LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080417\
Data File : BF097363.D

Aca On > 4 Aug 2017 18:42

Operator : SJ/JU

Sample : PB101182BL

Misc :

ALS Vial : 13 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-BF072517.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 4.581 471 475 497 rBV 269706 470527 17.38% 2.212%
2 5.039 550 553 571 rBVY 1712991 2006612 74.12% 9.435%
3 6.104 731 734 748 rBVY 1808220 1987729 73.42% 9.346%
4 6.210 748 752 764 rVB 2017543 1942220 71.74% 9.132%
5 6.439 787 791 802 rVB 524262 556740 20.56% 2.618%

6.592 813 817 827 rBV 2112373 2007313 74.15% 9.438%
7.010 883 888 907 rBV 1818467 1960522 72.42% 9.218%
7.722 1005 1009 1020 rBV 814628 823030 30.40% 3.870%
2364990 2707271 100.00% 12.729%
9.457 1300 1304 1315 rBV 798303 810976 29.96% 3.813%
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11 10.245 1434 1438 1453 rBV 1194410 1168890 43.18% 5.496%
12 10.933 1551 1555 1564 rBV 838668 774650 28.61% 3.642%
13 12.515 1819 1824 1827 rBV 2389091 2506196 92.57% 11.784%
14 13.551 1996 2000 2009 rVB 827390 795407 29.38% 3.740%

15 14.045 2080 2084 2092 rVB7 20561 41208 1.52% 0.194%
16 14.156 2096 2103 2107 rBv4 23513 48584 1.79% 0.228%
17 14.339 2131 2134 2140 rBvV3 21444 33524 1.24% 0.158%
18 14.398 2141 2144 2147 rVV 57887 50382 1.86% 0.237%
19 14.886 2224 2227 2232 rBV 441112 510125 18.84% 2.399%
20 15.156 2270 2273 2282 rVB6 22030 37874 1.40% 0.178%
21 15.674 2354 2361 2365 rVB5 16951 28213 1.04% 0.133%
Sum of corrected areas: 21267993
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080417\
Data File : BF097363.D

Aca On : 4 Aug 2017 18:42

Operator : SJ/JU

Sample : PB101182BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF072517 .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: BF097363.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080417\
Data File : BF097363.D

Aca On : 4 Aug 2017 18:42

Operator : SJ/JU

Sample : PB101182BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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.

4.58 16.90 ng 470527 1,4-Dichlorobenzene-d4 6.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-methvl-2-(l-methvleth... 116 C7H160 017348-59-3 42
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 475 (4.581 min): BF097363.D (-471) (-) m/z 43.00 100.00%
43.0
5000 59.0
| mo 355 4k 450 480 50
ot e m/z 59.00 51.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
5000
410 420 4.40 4.60 4.80 5.00
290 101.0 m/z 58.00 14 .23%
o o 1].800 || 730 86.0 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
420 4.40 4.60 480 500
5000 5.0 m/z 101.10 14.13%
15.0 101.0
31.0 83.0
e S S S SULIULS SURIIL IS IULILS IULI LS LI LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- A R e
54.0 420 4.40 4.60 4.80 5.00
m/z 41.00 8.65%
5000 41.0
31.0
69.0 87.0
0 15.0 ““ ‘ \‘ SOQ“‘ . 98.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080417\
Data File : BF097363.D

Aca On : 4 Aug 2017 18:42

Operator : SJ/JU

Sample : PB101182BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknown6.21 Concentration Rank 2

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

6.21 69.77 ng 1942220 1,4-Dichlorobenzene-d4 6.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 752 (6.210 min): BF097363.D (-748) (-) m/z 132.00 100.00%
132.0
5000 68.1
[rrrrrrrrTr T T T T T T
400 540 | 96.0 580 6.00 6.20 6.40 6.60
o..,....,....,...:,“.'..:,'.!..,::.-.|,..'..,E?f‘:?,..!.,.’fPZ-,O....,....,"...,.. m/z 68.10 41.19%
m/z--> 10 20 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 N
5000 RS L UL R
580 6.00 6.20 6.40 6.60
2.0 510 m/z 134.10 32.47%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
580 6.00 620 6.40 6.60
5000 67.0 m/z 65.95 26.50%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 % L
Abundance #14491: 5-Aminoindole LSS BLELLELE LN LN N
132.0 5.80 6.00 6.20 6.40 6.60
m/z 69.05 16.05%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 5.80 6.00 6.20 6.40 6.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080417\
Data File : BF097363.D

Acq On > 4 Aug 2017 18:42

Operator : SJ/JU

Sample : PB101182BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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... 4.58 16.9 ng 470527 1 6.44 556740 20.0
unknown6 .21 6.21 69.8 ng 1942220 1 6.44 556740 20.0
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