LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102317\
Data File : BG029403.D

Aca On : 23 Oct 2017 17:33

Operator : SJ/JU

Sample : PB103551BL

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:\HPCHEM1\BNA G\METHODS\8270-BG101617.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 5.239 326 332 340 rBV 136652 202359 4.92% 1.051%
2 5.715 406 413 426 rBV 789845 1248060 30.35% 6.480%
3 7.319 677 686 701 rBV 760535 1336826 32.51% 6.940%
4 7.695 742 750 761 rBV 772364 1311166 31.89% 6.807%
5 8.165 822 830 837 rVB 187649 321472 7.82% 1.669%

8.488 878 885 893 rBvV 574707 997662 24.26% 5.180%
9.328 1020 1028 1039 rBvV 430750 766774 18.65% 3.981%
10.979 1302 1309 1319 rVB 262400 470692 11.45% 2.444%
13.406 1715 1722 1730 rBV 1312085 2111458 51.35% 10.962%
14.780 1950 1956 1965 rBV3 446359 722100 17.56% 3.749%

=
QO ~NO®

11 16.261 2201 2208 2228 rBV 1246116 1938116 47.13% 10.062%
12 17.518 2415 2422 2429 rBvV2 708205 1073833 26.11% 5.575%
13 20.110 2857 2863 2873 rBV 3127898 4112040 100.00% 21.349%
14 21.790 3142 3149 3163 rBvV2 777785 1339148 32.57% 6.953%
15 25.092 3700 3711 3727 rBV 440427 1309560 31.85% 6.799%

Sum of corrected areas: 19261266
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102317\
Data File : BG029403.D

Aca On : 23 Oct 2017 17:33

Operator : SJ/JU

Sample : PB103551BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG101617.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: BG029403.D
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Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 12.50
Abundance TIC: BG029403.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: BG029403.D
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2500000
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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:\HPCHEM1\BNA G\DATA\BG102317\
Data File : BG029403.D

Aca On : 23 Oct 2017 17:33

Operator : SJ/JU

Sample : PB103551BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.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.

5.24 12.59 ng 202359 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 3-Pentanol. 2-methvl- 102 C6H140 000565-67-3 40
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 37
4 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 332 (5.239 min): BG029403.D (-326) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 IR AR SRR AR R
| | 83.0 | 5.00 5.20 5.40 5.60
et e e e e e e m/z 59.00 54_.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 N L UL UL I
59.0 500 520 540 5.60
0
150 4, 1010 m/z 101.00 16.89%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
500 520 540 5.60
5000 73.0 m/z 58.00 15.14%
810 439
85.0 101.0
Wmmmmmw
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
54.0 5.00 5.20 5.40 5.60
m/z 41.00 9.62%
5000 41.0
e e T30 1260 1ap0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102317\
Data File : BG029403.D

Aca On : 23 Oct 2017 17:33

Operator : SJ/JU

Sample : PB103551BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.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 unknown7.69 Concentration Rank 1

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

7.69 81.57 ng 1311170 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 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 749 (7.689 min): BG029403.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.0
U UL L L R
400 540 ‘ 9.0 7.40 7.60 7.80 8.00
bbbl J80 80 M h7z 68.00  41.47%
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 A AR S AR AR
7.40 7.60 7.80 8.00
310 510 m/z 134.00 32.20%
'”'ﬂ'MIJ'WH”'P'JI”?EQ”'P'”I”'W'”'P'”I“” T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
740 7.60 7.80 8.00
5000 67.0 m/z 66.00 29.27%
41.0 97.0
53.0
79.0 117.0
107.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R B
132.0 7.40 7.60 7.80 8.00
m/z 69.00 16.42%
5000
33.0 44.0 00 105.0
miz--> T % e'o 588 18 1o 130 1o 1o 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG102317\
Data File : BG029403.D

Acq On : 23 Oct 2017 17:33

Operator : SJ/JU

Sample : PB103551BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG101617 .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... 5.24 12.6 ng 202359 1 8.16 321472 20.0
unknown? .69 7.69 81.6 ng 1311170 1 8.16 321472 20.0
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