LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037547.D

Aca On = 25 Oct 2018 16:20

Operator : JU/SJ

Sample : PB114142BL

Misc :

ALS Vial : 5 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 G\METHODS\8270-BG101818.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

5.180 317 322 330 rvVB2 33873 58130 1.72% 0.337%
5.644 394 401 412 rBV 782470 1292467 38.28% 7.483%
rBv 829469 1457517 43.17% 8.438%
7.630 731 739 748 rBV 757893 1339578 39.68% 7.756%
8.106 812 820 828 rBV 160571 285856 8.47% 1.655%
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8.429 867 875 888 rvB 533134 978298 28.98% 5.664%
9.281 1012 1020 1033 rBV 463912 863076 25.56% 4._.997%
10.926 1292 1300 1309 rVB 236353 438529 12.99% 2.539%
13.358 1706 1714 1726 rBV 1375250 2197512 65.09% 12.723%
14.739 1941 1949 1963 rBV2 405000 691415 20.48% 4._.003%

=
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11 16.220 2193 2201 2221 rBV 962101 1558129 46.15% 9.021%
12 17.483 2408 2416 2427 rBV 593957 900732 26.68% 5.215%

13 19.751 2797 2802 2807 rBV 56381 67425 2.00% 0.390%
14 20.080 2852 2858 2867 rBV 2531968 3376211 100.00% 19.547%
15 20.791 2975 2979 2983 rBV2 39369 48707 1.44% 0.282%

16 21.766 3138 3145 3159 rBV 516699 949576 28.13% 5.498%
17 25.098 3701 3712 3727 rBV 221460 769146 22.78% 4._.453%

Sum of corrected areas: 17272304
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG102518\
Data File : BG037547.D

Aca On - 25 Oct 2018 16:20

Operator : JU/SJ

Sample - PB114142BL

Misc :

ALS Vvial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG101818.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: BG037547.D
2500000

2000000

1500000

1000000
5.64 725 763

8.43
500000 9.28
811 10.93
5.18
O A e e e e e e e e e e e ey

Time--> 3.50 4.00 4.50 500 550 600 650 7.00 750 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 12.50

Abundance TIC: BG037547.D
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Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG037547.D
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037547.D

Aca On : 25 Oct 2018 16:20

Operator : JU/SJ

Sample : PB114142BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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.

5.18 4_.07 ng 58130 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
5 Ethyl ether 74 C4H100 000060-29-7 9

Abundance Scan 322 (5.180 min): BG037547.D (-317) (-) m/z 43.00 100.00%
43
59
5000
| o “l’l 480 500 520 540 560
o BEMSMY 1} SUSO 1| PEB. .  E m/z 59.00 57.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR A IS I
59 480 5.00 520 540 5.60
m/z 58.00 21.69%
15 31 101
| ol 91 .| 83 ,
) R S SR AN AR AR RAREA RARAN AARAN AARA SALRS SRS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59
480 500 520 540 560
5000 m/z 101.00 15.28%
41
0 [l 1 | \‘ | Al 73 86 ‘
R I IR SRS UL LI I I UL RIS SN LRSS B SRS BARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e EEALEE TS B
59 480 5.00 520 5.40 5.60
m/z 41.00 8.96%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 4'0 5'0 6|0 70 80 90 100 110 120 150 140 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037547.D

Aca On : 25 Oct 2018 16:20

Operator : JU/SJ

Sample : PB114142BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 unknown7.63 Concentration Rank 1

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

7.63 93.72 ng 1339580 1,4-Dichlorobenzene-d4 8.11
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 (BE)-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 739 (7.630 min): BG037547.D (-731) (-) m/z 131.90 100.00%
132
5000 68
40 4 54 | 75 103 720 7.40 7.60 7.80 8.00
48
0....,...:I'!..:,!!..?h.'.',..':'.,..E.;?,..!.,.'!..,.1.1.5.,....,'...,.. m/z 68.00 42.26%
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 R IR I R
7.20 7.40 7.60 7.80 8.00
2 78 m/z 133.90 32 .44%
38 44
OH'WL“ww!“JL'w'“!V'“l“'w'“'w'“ ASSRASS BERB RN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
720 7.40 7.60 7.80 8.00
5000 m/z 66.00 27 .49%
33 44 g7 105
0 \5\:!-‘ 6\9 7‘0 7\? 86 ‘\ 115 |
miz--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal Bl ma s R
132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 17.01%
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 12'0 130 140 720 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG102518\
Data File : BG037547.D

Acq On : 25 Oct 2018 16:20

Operator : JU/SJ

Sample : PB114142BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_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]
2-Pentanone, 4-hy... 5.18 4.1 ng 58130 1 8.11 285856 20.0
unknown7 .63 7.63 93.7 ng 1339580 1 8.11 285856 20.0
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