LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081319\
Data File : BF116257.D

Aca On : 14 Aug 2019 3:31

Operator : HP/JU

Sample : K4089-01 5X

Misc :

ALS Vial : 24 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-BF073019.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 3.887 302 306 318 rBV 14322 32016 2.42% 0.257%
2 5.469 572 575 605 rBV 169925 457788 34.63% 3.676%
3 6.486 745 748 766 rBV 179896 481214 36.40% 3.864%
4 6.610 766 769 788 rVB 426719 598597 45.28% 4.807%
5 6.833 803 807 823 rVB 850671 850407 64.33% 6.829%
6 6.992 830 834 847 rBV 413584 474398 35.89% 3.809%
7 7.404 901 904 925 rBV 152709 322409 24.39% 2.589%
8 8.116 1021 1025 1051 rBV 885865 1155101 87.38% 9.276%
9 9.186 1204 1207 1219 rBV 588203 709620 53.68% 5.698%
10 9.592 1271 1276 1284 rBV 31486 52821 4 _.00% 0.424%
11 9.869 1319 1323 1345 rBvY 1351316 1321958 100.00% 10.616%
12 10.516 1427 1433 1439 rBvV2 10400 14885 1.13% 0.120%
13 10.669 1455 1459 1473 rBvV 224480 342593 25.92% 2.751%
14 10.769 1473 1476 1481 rVB 27278 37417 2.83% 0.300%
15 11.216 1549 1552 1554 rBvV 31361 27812 2.10% 0.223%
16 11.245 1554 1557 1563 rVB3 19218 22493 1.70% 0.181%
17 11.357 1572 1576 1589 rBVY 1145758 1311789 99.23% 10.534%
18 11.445 1589 1591 1596 rVB 11752 15913 1.20% 0.128%
19 11.639 1621 1624 1630 rVB 40316 33991 2.57% 0.273%
20 11.739 1638 1641 1647 rVB 64259 53638 4._.06% 0.431%
21 11.868 1661 1663 1666 rBV 13482 16822 1.27% 0.135%
22 11.898 1666 1668 1673 rVB2 16367 20906 1.58% 0.168%
23 11.980 1679 1682 1684 rBV2 18913 19810 1.50% 0.159%
24 12.045 1690 1693 1696 rBV 35686 27433 2.08% 0.220%

25 12.421 1753 1757 1759 rBV2 338524 313341 23.70% 2.516%

26 12.445 1759 1761 1768 rVV 302156 276461 20.91% 2.220%
27 12.527 1772 1775 1780 rVB2 41270 39514 2.99% 0.317%
28 12.574 1780 1783 1789 rBV 146488 163084 12.34% 1.310%
29 12.804 1817 1822 1829 rBV 161111 187034 14.15% 1.502%
30 12.933 1840 1844 1853 rBV 672356 635669 48.09% 5.105%

31 13.033 1855 1861 1866 rBV3 11158 18714 1.42% 0.150%
32 13.251 1894 1898 1900 rBV3 15142 18535 1.40% 0.149%
33 13.333 1910 1912 1915 rBV2 13082 13409 1.01% 0.108%
34 13.368 1915 1918 1921 rVV2 11500 14901 1.13% 0.120%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081319\
Data File : BF116257.D

Aca On : 14 Aug 2019 3:31

Operator : HP/JU

Sample : K4089-01 5X

Misc :

ALS Vial : 24 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-BF073019.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.498 1938 1940 1944 rVB2 16994 14093 1.07% 0.113%
36 13.662 1966 1968 1973 rVB5 10991 15122 1.14% 0.121%
37 13.704 1973 1975 1979 rVB3 12524 13675 1.03% 0.110%
38 13.768 1983 1986 1990 rVB4 10717 17717 1.34% 0.142%
39 13.827 1991 1996 1998 rBV3 24432 35630 2.70% 0.286%
40 13.998 2021 2025 2038 rBvV 802791 1074481 81.28% 8.628%
41 14.139 2047 2049 2052 rBV3 17251 16970 1.28% 0.136%
42 14.745 2150 2152 2156 rVB2 30393 28404 2.15% 0.228%
43 15.051 2201 2204 2206 rBV 43993 55629 4.21% 0.447%
44 15.080 2206 2209 2216 rvVvB2 58360 81163 6.14% 0.652%
45 15.351 2253 2255 2259 rvv 25912 25222 1.91% 0.203%
46 15.415 2263 2266 2269 rvVvVv 39837 50366 3.81% 0.404%
47 15.468 2270 2275 2291 rVB 583796 909814 68.82% 7.306%
48 15.880 2342 2345 2348 rVB2 28423 32303 2.44% 0.259%

Sum of corrected areas: 12453082
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081319\
Data File : BF116257.D

Aca On : 14 Aug 2019 3:31

Operator : HP/JU

Sample : K4089-01 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF116257.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081319\
Data File : BF116257.D

Aca On : 14 Aug 2019 3:31

Operator : HP/JU

Sample : K4089-01 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.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 unknown6.61 Concentration Rank 1

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

6.61 14.08 ng 598597 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Xenon 132 Xe 007440-63-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 769 (6.610 min): BF116257.D (-766) (-) m/z 132.00 100.00%
32
5000 68
40 5 75 % 620 640 6.60 6.80 7.00
LU 4'8|| 6:!-|.|| 1y 87 | 1?|3 Al m/ : 0
S L UL LS UL LR LR NS BEARE BREE BERES SRR B z 68.00 42.39%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R AN UL UL I
6.0 6.40 6.60 6.80 7.00
78 m/z 134.00 31.53%
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Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
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5000 m/z 66.00 28.52%
33 44 o g7 105
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Abundance #14560: Xenon
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m/z 69.00 17.18%
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—T——————— ]| —

m/z--> 30 40 50 60 70 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\BF081319\
Data File : BF116257.D

Aca On : 14 Aug 2019 3:31

Operator : HP/JU

Sample : K4089-01 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.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 9,12-Octadecadienoic acid, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.42 4.78 ng 313341 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 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
3 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 95
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 94
5 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 93

Abundance Scan 1757 (12.421 min): BF116257.D (-1753) (-) m/z 66.95 100.00%

67
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135150 178 206
m/z 81.00 81.87%

263 204

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

12.I20 12.I4O 12.I60 12.I80
109 m/z 55.00 59.60%

135150 478 262 204

5000

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
67

A Nnr

12.20 12.40 12.60 12.80
m/z 95.00 53.81%

5000

263 294

178 196 220237

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127648: 9,12-Octadecadienoic acid (Z,2)- T T
67 12.20 12.40 12.60 12.80

m/z 41.00 50.85%

5000

136151 167182 280

209224 262
R AR m e e e ]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081319\
Data File : BF116257.D

Aca On : 14 Aug 2019 3:31

Operator : HP/JU

Sample : K4089-01 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.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.

12.44 4.22 ng 276461 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 93
2 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 90
3 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 81
4 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 81
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 81

Abundance Scan 1760 (12.439 min): BF116257.D (-1759) (-) m/z 55.00 100.00%
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Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester
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Abundance #141285: 10-Octadecenoic acid, methyl ester
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Abundance #141292: 13-Octadecenoic acid, methyl ester T T T T T T T T
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF081319\
Data File : BF116257.D

Acq On : 14 Aug 2019 3:31

Operator : HP/JU

Sample - K4089-01 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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]
unknown6.61 6.61 14.1 ng 598597 1 6.83 850407 20.0
9,12-Octadecadien... 12.42 4.8 ng 313341 4 11.36 1311790 20.0
9-Octadecenoic ac... 12.44 4.2 ng 276461 4 11.36 1311790 20.0
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