LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020819\
Data File : BF112464.D

Aca On : 8 Feb 2019 17:21

Operator : JU/SJ

Sample : K1348-01 10X

Misc :

ALS Vial : 9 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 5.475 573 576 597 rBV 128612 202748 16.54% 1.573%
2 6.493 746 749 762 rBV 126305 217378 17.73% 1.686%
3 6.616 766 770 780 rVB 212865 250785 20.46% 1.945%
4 6.834 803 807 820 rBV 806576 798780 65.16% 6.196%
5 6.987 830 833 849 rVB 206754 204274 16.66% 1.585%
6 7.398 900 903 916 rBV 107552 149305 12.18% 1.158%
7 8.116 1018 1025 1033 rBvV 1134846 1100369 89.77% 8.536%
8 8.834 1143 1147 1154 rBV 27676 34108 2.78% 0.265%
9 8.934 1160 1164 1171 rBV 30995 36590 2.98% 0.284%
10 9.186 1204 1207 1218 rBV 286645 289419 23.61% 2.245%
11 9.269 1218 1221 1223 rBV 20010 17863 1.46% 0.139%
12 9.463 1249 1254 1258 rBV2 19797 26067 2.13% 0.202%
13 9.528 1260 1265 1268 rVV 33311 39734 3.24% 0.308%
14 9.586 1272 1275 1282 rVB2 24640 34364 2.80% 0.267%
15 9.645 1282 1285 1294 rVB6 17150 25748 2.10% 0.200%
16 9.733 1296 1300 1305 rBV 24754 24040 1.96% 0.186%
17 9.798 1305 1311 1314 rBV 22989 25760 2.10% 0.200%
18 9.869 1318 1323 1327 rVV2 1254659 1225812 100.00% 9.509%
19 9.898 1327 1328 1338 rVB 63000 70856 5.78% 0.550%
20 10.081 1356 1359 1362 rBV2 23726 26992 2.20% 0.209%
21 10.116 1362 1365 1369 rVB3 19627 20839 1.70% 0.162%
22 10.186 1374 1377 1380 rBV 15382 17710 1.44% 0.137%
23 10.292 1389 1395 1398 rBV2 34689 43244 3.53% 0.335%
24 10.422 1413 1417 1423 rVB 53830 52789 4_.31% 0.409%
25 10.669 1455 1459 1466 rBV 117731 138167 11.27% 1.072%
26 10.769 1473 1476 1483 rVB2 30388 45145 3.68% 0.350%
27 10.969 1505 1510 1513 rBV2 17548 26480 2.16% 0.205%
28 10.998 1513 1515 1518 rVB2 16076 13682 1.12% 0.106%
29 11.216 1548 1552 1554 rBV2 27898 28208 2.30% 0.219%
30 11.257 1554 1559 1563 rVB3 31803 43655 3.56% 0.339%

31 11.357 1572 1576 1579 rBV 1248838 1202827 98.12% 9.330%
32 11.380 1579 1580 1585 rVV 371347 285728 23.31% 2.216%
33 11.439 1587 1590 1593 rVB 65796 63418 5.17% 0.492%
34 11.598 1613 1617 1622 rBV 26424 38969 3.18% 0.302%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020819\
Data File : BF112464.D

Aca On : 8 Feb 2019 17:21

Operator : JU/SJ

Sample : K1348-01 10X

Misc :

ALS Vial : 9 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-BF012519.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.639 1622 1624 1627 rVV2 25227 25146 2.05% 0.195%
36 11.692 1630 1633 1638 rVB4 19111 25884 2.11% 0.201%
37 11.739 1638 1641 1644 rBV 449363 337062 27 .50% 2.615%
38 11.863 1659 1662 1664 rBV 54236 49340 4._.03% 0.383%
39 11.892 1664 1667 1673 rVB2 74484 81711 6.67% 0.634%
40 11.939 1673 1675 1678 rBVY 24101 23278 1.90% 0.181%
41 11.975 1678 1681 1683 rVVv2 86514 82330 6.72% 0.639%
42 11.998 1683 1685 1690 rVB 37211 37862 3.09% 0.294%
43 12.045 1690 1693 1695 rBV2 32605 26659 2.17% 0.207%
44 12.157 1709 1712 1714 rBV2 29778 29556 2.41% 0.229%
45 12.192 1716 1718 1722 rVB4 16780 20599 1.68% 0.160%
46 12.339 1740 1743 1745 rBV2 19654 16235 1.32% 0.126%

47 12.427 1752 1758 1759 rBV 1144588 1070195 87.30% 8.302%
48 12.445 1759 1761 1768 rVV 1334171 1207768 98.53% 9.369%
49 12.498 1768 1770 1773 rVV3 23985 28792 2.35% 0.223%
50 12.533 1773 1776 1779 rVB 150969 132811 10.83% 1.030%

51 12.574 1780 1783 1787 rBV 376053 312511 25.49% 2.424%
52 12.804 1816 1822 1829 rBV 315229 363558 29.66% 2.820%

53 12.857 1829 1831 1835 rVV5 22851 21439 1.75% 0.166%
54 12.939 1841 1845 1848 rBV 279495 258677 21.10% 2.007%
55 13.198 1887 1889 1892 rVB 39775 32507 2.65% 0.252%
56 13.239 1894 1896 1898 rBV 30301 28186 2.30% 0.219%
57 13.333 1910 1912 1914 rBV2 29886 21511 1.75% 0.167%

58 14.004 2022 2026 2029 rBV2 899527 917783 74.87% 7.119%
59 15.051 2201 2204 2207 rBV 88961 117055 9.55% 0.908%
60 15.474 2272 2276 2281 rBV 582766 801240 65.36% 6.215%

Sum of corrected areas: 12891548
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020819\
Data File : BF112464.D

Aca On : 8 Feb 2019 17:21

Operator : JU/SJ

Sample : K1348-01 10X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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

Abundance : .
1400000 TIC: BF112464.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020819\
Data File : BF112464.D

Aca On : 8 Feb 2019 17:21

Operator : JU/SJ

Sample : K1348-01 10X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 1 unknown6.62 Concentration Rank 3

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

6.62 6.28 ng 250785 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9

Abundance Scan 771 (6.622 min): BF112464.D (-766) (-) m/z 132.00 100.00%
32
5000 o8
40 4q 54 62|| 75 9|6 104 | 6.20 6.40 6.60 6.80 7.00
ou.w.”:ﬂ.”,n.w:hh“Jh,”.w.”.“ﬂn,”.w.”.ﬂ.”,” m/z 68.10 36.42%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 I R UL AR
o7 6.20 6.40 6.60 6.80 7.00
- 117 m/z 134.00 36.42%
0,,,,I,,,,Ii‘,lmi.,m?}.ll,,ll,.,.,|I.,,,??,J,,}92}19,,|,|}2,4},|||m|”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine
132
620 640 6.60 6.80 7.00
m/ 66.10 23.19%
5000 104 z (
0""I"'l“""it"'l'bl'l'"'I""??"'I"" '}}7I""I"'I"
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine ,....,../\.‘. ....,A...,...
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.23%
97
5000
70
31
R . A ST T
m/z--> 30 40 5'0 60 7'0 80 90 100 110 120 130 140 6.20 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 : BF112464.D

Aca On : 8 Feb 2019 17:21

Operator : JU/SJ

Sample : K1348-01 10X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 3 Hexadecanoic acid, methyl e... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.74 5.60 ng 337062 Phenanthrene-d10 11.36
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 93
4 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1641 (11.739 min): BF112464.D (-1638) (-) m/z 74.10 100.00%
74
87
5000
43
i 20| 227 140 1150 1180 1200
101115 171185199 241 270 : : : :
0 ,....,'....“,.-J-.. ':-...,....,..'..,|...1?7....,.... 2 Ao m/z 87.00 70.71%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74
87
5000 L AR R AR R
43 11,40 11.60 11.80 12.00
143 m/z 43.05 33.66%
o |l | 101115129 | 157171185199213227241 270
mz-> 20 Jo 60 80 100 120 140 160 180 200 220 250 260
Abundance #119423. Pentadecanoic acid, 14-methyl-, methyl ester
74
87 11.40 11,60 11.80 12.00
5000 43 m/z 55.05 25.78%
143
0 \ \‘\ \ ‘ ) ]\'91115129 | 157171 185199213 227241 270
mz-> 20 Jo 60 éo 100 120 140 160 180 200 220 240 260 twwﬁ,uvwmvv~*~
Abundance #95860: Methy! tetradecanoate LA e e
74 11.40 11.60 11.80 12.00
m/z 41.10 25.10%
87
5000
43
29 7
AN 101115129 157171 195199215 242 MJLMLM
mz--> 20 4'0 60 80 100 120 140 160 180 200 220 240 260 1140 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 : BF112464.D

Aca On : 8 Feb 2019 17:21

Operator : JU/SJ

Sample : K1348-01 10X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 4 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.43 17.79 ng 1070200 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
3 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
5 Methyl 9-cis,ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99

Abundance Scan 1758 (12.427 min): BF112464.D (-1752) (-) m/z 67.10 100.00%

67

5000
135150 ' 12:20 12.40 12.60 12,80
178 205220 263 204 : : : :
0 28 m/z 81.05 85.11%
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 a7

T

5000 LN L L L L LB
12.20 12.40 12.60 12.80
m/z 55.10 60.09%
o 135150 478 262 294
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 8
R e e e AL
12.20 12.40 12.60 12.80
5000 95 m/z 95.05 59.16%
110 294
135150
S }T ot 202 28 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester B R e as
67 12.20 12.40 12.60 12.80

m/z 41.10 52 .85%

5000

B

T T T T
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 : BF112464.D

Aca On : 8 Feb 2019 17:21

Operator : JU/SJ

Sample : K1348-01 10X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 5 9-Octadecenoic acid, methyl..._. Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.45 20.08 ng 1207770 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 96
2 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 95
3 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 94
4 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 94
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 93

Abundance Scan 1762 (12.451 min): BF112464.D (-1759) (-) m/z 55.10 100.00%

55
41 74
5000

12.20 12.40 12.60 12.80
m/z 69.10 74.76%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141275: 9-Octadecenoic acid, methyl ester
56

69

12.I20 12.I4O 12.I60 12.I80
m/z 74.00 69.74%

5000

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
55

-

69
12.20 12.40 12.60 12.80

m/z 41.10 69.13%

5000

04
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)- R e e AR
55 12.20 12.40 12.60 12.80
69 m/z 83.10 64 .89%

-

5000

-

I T T T
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:\SVOASRV\HPCHEM1\BNA_F\DATA\BF020819\
Data File : BF112464.D

Acq On : 8 Feb 2019 17:21

Operator : JU/SJ

Sample : K1348-01 10X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_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 .62 6.62 6.3 ng 250785 1 6.83 798780 20.0
Hexadecanoic acid... 11.74 5.6 ng 337062 4 11.36 1202830 20.0
9,12-Octadecadien... 12.43 17.8 ng 1070200 4 11.36 1202830 20.0
9-Octadecenoic ac... 12.45 20.1 ng 1207770 4 11.36 1202830 20.0
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