Instrument :

Operator : JU/SJ EﬁAfs el
- _ lentosampleld :

3?22'6 : J4775-01 5X (OR-02-090618-A

ALS Vial : 13 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\HPCHEM1\BNA F\METHODS\8270-BF090518_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.219 1677 1680 1682 rBV 24395 23590 1.22% 0.110%
36 12.289 1689 1692 1695 rBV 53108 53751 2.77% 0.251%

37 12.330 1696 1699 1701 rVV 1096601 1028467 53.09% 4._.808%
38 12.354 1701 1703 1711 rVvVv 957522 844560 43.60% 3.948%
39 12.448 1715 1719 1724 rVB2 476259 464517 23.98% 2.172%
40 12.671 1752 1757 1760 rBVY 371395 363311 18.75% 1.698%

41 12.819 1779 1782 1786 rBVY 857592 755898 39.02% 3.534%

42 12.895 1792 1795 1797 rBV2 27610 26280 1.36% 0.123%
43 12.983 1807 1810 1811 rBV3 23312 27524 1.42% 0.129%
44 13.001 1811 1813 1818 rVB 57464 55625 2.87% 0.260%
45 13.071 1822 1825 1828 rVV2 56752 55734 2.88% 0.261%
46 13.107 1828 1831 1833 rVB 39228 32894 1.70% 0.154%
47 13.195 1844 1846 1849 rVB2 33657 28014 1.45% 0.131%
48 13.224 1849 1851 1855 rVB 37444 36739 1.90% 0.172%
49 13.618 1914 1918 1920 rBV2 36307 44987 2.32% 0.210%

50 13.866 1955 1960 1963 rBV 1576379 1471589 75.96% 6.880%
51 13.889 1963 1964 1967 rVB 141621 88405 4._.56% 0.413%
52 14.871 2128 2131 2134 rBV 118227 165670 8.55% 0.774%
53 14.977 2146 2149 2155 rVB 98981 111294 5.75% 0.520%
54 15.154 2177 2179 2184 rVB 84175 85630 4.42% 0.400%
55 15.212 2186 2189 2192 rVB 114334 120678 6.23% 0.564%

56 15.277 2195 2200 2204 rBV 1288601 1463382 75.54% 6.841%

Sum of corrected areas: 21390892

8270-BF090518.M Mon Sep 10 15:43:12 2018 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108862.D

Aca On : 7 Sep 2018 15:59

Operator : JU/SJ

Sample : J4775-01 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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: BF108862.D
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1500000
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4.92

e e i Sa — ,
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Abundance TIC: BF108862.D
9|77 11,24
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Abundance TIC: BF108862.D
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1500000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108862.D

Aca On : 7 Sep 2018 15:59

Operator : JU/SJ

Sample : J4775-01 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 unknown6.50 Concentration Rank 1

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

6.50 13.64 ng 904743 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Amphetaminil 250 C17H18N2 017590-01-1 10
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 708 (6.501 min): BF108862.D (-704) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.0 %l'l 620 640 6.60 680
B e B A B m/z 68.10 39.22%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 o o e o e
40 970 m/z 134.00 33.39%
115,0
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
B0 o "ok 6o ot 6w
5000 ' m/z 66.00 24 .21%
31.0 510 ‘ ‘
‘ b1 H l "
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil A e AR
132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.51%
5000
105.0
510 770 159.0 178.0  206.0222.0
m/z--> 40 60 80 100 120 140 160 180 200 220 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108862.D

Aca On : 7 Sep 2018 15:59

Operator : JU/SJ

Sample : J4775-01 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 5
R.T. EstConc Area Relative to ISTD R.T.
11.65 3.43 ng 309186 Phenanthrene-d10 11.24
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 94
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
4 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 91
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 80
Abundance Scan 1583 (11.648 min): BF108862.D (-1580) (-) m/z 74.10 100.00%
741
5000
43.1
143.1 A0 1180 14780 19000
97.0 185.1 227.2 11.40 11.60 11.80 12.00
,....,...|.|', Al g2ty | es 318, T 2708 o "U87710  66.35%
miz--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
A
5000 LRI S S UM B
43.0 11,40 11.60 11.80 12.00
143.0 m/z 43.10 33.99%
“M|I}%0 .| 1710 1990 2270 270.0
S S AP M A MO0 I T M MR M
Abundance #119425: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
" 11.40 11,60 11.80 12,00
5000 43.0 270.0 m/z 41.00 24 .95%
143.0 2970
\\\ Ml gero | 1020%%0s0 | L |
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #95860: Methy! tetradecanoate T e
74.0 11.40 11.60 11.80 12.00
m/z 55.05 24 .48%
5000
43.0
Lol il 1100019102430 471 180, 2420
mz-> 20 Jo 60 éo 100 120 150 160 180 200 220 250 260 11,40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108862.D

Aca On : 7 Sep 2018 15:59

Operator : JU/SJ

Sample : J4775-01 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 2
R.T. EstConc Area Relative to ISTD R.T.
12.33 11.41 ng 1028470 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
2 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
3 11.14-Octadecadienoic acid. meth... 294 C19H3402 056554-61-1 99
4 Methyl 10-trans.l2-cis-octadecad... 294 C19H3402 1000336-44-2 99
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 98
Abundance Scan 1699 (12.330 min): BF108862.D (-1696) (-) m/z 67.10 100.00%
67.1

41.1
5000

12.00 12.20 12.40 12.60
m/z 81.10 84.92%

189.0 220.2

263.2 2943

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139701: Methyl 9-cis, 11-trans-octadecadienoate
67.0

12,00 12.20 12.40 12.60
294.0 m/z 55.05 63.32%

5000

123.0 150.0

178.0 220.0 262.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-

410 670

12.00 12.20 12.40 12.60

5000 m/z 95.05 54 _28%
123 0 150.0 1780 2200  263.0 291.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #139715: 11,14-Octadecadienoic acid, methyl ester e P T TR

67.0 12.00 12.20 12.40 12.60

m/z 41.10 52.32%
41.0
5000
294.0
263.0
1500 1780  220.0

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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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108862.D

Aca On : 7 Sep 2018 15:59

Operator : JU/SJ

Sample : J4775-01 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 11-Octadecenoic acid, methy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.35 9.37 ng 844560 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 93
2 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 93
3 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 93
4 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 91
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 90
Abundance Scan 1702 (12.348 min): BF108862.D (-1701) (-) m/z 55.05 100.00%
58.0
3.1
5000

12.00 12.20 12.40 12.60
m/z 74.00 88.49%

180.1 206.1
139.0 235.1 302.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141290: 11-Octadecenoic acid, methyl ester
55.0

A\
LI L L L L L L L B

12.00 12.20 12.40 12.60
m/z 43.05 80.60%

5000

29.0

222.0

180.0 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #141313: 11-Octadecenoic acid, methyl ester, (2)-
55.0

12.00 12.20 12.40 12.60
m/z 69.10 79.49%

5000

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)- A BEREE RS S e e
55.0 12.00 12.20 12.40 12.60

m/z 83.10 62.32%

5000

264.0

111.0
137.0 1800 2220

296.0

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 : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF090718\
Data File : BF108862.D

Acq On : 7 Sep 2018 15:59

Operator : JU/SJ

Sample : J4775-01 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 .50 6.50 13.6 ng 904743 1 6.74 1326800 20.0
Hexadecanoic acid... 11.65 3.4 ng 309186 4 11.24 1803340 20.0
Methyl 9-cis,11-t... 12.33 11.4 ng 1028470 4 11.24 1803340 20.0
11-Octadecenoic a... 12.35 9.4 ng 844560 4 11.24 1803340 20.0
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