LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103497.D

Aca On > 7 Mar 2018 13:35

Operator : SJ/JU

Sample : PB107108BL

Misc :

ALS Vial : 8 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-BF022218.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 5.116 512 515 526 rBV 53854 88273 2.29% 0.298%
2 5.498 576 580 607 rBY 2637333 3649625 94.88% 12.337%
3 6.504 747 751 769 rBVY 2639792 3631397 94.40% 12.275%
4 6.634 769 773 796 rVB 2938425 3523084 91.59% 11.909%
5 6.863 809 812 826 rBV 705729 766386 19.92% 2.591%

7.016 834 838 865 rvB 2359139 2699308 70.17% 9.125%
7.434 904 909 941 rBV 1804172 2494211 64.84% 8.431%
8.151 1026 1031 1049 rBvV 756963 1188017 30.88% 4.016%
9.222 1208 1213 1229 rBV 3414864 3846664 100.00% 13.003%
9.910 1325 1330 1343 rBvV 936337 1173542 30.51% 3.967%

=
QO ~NO®

11 10.704 1461 1465 1481 rBV 1424570 1793851 46.63% 6.064%
12 11.404 1580 1584 1600 rBV 791819 1003530 26.09% 3.392%
13 12.986 1848 1853 1863 rBV 2553520 2577205 67.00% 8.712%
14 14.057 2031 2035 2045 rBvV 524401 626476 16.29% 2.118%
15 15.568 2287 2292 2304 rVB 319236 521386 13.55% 1.762%

Sum of corrected areas: 29582955
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF030718\

BF103497.D

7 Mar 2018 13:35

SJ/JuU

PB107108BL

8 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF022218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103497.D

Aca On : 7 Mar 2018 13:35

Operator : SJ/JU

Sample : PB107108BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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.

5.12 2.30 ng 88273 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-0Octanol 130 C8H180 000589-98-0 28
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 3-Hexanol 102 C6H140 000623-37-0 28
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 25

Abundance Scan 516 (5.122 min): BF103497.D (-512) (-) m/z 43.00 100.00%
43
59
5000
1 480 500 520 540
83 : : : :
o0l &8 | 7y s0.00 %8 18W
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR AR RARAS R
59 480 500 520 540
m/z 101.00 17.91%
o 25 31 37 | 83 g3 01
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
A
480 500 520 540
5000 M 83 m/z 58.00  17.40%
31
101
53 69 112
G R RS RN RS RS RS RS LS AR SR RLN SRS
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- N e ERBARE AR
59 480 500 520 5.40
m/z 41.00 8.18%
5000 41
31
H T
0..,.%?.,..;M,....“lt..,??Hki....h....,....,...gﬁ....,...., AR SRS LR LR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030718\
Data File : BF103497.D

Aca On : 7 Mar 2018 13:35

Operator : SJ/JU

Sample : PB107108BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknown6.63 Concentration Rank 1

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

6.63 91.94 ng 3523080 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 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 772 (6.628 min): BF103497.D (-769) (-) m/z 132.00 100.00%
132
5000 68 1
40 85 o ‘| o 9|6 104 e 6.20 6.40 6.60 6.80 7.00
0....,...!I'!..:,!...,:!.'.,..'..,....,....,.'!..,....,....,'...,.. m/z 67.95 46.72%
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
6.20 6.40 6.60 6.80 7.00
2 78 m/z 66.00 31.43%
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
6.20 6.40 6.60 6.80 7.00
5000 m/z 134.00 31.08%
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
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132 6.20 6.40 6.60 6.80 7.00
m/z 69.00 18.11%
5000 67
41 97
‘ 53 . 117
o aall | eyl P e | 103110 | 104
m/z--> 30 40 50 60 70 8|0 9'0 100 110 12'0 130 140 6.0 640 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030718\
Data File : BF103497.D

Acq On : 7 Mar 2018 13:35

Operator : SJ/JU

Sample : PB107108BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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... 5.12 2.3 ng 88273 1 6.86 766386 20.0
unknown6 .63 6.63 91.9 ng 3523080 1 6.86 766386 20.0
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