LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011518\
Data File : BG032061.D

Acq On : 16 Jan 2018 9:50

Operator : SJ/JU

Sample - J1112-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BG011218_.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 height area % max. total

3.411 15 21 31 rBv2 82604 177857 3.76% 1.093%
3.499 31 36 46 rVB 88989 140462 2.97% 0.863%
rBv 200694 347715 7.35% 2.137%
7.870 772 780 791 rBV 114992 221628 4.69% 1.362%
8.276 841 849 861 rBvV 401983 744946 15.75% 4_579%
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8.769 925 933 940 rBv2 120502 228195 4.83% 1.403%
9.104 982 990 1000 rBV 636278 1197842 25.33% 7.362%
9.962 1127 1136 1145 rBV 422557 819936 17.34% 5.040%
11.648 1416 1423 1432 rBVY 163605 304198 6.43% 1.870%
14.028 1820 1828 1837 rBV 1678471 2698602 57.07% 16.586%

=
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11 15.397 2054 2061 2072 rVB2 293379 490960 10.38% 3.018%
12 16.871 2305 2312 2324 rBV 988796 1580137 33.41% 9.712%
13 18.129 2519 2526 2536 rBV2 461052 724378 15.32% 4.452%
14 20.661 2951 2957 2969 rBV 3418604 4728912 100.00% 29.065%
15 22.465 3257 3264 3273 rBV 492112 940859 19.90% 5.783%

16 26.178 3884 3896 3910 rBvV2 270480 923397 19.53% 5.675%

Sum of corrected areas: 16270024
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011518\
Data File : BG032061.D

Acq On : 16 Jan 2018 9:50

Operator : SJ/JU

Sample : J1112-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG032061.D
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Abundance TIC: BG032061.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011518\
Data File : BG032061.D

Acq On : 16 Jan 2018 9:50

Operator : SJ/JU

Sample : J1112-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.50 12.31 ng 140462 1,4-Dichlorobenzene-d4 8.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 36 (3.499 min): BG032061.D (-31) (-) m/z 73.10 100.00%
73
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-t m/z 87.05 26 .79%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
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Abundance
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3.40 3.60 3.80

5000 m/z 55.05 22.91%
43
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m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4436: Pentane, 3-methoxy- AT
3 340 360 380

m/z 71.10 10.65%
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011518\
Data File : BG032061.D

Acq On : 16 Jan 2018 9:50

Operator : SJ/JU

Sample : J1112-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 unknown8.28 Concentration Rank 2

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

8.28 65.29 ng 744946 1,4-Dichlorobenzene-d4 8.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 16
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 850 (8.281 min): BG032061.D (-841) (-) m/z 132.00 100.00%
32
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68
40 ,, 54 75 96104 800 820 840 8.60
o..,....,....,...::'.'.‘.‘?,::..‘,3%:.-.|,..':.,..5.‘.7,....,.'!..,.1.1.5.,....,'...,... m/z 134.00 35.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U UL U I R
8.00 8.20 8.40 8.60
78 m/z 68.10 34.29%
31 35 Sﬁ
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
800 820 8.40 860
5000 m/z 66.10 22.22%
33 44 g7 105

70 78
51 60 86 115

m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole T
132 8.00 8.20 8.40 8.60
m/z 69.10 15.80%
5000
104
51 .o 66 77
oL 14 27 37449 58 | L. 89 97 | 115 \
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 8.20 8.40 8.60
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011518\
Data File : BG032061.D

Acq On : 16 Jan 2018 9:50

Operator : SJ/JU

Sample - J1112-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_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]
Butane, 2-methoxy... 3.50 12.3 ng 140462 1 8.77 228195 20.0
unknown8.28 8.28 65.3 ng 744946 1 8.77 228195 20.0
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