LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117528.D

Aca On : 24 Oct 2019 23:19

Operator :© JU

Sample : K5497-15 2X

Misc :

ALS Vial : 22 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-BF101819.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 5.357 553 556 570 rBV 271860 371618 80.98% 7 .395%
2 6.387 728 731 749 rBV 339447 440460 95.99% 8.765%
3 6.510 749 752 764 rVB 487338 458878 100.00% 9.132%
4 6.734 787 790 804 rBV 354908 303233 66.08% 6.034%
5 6.892 813 817 826 rBV 318714 312757 68.16% 6.224%

6 7.298 883 886 903 rBV 219226 236900 51.63% 4.714%
7 8.016 1005 1008 1022 rBV 461629 407054 88.71% 8.101%
8 9.086 1187 1190 1201 rBV 495607 421718 91.90% 8.392%
9 9.163 1201 1203 1207 rVB2 8869 10106 2.20% 0.201%
10 9.486 1255 1258 1263 rBV 34715 30052 6.55% 0.598%
11 9.651 1284 1286 1289 rVB 6047 5243 1.14% 0.104%

12 9.769 1302 1306 1312 rBV 520700 438703 95.60% 8.730%
13 10.563 1438 1441 1448 rBV 214725 217178 47.33% 4.322%
14 10.669 1457 1459 1466 rVB4 3603 6199 1.35% 0.123%
15 11.257 1555 1559 1566 rBV 383865 362594 79.02% 7.216%

16 11.780 1645 1648 1652 rBv4 15346 18129 3.95% 0.361%
17 12.469 1763 1765 1769 rBV2 7062 7840 1.71% 0.156%
18 12.704 1801 1805 1808 rBV2 9114 11188 2.44% 0.223%
19 12.833 1824 1827 1833 rBV 352524 293217 63.90% 5.835%
20 13.745 1977 1982 1990 rBV3 42267 73894 16.10% 1.471%
21 13.874 1998 2004 2005 rBV6 8543 17791 3.88% 0.354%

22 13.898 2005 2008 2018 rVvVv 315614 339575 74 .00% 6.758%
23 15.333 2247 2252 2256 rBV 168117 234463 51.09% 4_.666%
24 17.551 2627 2629 2630 rBV2 8816 6252 1.36% 0.124%

Sum of corrected areas: 5025042
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117528.D

Aca On : 24 Oct 2019 23:19

Operator :© JU

Sample : K5497-15 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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: BF117528.D
500000 6.51

400000
6.73

6.89

6.39
300000 5.36

7.30
200000

100000

e T L A

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF117528.D

500000 9.09 977
8.02

400000 11.26
12.83

300000

10.56
200000

100000

@ép ﬁf%ﬁﬁk 0.67 S 1%£EBJHL*“”””"W

R e T S e L S e B L iy

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF117528.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117528.D

Aca On : 24 Oct 2019 23:19

Operator :© JU

Sample : K5497-15 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 unknown6.51 Concentration Rank 1

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

6.51 30.27 ng 458878 1,4-Dichlorobenzene-d4 6.73
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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 752 (6.510 min): BF117528.D (-749) (-) m/z 132.00 100.00%
32
5000 68
96 ISR R R A
40 . 54 61, || 75 o 104 6.20 6.40 6.60 6.80
L e L R AN MR [ M m/z 68.00 42 .15%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 er IRSENRARE SRR RSN SRR
97 6.20 6.40 6.60 6.80
2 17 m/z 134.00 31.32%
0 .,”..,....dJ...p...ﬁﬁ.h:, Hhhh..??.J..,}Rgl...L,%%%.Il...,.
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 o 620 640 6.60 680
5000 m/z 66.00 26.31%
78
31 3 ?1
OF b T e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R ./h R aAmmerny
132 6.20 6.40 6.60 6.80
m/z 69.05 16.21%
117
5000
39 91
51 65
b e D Tlea | el sl
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117528.D

Aca On : 24 Oct 2019 23:19

Operator :© JU

Sample : K5497-15 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Trifluoroacetoxy hexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.74 4.35 ng 73894 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxyvy hexadecane 338 C18H33F302 006222-03-3 91
2 11-Tricosene 322 C23H46 052078-56-5 91
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 91
4 n-Nonadecanol-1 284 C19H400 001454-84-8 91
5 Dichloroacetic acid, tridecyl ester 310 C15H28CI1202 1000280-48-3 91
Abundance Scan 1981 (13.739 min): BF117528.D (-1977) (-) m/z 69.10 100.00%
43
5000
13.40 13.60 13.80 14.00
Obrrrprrre e m/z 57.05 75.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57
4 97
5000 A SRR PR S
13.40 13,60 13.80 14.00
125 m/z 83.05 68.50%
oL15 |l 154 180196 224 o571 269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #163017: 11-Tricosene
43
13.40 13.60 13.80 14.00
5000 83 m/z 97.05 66.34%
} 111
o | 140 168 196 224243 266 204 322
m/z--> i&&%@mmmmmmmmmmm
Abundance #164113: Trifluoroacetic acid, pentadecy! ester e
57 13.40 13.60 13.80 14.00
83 m/z 55.05 65.85%
4
5000
ol 140 166182 210 937255 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF102419\
Data File : BF117528.D

Acq On : 24 Oct 2019 23:19

Operator : JU

Sample - K5497-15 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819_.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 .51 6.51 30.3 ng 458878 1 6.73 303233 20.0
Trifluoroacetoxy ... 13.74 4.3 ng 73894 5 13.90 339575 20.0
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