LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\
Data File : BF098319.D

Aca On > 7 Sep 2017 17:49

Operator : SJ/JU

Sample : 15066-05

Misc :

ALS Vial : 7 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-BF081517.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 4.869 470 473 485 rVB 64028 85330 2.66% 0.378%
2 5.293 541 545 548 rBVY 2043386 1954184 60.94% 8.659%
3 6.328 717 721 733 rBV 1472419 1436769 44.81% 6.366%
4 6.463 739 744 747 rBV 2628793 2742811 85.53% 12.153%
5 6.622 767 771 778 rVB2 50364 48779 1.52% 0.216%
6 6.687 778 782 786 rBV 866561 683214 21.31% 3.027%
7 6.845 804 809 812 rBVY 2477767 2254752 70.31% 9.990%
8 7.257 872 879 882 rBVY 1935057 1937318 60.41% 8.584%
9 7.969 996 1000 1004 rBV 991068 894400 27.89% 3.963%
10 9.051 1179 1184 1187 rBV 3373955 3206704 100.00% 14.208%
11 9.445 1246 1251 1254 rBV 74054 62947 1.96% 0.279%
12 9.722 1294 1298 1302 rVB2 1011998 893366 27.86% 3.958%
13 10.145 1366 1370 1375 rBvV2 28542 32154 1.00% 0.142%
14 10.516 1428 1433 1436 rBY 1725014 1670283 52.09% 7.401%
15 10.569 1439 1442 1450 rVvVv 52913 61271 1.91% 0.271%
16 10.633 1450 1453 1462 rVB2 24360 44320 1.38% 0.196%

17 11.204 1546 1550 1554 rBV 889208 791589 24 .69% 3.507%
18 12.792 1815 1820 1824 rBV 2400666 2433202 75.88% 10.781%
19 13.692 1970 1973 1980 rVB3 38575 41095 1.28% 0.182%
20 13.839 1994 1998 2002 rBV 818843 712223 22.21% 3.156%

21 15.251 2233 2238 2242 rBV 482875 582644 18.17% 2.582%

Sum of corrected areas: 22569355
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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

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF090717\

BF098319.D

7 Sep 2017 17:49

SJ/Ju

15066-05

7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\
Data File : BF098319.D

Aca On : 7 Sep 2017 17:49

Operator : SJ/JU

Sample : 15066-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4._.87 2.50 ng 85330 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 9
4 3-Octanol 130 C8H180 000589-98-0 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 473 (4.869 min): BF098319.D (-470) (-) m/z 42.95 100.00%
43.0
59.1
5000
101.1 lllllllllllllllllllllll\ll
83.0 4.60 4.80 5.00 5.20
o)A 4 RSBSOSt NP S m/z 59.10 56.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L UL
59.0 460 480 500 520
0
150 a0 1010 m/z 101.10 20.38%
‘ 1 ‘. L ‘\ Il 83'0 Il
G S R A LS RS RN RS RS LSS SRR SRR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0
" 460 480 500 520
5000 m/z 58.00 16.47%
27.0 55.0
150 10 830 980
G S R A S I RN RS LS LSS SRR SRR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8376: 2-Pentanol, 2,4-dimethyl- i N R
59.0 4.60 4.80 5.00 5.20
m/z 41.00 9.01%
5000
43.0
27.0
e M A PR - . O o -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\
Data File : BF098319.D

Aca On : 7 Sep 2017 17:49

Operator : SJ/JU

Sample : 15066-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 2 unknown6.46 Concentration Rank 1

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

6.46 80.29 ng 2742810 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 743 (6.457 min): BF098319.D (-739) (-) m/z 132.10 100.00%
13%.1
5000 68.1
40.1 ‘ sed 620 6.40 6.60 6.80
54.0 : : : :
o....,....|'!...,.-:..,::.'.|,..7.53,0....,..I.,%??.?....,...., | M/Z 68.10 47.40%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IR B LR AR A
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.50%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80
5000 m/z 66.10 28.25%
63.0 81.0
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal T A e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.61%
5000 67.0
41.0 97.0
‘ 20.0 117.0
0”'%'”jPM”””“W“LlPme”'W'M'quo”'ﬁ'”'”t” T UL SR AR LR
m/z--> 30 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090717\
Data File : BF098319.D

Acq On : 7 Sep 2017 17:49

Operator : SJ/JU

Sample - 15066-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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]
2-Pentanone, 4-hy... 4.87 2.5 ng 85330 1 6.69 683214 20.0
unknown6 .46 6.46 80.3 ng 2742810 1 6.69 683214 20.0
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