LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101193.D

Aca On : 7 Dec 2017 3:38

Operator : SJ/JU

Sample : 16656-06 2X

Misc :

ALS Vial : 33 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-BF113017.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 5.057 502 505 512 rBV 19607 22771 5.04% 0.467%
2 5.457 570 573 586 rBV 422064 402187 89.06% 8.257%
3 6.475 742 746 758 rBV 453772 402299 89.08% 8.259%
4 6.616 766 770 773 rBV 535719 436283 96.60% 8.957%
5 6.845 806 809 816 rBB 303387 237959 52.69% 4 .885%
6 6.998 832 835 843 rBV 365975 341744 75.67% 7.016%
7 7.410 901 905 917 rBV 280625 241226 53.41% 4_.952%
8 8.128 1024 1027 1041 rBV 361040 289249 64.05% 5.938%
9 9.204 1206 1210 1213 rBV 513025 451616 100.00% 9.272%
10 9.275 1220 1222 1224 rBV 7697 5638 1.25% 0.116%
11 9.598 1273 1277 1285 rVB 42867 39005 8.64% 0.801%
12 9.804 1308 1312 1317 rBvV2 14924 12919 2.86% 0.265%
13 9.886 1322 1326 1334 rVB 331597 277577 61.46% 5.699%
14 10.128 1364 1367 1371 rBvV3 4575 5187 1.15% 0.106%
15 10.304 1394 1397 1400 rVB 16519 11375 2.52% 0.234%
16 10.522 1430 1434 1437 rBvV 6370 7170 1.59% 0.147%
17 10.675 1457 1460 1468 rBvV 233696 205052 45.40% 4.210%
18 10.781 1474 1478 1482 rBvV3 10975 14859 3.29% 0.305%
19 11.257 1556 1559 1561 rBvV3 5527 5807 1.29% 0.119%
20 11.375 1575 1579 1582 rBV 292486 249098 55.16% 5.114%
21 11.398 1582 1583 1588 rVB2 16234 10756 2.38% 0.221%
22 11.704 1631 1635 1642 rVB6 3565 6136 1.36% 0.126%
23 11.886 1660 1666 1668 rBV4 10526 13774 3.05% 0.283%
24 11.986 1680 1683 1685 rBV3 6281 5963 1.32% 0.122%
25 12.298 1734 1736 1742 rVB6 5266 6360 1.41% 0.131%
26 12.422 1756 1757 1759 rVB 9250 6269 1.39% 0.129%
27 12.451 1759 1762 1765 rBV3 6669 5775 1.28% 0.119%
28 12.551 1775 1779 1782 rBvV4 8302 10265 2.27% 0.211%
29 12.592 1782 1786 1790 rBV 27877 28124 6.23% 0.577%
30 12.686 1798 1802 1805 rBV5 9460 13695 3.03% 0.281%
31 12.739 1808 1811 1814 rBV6 8282 11516 2.55% 0.236%
32 12.769 1814 1816 1819 rVB3 8607 9104 2.02% 0.187%
33 12.822 1819 1825 1830 rBV 35735 52099 11.54% 1.070%
34 12.874 1831 1834 1838 rVB4 11885 9461 2.09% 0.194%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101193.D

Aca On : 7 Dec 2017 3:38

Operator : SJ/JU

Sample : 16656-06 2X

Misc :

ALS Vial : 33 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-BF113017 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.933 1841 1844 1845 rBV3 10256 9649 2.14% 0.198%
36 12.957 1845 1848 1851 rVV 456957 371014 82.15% 7.617%
37 12.980 1851 1852 1856 rVB4 8246 8608 1.91% 0.177%
38 13.033 1858 1861 1864 rBV5 7387 11186 2.48% 0.230%
39 13.133 1874 1878 1880 rBV5 12072 18724 4._.15% 0.384%
40 13.251 1894 1898 1900 rBV4 13123 20138 4._46% 0.413%
41 13.398 1921 1923 1928 rVB4 15873 18885 4.18% 0.388%
42 13.663 1966 1968 1970 rBV2 12461 11426 2.53% 0.235%
43 13.845 1996 1999 2002 rBV2 41908 40751 9.02% 0.837%

44 14.021 2025 2029 2032 rBVY 308451 298253 66.04% 6.123%
45 15.504 2277 2281 2286 rVB2 172692 213925 47.37% 4._.392%

Sum of corrected areas: 4870877
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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

Z:\HPCHEMI\BNA F\DATA\BF120617\

BF101193.D

7 Dec 2017  3:38

SJ/Ju

16656-06 2X

33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101193.D

Aca On : 7 Dec 2017 3:38

Operator : SJ/JU

Sample : 16656-06 2X

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 1

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

6.62 36.67 ng 436283 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 771 (6.622 min): BF101193.D (-766) (-) m/z 132.00 100.00%
32
5000
68 L
96 rrrTprTTTrTT T T T T T T
40 54 ‘ 75 104 6.20 6.40 6.60 6.80 7.00
o....,...::':..4.8,::..,6.2:1'.|,..'..,..5.‘?,..!.,.-:..,....,....,"...,.. m/z 134.00  33.61%
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 [T T T T
6.20 6.40 6.60 6.80 7.00
2 78 m/z 68.10 30.27%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.00 20.36%
33 44 g7 105
51 60 70 78 g 115
Ol T T T T T T T T e T
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 I\
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R e ma )
132 6.20 6.40 6.60 6.80 7.00
m/z 96.10 13.06%
5000 67
41 97
‘ 53 . 117
o aall | eyl P e | 103110 | 104
m/z--> 30 4'0 5 60 70 8IO 9'0 100 110 12'0 130 140 6.0 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101193.D

Aca On : 7 Dec 2017 3:38

Operator : SJ/JU

Sample : 16656-06 2X

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 Dichloroacetic acid, heptad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.85 2.73 ng 40751 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 80
2 E-15-Heptadecenal 252 C17H320 1000130-97-9 80
3 5-Eicosene. (E)- 280 C20H40 074685-30-6 80
4 Carbonic acid. octadecvl 2.2.2-t... 444 C21H39CI303 1000314-56-3 80
5 n-Nonadecanol-1 284 C19H400 001454-84-8 72
Abundance Scan 2000 (13.851 min): BF101193.D (-1996) (-) m/z 57.10 100.00%

97

5000

199 217 236 267 282 e
13.60 13.80 14.00 14.20
m/z 97.10 81.16%

165

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #194133: Dichloroacetic acid, heptadecy! ester

5000

anmmmmm
125 m/z 43.10 78.02%

140154168183 210 238252267 295

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
83 I R EREE RS
69 13.60 13.80 14.00 14.20
5000 m/z 71.10 66.86%
111

25
140154168 196 224238252

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127769: 5-Eicosene, (E)- R EmEEs e
55 13.60 13.80 14.00 14.20
m/z 41.10 66 .27%
69 83
5000
29 111
125
0 J ‘ 140154168 196210 252 280
.,.”.,.” B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF120617\
Data File : BF101193.D

Acq On > 7 Dec 2017 3:38

Operator : SJ/JU

Sample : 16656-06 2X

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017 .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 36.7 ng 436283 1 6.85 237959 20.0
Dichloroacetic ac... 13.85 2.7 ng 40751 5 14.02 298253 20.0
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