LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107803.D

Aca On : 30 Jul 2018 16:46

Operator : JU/SJ

Sample : PB111574BL

Misc :

ALS Vial : 4 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-BF073018.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 5.201 483 487 498 rBV 473191 651808 14.00% 1.780%
2 5.601 551 555 582 rBVY 2362077 3416233 73.37% 9.331%
3 6.601 721 725 744 rBVY 2225698 3710861 79.70% 10.136%
4 6.736 744 748 771 rVB 2914579 4019542 86.33% 10.979%
5 6.960 783 786 808 rVB 674443 1039853 22.33% 2.840%

7.113 808 812 835 rVB 2796843 3085579 66.27% 8.428%
7.525 878 882 916 rBV 1198322 2120438 45.54% 5.792%
8.242 1000 1004 1028 rBV 815905 1184591 25.44% 3.236%
3373193 4165403 89.46% 11.377%
10.001 1298 1303 1323 rBV 1137671 1357086 29.15% 3.707%
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11 10.795 1434 1438 1468 rBV 2137136 2838070 60.95% 7.752%
12 11.495 1553 1557 1580 rBV 1214901 1563817 33.59% 4.271%
13 13.077 1822 1826 1840 rBV 3932470 4656116 100.00% 12.718%
14 14.148 2004 2008 2024 rBV 1076180 1439381 30.91% 3.932%

15 15.248 2191 2195 2204 rVB 37891 54319 1.17% 0.148%

16 15.677 2259 2268 2281 rBVY 584118 1176311 25.26% 3.213%

17 16.106 2337 2341 2347 rVB2 43297 65632 1.41% 0.179%

18 16.642 2427 2432 2438 rVB4 37946 66173 1.42% 0.181%
Sum of corrected areas: 36611213
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA F\DATA\BF073018\

BF107803.D

30 Jul 2018 16:46

JussJ

PB111574BL

4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF073018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107803.D

Aca On : 30 Jul 2018 16:46

Operator : JU/SJ

Sample : PB111574BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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.

5.20 12.54 ng 651808 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 3-Octanol 130 C8H180 000589-98-0 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33

Abundance Scan 487 (5.201 min): BF107803.D (-483) (-) m/z 43.00 100.00%
43.0
59.0
5000
1o 480 500 520 540 5.60
83.0
0..“...“...“..JM:.?ﬁq.I“...“...“...“...i...“ m/z 59.00 65.31%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R LS UL I
59.0 480 500 520 540 5.60
m/z 101.10 17.63%
3L0 | 83.0 0301010
O o . e e e B T L e
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
480 500 520 540 5.60
5000 m/z 58.00 17.24%
410 101.0
I S S S A N N P
Abundance #8404 Propane 2- methyl 2- (l methylethoxy) LI e D
59.0 480 500 520 540 5.60
m/z 41.00 8.96%
5000
41.0
29.0 101.0
0 o 1l].s00 [] 730 860 |
L UL SU LI SULELEL SRR SRR UL UL SURBLELS SURILELE I B

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107803.D

Aca On : 30 Jul 2018 16:46

Operator : JU/SJ

Sample : PB111574BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 unknown6.74 Concentration Rank 1

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

6.74 77.31 ng 4019540 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 749 (6.742 min): BF107803.D (-744) (-) m/z 131.95 100.00%
131.9
5000 /\\
68.0
96.0 PUASERESAANESAALESAARLE
40.0 54.0 6.40 6.60 6.80 7.00
bt '|-|.'.?3.1. Ay 2150 J S — m/z 68.00 34.87%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LRSS SRR AR

6.40 6.60 6.80 7.00
m/z 134.00 32.90%

310 510

o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
T e
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 24.04%
41.0 97.0
‘ ‘ 117.0
ob— H SLO“‘“F ...ju..”.,..”,....,...
m/z--> 100 120 140 160 180
Abundance #52379. Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00

m/z 96.00 13.03%

74.0
116.0
5000 98.0 /L
o A ‘L ! 158.0 189.0

m/z--> 40 60 80 100 120 140 160 180 6.40 6. 60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF073018\
Data File : BF107803.D

Acq On : 30 Jul 2018 16:46

Operator : JU/SJ

Sample : PB111574BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073018_-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... 5.20 12.5 ng 651808 1 6.96 1039850 20.0
unknown6 .74 6.74 77.3 ng 4019540 1 6.96 1039850 20.0
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