LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\
Data File : BF103152.D

Aca On : 21 Feb 2018 22:19

Operator : SJ/JU

Sample : PB106713BL

Misc :

ALS Vial : 27 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 2.199 15 19 27 rVB 47651 67797 1.72% 0.212%
2 5.122 513 516 529 rBV 97883 130952 3.33% 0.410%
3 5.504 576 581 594 rBVY 3725146 3933565 100.00% 12.321%
4 6.510 747 752 755 rBVY 3278462 3700857 94.08% 11.592%
5 6.651 771 776 779 rBVY 3534610 3721737 94.61% 11.658%

6.875 810 814 818 rBvV 1277777 1028230 26.14% 3.221%
7.034 836 841 844 rBvV 3187012 2978463 75.72% 9.330%
7.439 905 910 913 rBV 2479683 2489823 63.30% 7.799%
8.157 1028 1032 1047 rBV 1484793 1399842 35.59% 4 _.385%
9.233 1210 1215 1218 rBV 4014128 3817744 97.06% 11.958%

=
QO ~NO®

11 9.916 1327 1331 1347 rVB 1368468 1369230 34.81% 4._.289%
12 10.704 1461 1465 1486 rBV 1825141 1925851 48.96% 6.032%
13 11.404 1580 1584 1592 rBV 1153057 1084570 27.57% 3.397%
14 12.986 1848 1853 1856 rBV 2821058 2714195 69.00% 8.502%
15 14.051 2029 2034 2046 rBV 765365 876940 22.29% 2.747%

16 15.545 2283 2288 2305 rVB 433198 685291 17.42% 2.147%

Sum of corrected areas: 31925087
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF022118\

BF103152.D

21 Feb 2018 22:19

SJ/JuU

PB106713BL

27 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\METHODS\8270-BF020318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\
Data File : BF103152.D

Aca On : 21 Feb 2018 22:19

Operator : SJ/JU

Sample : PB106713BL

Misc :

ALS Vial : 27 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.12 2.55 ng 130952 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 3-Octanol 130 C8H180 000589-98-0 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 516 (5.122 min): BF103152.D (-513) (-) m/z 42.95 100.00%
43
59
5000
101 480 5.00 5.20 5.40
O et ll 67 8 | /5 59.00  58.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 5.00 520 540
m/z 58.00 16.71%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 5.00 5.20 5.40
5000 m/z 101.00 16.57%
41
o 53 73 86
LR UL SR SR SR UL FULRLEL IR SO S UL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- s e R
59 480 5.00 5.20 5.40
m/z 40.95 8.56%
5000 41
31
| © g
0 ...,..15..,..a‘l,....‘il‘...,??H‘.i....i....,....,...9.8,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\
Data File : BF103152.D

Aca On : 21 Feb 2018 22:19

Operator : SJ/JU

Sample : PB106713BL

Misc :

ALS Vial : 27 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 unknown6.65 Concentration Rank 1

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

6.65 72.39 ng 3721740 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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 776 (6.651 min): BF103152.D (-771) (-) m/z 132.00 100.00%
5000 68
40 | % " 640 6.60 6.80 7.00
54 75 104 : . .
o B I - 1 1A Ml S | m/z 68.00 38.09%
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 IR S L R L
6.40 6.60 6.80 7.00
3 78 m/z 134.00 33.68%
138 ‘
O T 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 25.94%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole e

132 6.40 6.60 6.80 7.00
m/z 68.95 14 .89%

5000

104
66
14 27 37445158 P 7T 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

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022118\
Data File : BF103152.D

Acq On : 21 Feb 2018 22:19

Operator : SJ/JU

Sample : PB106713BL

Misc :

ALS Vial : 27 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]
2-Pentanone, 4-hy... 5.12 2.5 ng 130952 1 6.87 1028230 20.0
unknown6 .65 6.65 72.4 ng 3721740 1 6.87 1028230 20.0
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