LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121417\
Data File : BG031572.D

Aca On : 14 Dec 2017 23:33

Operator : SJ/JU

Sample - 16888-05

Misc :

ALS Vial : 13 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-BG121117.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

5.174 315 321 334 rBV 202086 331179 5.73% 1.230%
5.655 397 403 424 rBV 1084944 1909946 33.03% 7.091%
rBvV 1112024 2136894 36.96% 7.934%
7.630 732 739 755 rBV 1147064 2053819 35.52% 7.626%
8.100 812 819 828 rBV 227149 398393 6.89% 1.479%
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8.423 866 874 889 rBvV 930463 1696193 29.33% 6.298%
9.269 1010 1018 1037 rBV 628549 1238907 21.43% 4_.600%
10.914 1291 1298 1315 rBV 251072 551595 9.54% 2.048%
13.346 1705 1712 1727 rBV 2049503 3354519 58.01% 12.455%
14.175 1847 1853 1865 rBVY 92745 193174 3.34% 0.717%

=
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11 14.727 1939 1947 1960 rBV2 477219 844826 14.61% 3.137%
12 16.214 2193 2200 2221 rBV 1374366 2335286 40.39% 8.671%
13 17.465 2407 2413 2428 rBV2 728619 1215202 21.02% 4.512%
14 20.062 2848 2855 2869 rBV 4296240 5782296 100.00% 21.469%
15 21.737 3133 3140 3155 rBV2 860244 1583972 27.39% 5.881%

16 25.021 3687 3699 3715 rBV 429691 1307125 22.61% 4 _.853%

Sum of corrected areas: 26933326
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121417\
Data File : BG031572.D

Aca On : 14 Dec 2017 23:33

Operator : SJ/JU

Sample - 16888-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.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: BG031572.D
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20.06
4000000

3000000

13.35
2000000

16.21

1000000 21.74
17.47
14.73
14.17

L0 o L e L e

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: BG031572.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121417\
Data File : BG031572.D

Aca On : 14 Dec 2017 23:33

Operator : SJ/JU

Sample - 16888-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.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 Propane, 2-methyl-2-(1-meth... Concentration Rank 3

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

5.17 16.63 ng 331179 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 23
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 320 (5.168 min): BG031572.D (-315) (-) m/z 43.00 100.00%

43.0
59.1
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101.1 L L L e
480 500 520 540 560
83.0
0..,....,....','!:..,..'!-!,..‘.39,4...,.-...,...:,|....,....,....,....,...., m/z 59.10 55.39%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
5000 LA L L L L L L L L L I
410 4.80 5.00 5.20 5.40 5.60
: 101.0 m/z 101.10 19.74%
29.0 :
Ol ..JNU...J,Jn..,..l:i....??.Q., 8. p,....ﬂ....,....,....,....,....,
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
O EEam s L REaE
4.80 5.00 5.20 5.40 5.60
5000 59.0 m/z 58.00 14 .67%
o 31.0 83.0 101.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R RR S s SR .
59.0 480 500 520 540 560

m/z 41.10 8.98%

5000 41.0
I, 1730 1260 1420
O I e e & & M e

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 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\BG121417\
Data File : BG031572.D

Aca On : 14 Dec 2017 23:33

Operator : SJ/JU

Sample - 16888-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.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 unknown7.63 Concentration Rank 1

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

7.63 103.11 ng 2053820 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 739 (7.630 min): BG031572.D (-732) (-) m/z 132.00 100.00%
132.0
5000 68.1 /\
00 500 || go S 1rae 150 T o 7h 5bo
L N | R m/z 68.10 38.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR BN AR R R
7.20 7.40 7.60 7.80 8.00
2.0 510 m/z 134.00 33.73%
0'W'”'P'”J”J“'h'M'”I”'h'”'P'”I”“I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
720 740 7.60 7.80 8.00
5000 67.0 m/z 66.00 24.85%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 /\¥
Abundance #14491: 5-Aminoindole LI e
132.0 720 7.40 7.60 7.80 8.00
m/z 69.10 16.63%
5000
104.0
ol 140 270 390 510 000770 g90 || uso ‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 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\BG121417\
Data File : BG031572.D

Acq On : 14 Dec 2017 23:33

Operator : SJ/JU

Sample - 16888-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG121117 .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]
Propane, 2-methyl... 5.17 16.6 ng 331179 1 8.10 398393 20.0
unknown7 .63 7.63 103.1 ng 2053820 1 8.10 398393 20.0
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