LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021418\
Data File : BF102981.D

Aca On : 14 Feb 2018 11:33

Operator : SJ/JU

Sample : J1518-04

Misc :

ALS Vial : 6 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 F\METHODS\8270-BF020318.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 2.128 4 7 17 rVB 55014 94771 4._.46% 0.481%
2 5.093 508 511 517 rBV 22707 26790 1.26% 0.136%
3 5.487 574 578 593 rBY 1746676 1672317 78.70% 8.483%
4 6.498 745 750 753 rBVY 1754687 1530672 72.03% 7.764%
5 6.640 770 774 778 rBVY 1968593 1660853 78.16% 8.425%

6.875 810 814 817 rBV 1083861 891204 41.94% 4.521%
7.028 836 840 844 rBV 1741861 1472048 69.27% 7.467%
1406154 1196807 56.32% 6.071%
8.157 1028 1032 1035 rBV 1398022 1205602 56.74% 6.115%
9.228 1210 1214 1217 rBV 2599935 2120323 99.78% 10.755%
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11 9.822 1308 1315 1320 rBV6 11886 29062 1.37% 0.147%
12 9.910 1326 1330 1338 rBV 1469191 1347366 63.41% 6.835%
13 10.698 1460 1464 1480 rVB 991346 879557 41.39% 4.462%
14 11.398 1579 1583 1587 rBV 1509358 1339442 63.03% 6.794%
15 12.980 1848 1852 1855 rBV 2375860 2124956 100.00% 10.779%

16 14.039 2028 2032 2040 rBV 1254963 1183012 55.67% 6.001%
17 15.515 2277 2283 2290 rBV 695220 909024 42.78% 4.611%
18 15.962 2357 2359 2365 rVB5 24496 30119 1.42% 0.153%

Sum of corrected areas: 19713925
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021418\
Data File : BF102981.D

Aca On - 14 Feb 2018 11:33

Operator : SJ/JU

Sample : J1518-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\METHODS\8270-BF020318.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: BF102981.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021418\
Data File : BF102981.D

Aca On : 14 Feb 2018 11:33

Operator : SJ/JU

Sample : J1518-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.13 2.13 ng 94771 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 Butanoic acid. 2-hvdroxv-2-methy... 132 C6H1203 032793-34-3 38
3 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 32
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 23
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 12

Abundance Scan 7 (2.128 min): BF102981.D (-4) (-) m/z 72.95 100.00%
3
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43
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95 153
O'W””P”'P”LhLWhLT'”Lhﬁ””P'”P”W”'W””P'”P”W“'W' m/z 43.00 35.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4486: Butane, 2-methoxy-2-methyl- AM\AA
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5000 U R U UL U
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55 87 m/z 55.05 32.08%
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Abundance #7506: 2-Methyl-5-hexen-3-ol .
73 2.20 2.30 2.40 2.50
55 m/z 41.00 14 .64%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021418\
Data File : BF102981.D

Aca On : 14 Feb 2018 11:33

Operator : SJ/JU

Sample : J1518-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 unknown6.64 Concentration Rank 1

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

6.64 37.27 ng 1660850 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 774 (6.640 min): BF102981.D (-770) (-) m/z 132.00 100.00%
32
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6 N N R LR
40 _ 54 | 75 104 6.40 6.60 6.80 7.00
0 ..,....,....,...:l'!.‘.‘?,:!..‘?}:.-.',..':.,..?‘.7,..!.,.':..,.1.1:‘3.,...., b m/z 68.00 41.41%
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 N
5000 URRBE AR S LR
6.40 6.60 6.80 7.00
78 m/z 134.00 32.05%
31 38 Sﬁ
O T P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 67 m/z 66.00 26.78%
41 97
53 117
79
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole LA L L L L L N
132 6.40 6.60 6.80 7.00
m/z 69.00 15.49%
5000
104
oL 14 27 37 4451 58 % T g9 97 | 115 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021418\
Data File : BF102981.D

Acq On : 14 Feb 2018 11:33

Operator : SJ/JU

Sample - J1518-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_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... 2.13 2.1 ng 94771 1 6.87 891204 20.0
unknown6 .64 6.64 37.3 ng 1660850 1 6.87 891204 20.0
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