LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041618\

Data File : BG033830.D

Aca On - 17 Apr 2018 1:01 Instrument :
Operator : SJ/JU ?:II\:gﬁ(t;Sam ol
3?22'6 i J2391-06 Omml&DBéiPUS
ALS Vial : 21 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:\HPCHEM1I\BNA G\METHODS\8270-BG031918.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 3.470 26 31 44 rVB 44544 88469 2.29% 0.720%
2 6.308 506 514 525 rBVv4 33346 134291 3.47% 1.093%
3 8.030 796 807 812 rBV7Y 15115 59138 1.53% 0.481%
4 8.376 858 866 886 rBV2 117523 470167 12.16% 3.828%
5 8.858 941 948 964 rBV4 44145 162848 4.21% 1.326%

9.181 994 1003 1027 rBV 290356 799635 20.67% 6.511%
10.063 1144 1153 1172 rBV2 158587 612611 15.84% 4.988%
1427 1438 1454 rBV2 81406 256364 6.63% 2.087%
14.099 1833 1840 1861 rBV 850645 1874033 48.45% 15.258%
15.468 2067 2073 2086 rBvV2 218195 452695 11.70% 3.686%
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11 16.949 2318 2325 2343 rBvV 518042 1192072 30.82% 9.706%
12 17.084 2343 2348 2357 rVB6 17983 42159 1.09% 0.343%
13 18.206 2532 2539 2556 rBV2 323469 688196 17.79% 5.603%
14 20.721 2961 2967 2980 rBV 2551675 3868054 100.00% 31.493%
15 22.548 3271 3278 3293 rBV 385665 815764 21.09% 6.642%

16 26.320 3909 3920 3936 rVvB2 217978 765606 19.79% 6.234%

Sum of corrected areas: 12282102
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041618\

Data File : BG033830.D

Aca On - 17 Apr 2018 1:01

Operator : SJ/JU

ﬁ?ggle i J2391-06 041218-DBRI-F-U-S
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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: BG033830.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041618\

Data File : BG033830.D

Aca On - 17 Apr 2018 1:01

Operator : SJ/JU

ﬁ?ggle i J2391-06 041218-DBRI-F-U-S
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknown8.38 Concentration Rank 2

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

8.38 57.74 ng 470167 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 10
3 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 10
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9

Abundance Scan 867 (8.382 min): BG033830.D (-858) (-) m/z 132.00 100.00%
32
5000 68
40 96 VAR NARBE AR NS R
| 61 5o 104 8.00 8.20 8.40 8.60 8.80
o E— [ .:,l' AP WP S S U | N m/z 68.00 46.99%
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000
8.00 8.20 840 860 8.80
21 70 m/z 66.00 39.22%
. 4451 60 | 77 g5 | 105 116
miz--> T % 3 4 2 & 70 8 9 100 110 120 130 140
Abundance
132
8.00 8.20 840 860 8.80
5000 m/z 134.00 34.21%
69
57
9 e 13
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56 132 8.00 8.20 8.40 860 8.80
m/z 69.00 21.41%
5000
64
0 15 2\\7 34 42\ ! ‘ | 76 91 99 il
m/z--> 10 20 30 40 50 eb 75 éo 90 100 110 120 130 140 8.00 8.20 8.40 8.60 8.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041618\

Data File : BG033830.D

Acq On = 17 Apr 2018 1:01

Operator : SJ/JU

ﬁ?ggle i J2391-06 041218-DBRI-F-U-S
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_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]

unknown8.38 8.38 57.7 ng 470167 1 8.86 162848 20.0
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