LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062317\
Data File : BG027636.D

Aca On : 23 Jun 2017 18:32

Operator : SJ/JU

Sample : PB100074BL

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-BG062117.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

5.642 292 298 306 rBV 42652 66885 3.10% 0.769%
6.088 366 374 388 rBV 374340 631335 29.23% 7.259%
rBv 356463 656076 30.38% 7.544%
8.039 697 706 714 rBV 358373 649161 30.06% 7.464%
8.503 779 785 792 rVB2 61164 108363 5.02% 1.246%
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8.832 833 841 849 rBB 251181 458240 21.22% 5.269%
9.666 975 983 996 rBV 204125 383335 17.75% 4.408%
11.323 1258 1265 1275 rVB 83996 158434 7.34% 1.822%
13.715 1664 1672 1682 rBV 590384 964140 44.64% 11.086%
15.089 1899 1906 1915 rBB2 137167 230207 10.66% 2.647%
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11 16.570 2151 2158 2168 rBV 630503 986662 45.69% 11.345%
12 17.833 2366 2373 2381 rBvV2 227074 363069 16.81% 4_.175%
13 20.413 2806 2812 2818 rBV 1629828 2159634 100.00% 24.833%
14 22.205 3108 3117 3125 rBV 246177 456421 21.13% 5.248%
15 25.842 3723 3736 3754 rBV3 122836 424762 19.67% 4 _.884%

Sum of corrected areas: 8696724
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062317\
Data File : BG027636.D

Aca On : 23 Jun 2017 18:32

Operator : SJ/JU

Sample : PB100074BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG062117 .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: BG027636.D
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Abundance TIC: BG027636.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062317\
Data File : BG027636.D

Aca On : 23 Jun 2017 18:32

Operator : SJ/JU

Sample : PB100074BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062117 .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.

5.64 12.34 ng 66885 1,4-Dichlorobenzene-d4 8.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 43
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 25

Abundance Scan 298 (5.642 min): BG027636.D (-292) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 R Ee R AN R
| 831 | 5.40 5.60 5.80 6.00
o T VN | . LSNPS NS m/z 59.10 64.57%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN U L IR L
5.40 5.60 5.80 6.00
59.0 m/z 101.00 20.68%
0 20 | a9y @0 g0 ™0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
" 540 560 580 6.00
5000 m/z 58.00 16.86%
101.0
15.0 58.0
0 28.0 69.0 84.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethy!| ester
43.0 540 5.60 5.80 6.00
m/z 41.00 10.22%
57.0
5000
20.0 101.0
0 180 | 1l 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110 540 560 580 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062317\
Data File : BG027636.D

Aca On : 23 Jun 2017 18:32

Operator : SJ/JU

Sample : PB100074BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062117 .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 unknown8.04 Concentration Rank 1

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

8.04 119.81 ng 649161 1,4-Dichlorobenzene-d4 8.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 35
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 706 (8.039 min): BG027636.D (-697) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 S RS R L UL
400 540 ‘| 84.9 | 780 8.00 8.0 8.40
) ST [ IS P U m/z 68.00 47.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 R LR I R I
69.0 7.80 8.00 8.20 8.40
39.0 57.0 m/z 66.00 32.93%
| ‘ 89.0 103.0
0'W'“W'“W'“jw“mﬁ““P'“P'“I““““mIM“WEQQ“'W"'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
780 800 820 8.40
5000 97.0 m/z 134.00 32.43%
70.0
31.0
. 44.0 86.0 116.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LI L L L B
132.0 7.80 8.00 8.20 8.40
m/z 69.00 22 .30%
5000
104.0
ol 140 270 300 510 080 77.0 g90 | 1150
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 780 8.00 8.20 8.0
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062317\
Data File : BG027636.D

Acq On : 23 Jun 2017 18:32

Operator : SJ/JU

Sample : PB100074BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062117 .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... 5.64 12.3 ng 66885 1 8.50 108363 20.0
unknown8.04 8.04 119.8 ng 649161 1 8.50 108363 20.0
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