LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG110217\
Data File : BG030680.D

Aca On > 3 Nov 2017 2:17

Operator : SJ/JU

Sample : 16280-02

Misc :

ALS Vial : 18 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-BG101617.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 5.233 325 331 338 rBV 164613 255908 5.03% 1.049%
2 5.709 405 412 425 rBV 979430 1579126 31.06% 6.474%
3 7.307 676 684 698 rBY 1003046 1804537 35.49% 7.399%
4 7.683 740 748 757 rBV 978990 1707158 33.58% 6.999%
5 8.153 819 828 837 rBV 196314 334261 6.57% 1.370%

8.482 876 884 892 rVB 717918 1285162 25.28% 5.269%
9.316 1017 1026 1038 rBV 592544 1061671 20.88% 4 _.353%
10.967 1299 1307 1318 rBV 281563 517405 10.18% 2.121%
13.394 1713 1720 1732 rBV 1951835 3011257 59.23% 12.346%
14.216 1853 1860 1867 rBV 49211 80623 1.59% 0.331%

=
QO ~NO®

11 14.769 1947 1954 1965 rBvV2 512514 851278 16.74% 3.490%
12 16.249 2199 2206 2221 rBV 1620374 2569107 50.53% 10.533%
13 17.507 2413 2420 2430 rBV2 739425 1143605 22.49% 4._.689%
14 18.376 2563 2568 2576 rBV3 30003 53060 1.04% 0.218%
15 20.098 2855 2861 2869 rBV 3769951 5084292 100.00% 20.846%

16 21.396 3077 3082 3091 rBV3 60691 142103 2.79% 0.583%
17 21.778 3140 3147 3160 rBV 851432 1434911 28.22% 5.883%
18 25.080 3697 3709 3721 rBV2 489779 1474669 29.00% 6.046%

Sum of corrected areas: 24390133
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG110217\
Data File : BG030680.D

Aca On > 3 Nov 2017 2:17

Operator : SJ/JU

Sample : 16280-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.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: BG030680.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG110217\
Data File : BG030680.D

Aca On > 3 Nov 2017 2:17

Operator : SJ/JU

Sample : 16280-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.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.

5.23 15.31 ng 255908 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
3 Acetone 58 C3H60 000067-64-1 10
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 331 (5.233 min): BG030680.D (-325) (-) m/z 43.00 100.00%
43.0
59.0
5000
10 480 500 520 5.40 560
...,....,....,....,....','::..,..~:!,....??:9.??:9.,...:,|...., m/z 59.00 61.02%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RIS LS UL UL I
59.0 480 500 520 540 5.60
m/z 101.00 19.38%
\?]‘"0 L1 L 83.0 10:‘I"0
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance
59.0
410 480 500 520 5.40 560
5000 m/z 58.00 15.69%
86.0
50.0 69.0 101.0
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #214: Acetone
43.0 480 5.00 520 5.40 5.60
m/z 41.10 8.96%
5000
15.0
58.0
27.0
”'?R"Pw'W"m”'”'uh"P"W"”I'”'I”"P"W"”I
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG110217\
Data File : BG030680.D

Aca On > 3 Nov 2017 2:17

Operator : SJ/JU

Sample : 16280-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.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 unknown7.68 Concentration Rank 1

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

7.68 102.15 ng 1707160 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 748 (7.683 min): BG030680.D (-740) (-) m/z 132.00 100.00%
132.0
96.0 SRS RAREE SERS S
40.0 540 7.40 7.60 7.80 8.00
0.0 1150 158.7 m/z 68.00 39.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A
7.40 7.60 7.80 8.00
310 5L0 m/z 134.00 33.18%
“P“W““A“MJ“M“W“JP“W““V“W“LV“'““l“ﬂ““r“u““

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance

132.0

7.40 7.60 7.80 8.00
5000 67.0 m/z 66.00 25.71%

41.0 53.0 97.0
79.0

117.0

mﬁwwmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #14491: 5-Aminoindole R e

132.0 7.40 7.60 7.80 8.00

m/z 69.10 16.03%
5000
104.0
66.0
14.0 27.0 39.0 51.0 79.0 | 116.0

SRR e e e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG110217\
Data File : BG030680.D

Acq On > 3 Nov 2017 2:17

Operator : SJ/JU

Sample - 16280-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG101617 .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... 5.23 15.3 ng 255908 1 8.15 334261 20.0
unknown7 .68 7.68 102.2 ng 1707160 1 8.15 334261 20.0
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