LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050218\
Data File : BG034126.D

Aca On : 2 May 2018 21:24

Operator : SJ/JU

Sample : J2157-18

Misc :

ALS Vial : 9 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-BG050118.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

5.177 315 321 329 rBV 328956 494081 5.64% 1.294%
5.635 391 399 406 rBV 1703837 2647289 30.20% 6.933%
rBvV 1630239 2764529 31.54% 7.240%
7.598 726 733 741 rBV 1652388 2857643 32.60% 7.484%
8.074 806 814 821 rBv2 291358 503474 5.74% 1.319%
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8.397 860 869 876 rBV 1236714 2151609 24.55% 5.635%
9.231 1003 1011 1019 rVB 1094473 1951154 22.26% 5.110%
10.882 1284 1292 1299 rBV 363496 682972 7.79% 1.789%
13.338 1702 1710 1717 rBV 2679786 4215487 48.09% 11.040%
14.713 1936 1944 1952 rBV2 594835 992785 11.33% 2.600%

=
QO ~NO®

11 16.200 2188 2197 2206 rBV 2810357 4150065 47.35% 10.869%
12 17.469 2406 2413 2418 rBV 960470 1495766 17.06% 3.917%
13 19.695 2786 2792 2802 rVB 404460 595588 6.79% 1.560%
14 20.083 2852 2858 2864 rBV 6677833 8765491 100.00% 22.956%
15 20.829 2981 2985 2992 rVB2 65011 91978 1.05% 0.241%

16 21.758 3136 3143 3150 rVB2 1239716 1980579 22.60% 5.187%
17 25.042 3690 3702 3713 rBV2 642653 1843297 21.03% 4.827%

Sum of corrected areas: 38183787
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050218\
Data File : BG034126.D

Aca On : 2 May 2018 21:24

Operator : SJ/JU

Sample : J2157-18

Misc :

ALS vial : 9 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG050118.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: BG034126.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050218\
Data File : BG034126.D

Aca On > 2 May 2018 21:24

Operator : SJ/JU

Sample : J2157-18

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050118_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 19.63 ng 494081 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetone 58 C3H60 000067-64-1 10
3 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 321 (5.177 min): BG034126.D (-315) (-) m/z 43.10 100.00%
43
5000
e 4B0 500 520 540 550
kB 187 184 252 301 343 394 438 2% 'm/z 59.05 58.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
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m/z 101.10 19.85%
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m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
T e
480 5.00 5.20 5.40 5.60
5000 m/z 58.05 15.57%
15

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #4076: Morpholine, 4-methyl-
43 4.80 5.00 5.20 5.40 5.60
m/z 41.10 11.29%
5000
15 - 101
B LA L o B B B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050218\
Data File : BG034126.D

Aca On > 2 May 2018 21:24

Operator : SJ/JU

Sample : J2157-18

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050118_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 unknown7.60 Concentration Rank 1

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

7.60 113.52 ng 2857640 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
2 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 1H-Indenol 132 C9H80 056631-57-3 10

Abundance Scan 733 (7.598 min): BG034126.D (-726) (-) m/z 132.00 100.00%
132
68
5000
7.20 7.40 7.60 7.80 8.00
) .l,l. A 286 204 259 804 401 465500 m/z 68.10 65.84%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 P
7.20 7.40 7.60 7.80 8.00
105 m/z 66.10 48.87%
"'I‘ll""l""'l""l"" [rrrryrrrryTrTTr T T T T T T I T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132
720 7.40 7.60 7.80 8.00
5000 67 m/z 133.95 33.49%
103
A S e A D e
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- P e
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 31.73%
5000
69
39
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m/z--> 50 100 150 200 250 300 350 400 450 500 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050218\
Data File : BG034126.D

Acq On : 2 May 2018 21:24

Operator : SJ/JU

Sample - J2157-18

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050118_.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... 5.18 19.6 ng 494081 1 8.07 503474 20.0
unknown? .60 7.60 113.5 ng 2857640 1 8.07 503474 20.0
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