LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080618\

Data File : BG036162.D

Aca On : 7 Aug 2018 14:24 Instrument :
Operator : JU/SJ ?:II\:gﬁ(t;Sam ol
3?22'6 i J4332-05 0&n1&ﬂPgF{>B
ALS Vial : 35 Sample Multiplier: 2

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-BG071218 .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

5.609 390 395 402 rBV3 9299 23019 1.95% 0.408%
7.224 660 670 674 rBvV3 4579 12076 1.03% 0.214%
rBv4 25912 48268 4._.10% 0.855%
8.012 797 804 812 rBV 170875 308613 26.21% 5.465%
8.335 852 859 868 rBvV 53444 108512 9.21% 1.921%
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9.186 997 1004 1018 rBV2 26730 75401 6.40% 1.335%
10.814 1271 1281 1298 rBV 184558 407786 34.63% 7.221%
13.263 1691 1698 1712 rBVY 92207 211289 17.94% 3.741%
14.632 1925 1931 1944 rBV2 356437 647527 54.99% 11.466%
16.142 2183 2188 2199 rBV3 36860 86022 7.30% 1.523%
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11 17.381 2392 2399 2415 rBV2 546903 958927 81.43% 16.980%
12 19.984 2835 2842 2853 rBvV 268500 435250 36.96% 7.707%
13 21.640 3117 3124 3139 rBV 661600 1177588 100.00% 20.851%
14 23.097 3369 3372 3377 rVB6 8863 11975 1.02% 0.212%
15 24.830 3653 3667 3682 rBv2 353882 1135299 96.41% 20.102%

Sum of corrected areas: 5647552
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080618\
Data File : BG036162.D

Aca On > 7 Aug 2018 14:24

Operator : JU/SJ

Sample : J4332-05

Misc :

ALS Vial : 35 Sample Multiplier: 2

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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: BG036162.D
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Abundance TIC: BG036162.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: BG036162.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\HPCHEM1\BNA G\DATA\BG080618\
Data File : BG036162.D

Aca On > 7 Aug 2018 14:24

Operator : JU/SJ

Sample : J4332-05

Misc :

ALS Vial : 35 Sample Multiplier: 2

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 unknown7.55 Concentration Rank 2

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

7.55 3.13 ng 48268 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 37
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 30
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27

Abundance Scan 725 (7.547 min): BG036162.D (-721) (-) m/z 132.15 100.00%
13p.2
68.2
5000
‘“hl 520 ‘ | 780 97'2 7.20 7.40 7.60 7.80
0....,....','...'.,!!..,!!'.'.,....,....,....,.'!..,....,...., I m/z 68.15 56.34%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 A UL UL L
69.0 7.20 7.40 7.60 7.80
39.0 57.0 m/z 134.15 39.89%
| | ” 89.0 103.0
Ouuuuluuuulllll I||I|| ||”||”IIV?IO”” IIII ||”||1|1|5||0|||||| e EA
m/z--> 30 40 50 80 90 100 110 120 130 140
Abundance #14142. 3 Chloro-6-fluoro-pyrazine
132.0
A
69.0 104.0 720 7.40 7.60 7.80
5000 m/z 66.15 32.87%
31.0 51.0
T 790 ‘
e N RS RS RS RS LR AL SRR RS RS AR R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0 7.20 7.40 7.60 7.80
m/z 69.15 20.94%
5000
33.0 44.0 0.0 105.0
0""PL"I”"I'”§%?'”l"”29'”I"ﬂW'JJ'ﬁ%§9I”"I"”I"
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080618\
Data File : BG036162.D

Acq On : 7 Aug 2018 14:24

Operator : JU/SJ

Sample - J4332-05

Misc :

ALS Vial : 35 Sample Multiplier: 2

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_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]

unknown7 .55 7.55 3.1 ng 48268 1 8.01 308613 20.0
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