LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117600.D

Aca On : 29 Oct 2019 19:25

Operator :© JU

Sample : K5498-01 2X

Misc :

ALS Vial : 23 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 F\METHODS\8270-BF101819.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 5.387 558 561 576 rBV2 12838 35081 12.99% 1.959%
2 6.416 733 736 745 rBV 16574 38463 14.24% 2.148%
3 6.522 751 754 763 rBV 34268 54210 20.07% 3.027%
4 6.728 786 789 801 rBV 208816 211792 78.39% 11.825%
5 6.804 801 802 809 rVB2 2088 2851 1.06% 0.159%
6 6.887 812 816 826 rBV 41573 47955 17.75% 2.677%
7 7.316 886 889 902 rBV3 9146 23799 8.81% 1.329%
8 8.010 1004 1007 1024 rBV 227407 269279 99.67% 15.035%
9 9.086 1187 1190 1200 rBV 40430 50591 18.73% 2.825%
10 9.763 1301 1305 1322 rBB 259854 270163 100.00% 15.084%
11 10.569 1439 1442 1450 rBB 11870 15564 5.76% 0.869%
12 11.251 1554 1558 1568 rBvV 228247 240010 88.84% 13.401%
13 11.786 1646 1649 1654 rVB3 2875 3813 1.41% 0.213%
14 12.327 1736 1741 1743 rBvV2 2196 3886 1.44% 0.217%
15 12.451 1755 1762 1763 rBV6 2752 5532 2.05% 0.309%
16 12.592 1782 1786 1787 rBvV3 2577 3227 1.19% 0.180%
17 12.604 1787 1788 1795 rvv8 3521 6119 2.26% 0.342%
18 12.704 1802 1805 1808 rVB4 2253 2731 1.01% 0.152%
19 12.827 1823 1826 1832 rBvV 59411 53274 19.72% 2.974%
20 12.939 1844 1845 1851 rBV6 2427 3974 1.47% 0.222%
21 13.157 1878 1882 1883 rBVv4 6130 7456 2.76% 0.416%
22 13.263 1898 1900 1904 rVB5 5498 7135 2.64% 0.398%
23 13.392 1920 1922 1923 rBV2 3927 2736 1.01% 0.153%
24 13.433 1927 1929 1934 rVB6 4656 5834 2.16% 0.326%
25 13.745 1980 1982 1988 rVB6 6600 9411 3.48% 0.525%
26 13.821 1993 1995 1997 rBV3 5187 3654 1.35% 0.204%

27 13.892 2004 2007 2014 rBV 208103 229098 84.80% 12.791%
28 15.327 2248 2251 2260 rVB 126651 173036 64.05% 9.661%
29 17.362 2595 2597 2599 rBV2 9672 10375 3.84% 0.579%

Sum of corrected areas: 1791049
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Data Path
Data File

Aca On
Operator
Sample
Misc
ALS Vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
BF117600.D
29 Oct 2019 19:25

Ju

K5498-01 2X

23 Sample Multiplier: 1

= C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117600.D

Aca On : 29 Oct 2019 19:25

Operator :© JU

Sample : K5498-01 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 unknown6.52 Concentration Rank 1

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

6.52 5.12 ng 54210 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 43
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 754 (6.522 min): BF117600.D (-751) (-) m/z 132.00 100.00%
132
5000 68
96 AR SRR SRR AR
4 5 | 75 103 6.20 6.40 6.60 6.80
ol Hl ::.'.,....,....,....,.':..,....,...., | m/z 68.10 45.00%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 S ERARSE RS UARSERRARE
6.20 6.40 6.60 6.80
m/z 134.00 32.64%
|| |‘ 89 ¢7103
0|||||||||||” I||I|| || o IIII!!Illlll|I”IIII|!|”|I1I1I5I|””| R
m/z--> 30 50 90 100 110 120 130 140
Abundance #14144. 5 FIuoro 2-chloropyrimidine
132
BN ASEEE RRSE RRARE
6.20 6.40 6.60 6.80
5000 m/z 66.00 24 .16%
33 1 g7 105
o | s %0 7 P s
m/z--> 30 40 55 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal T ,n. R REERE
132 6.20 6.40 6.60 6.80
m/z 69.00 18.32%
5000 67
41 97
‘ 53 117
s llar | 1)) 73 80 | 103110 | 120
m/z--> 30 4'0 5'0 60 7'0 80 9'0 100 110 150 130 140 6.20 640 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF102919\
Data File : BF117600.D

Acq On : 29 Oct 2019 19:25

Operator : JU

Sample - K5498-01 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819_.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]

unknown6 .52 6.52 5.1 ng 54210 1 6.73 211792 20.0
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