LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031318\
Data File : BF103602.D

Aca On : 13 Mar 2018 14:21

Operator : SJ/JU

Sample : PB107288BL

Misc :

ALS Vial : 7 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-BF022218.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

5.122 512 516 530 rBV2 33490 92151 2.13% 0.261%
5.492 575 579 621 rBV 1853452 4242614 98.15% 12.038%
rBvV 2186907 3960968 91.63% 11.239%
6.633 769 773 808 rVV 2846704 4322777 100.00% 12.265%
6.857 808 811 833 rVB 448951 846881 19.59% 2.403%
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6 7.010 833 837 857 rBV 2455184 3012701 69.69% 8.548%
7 7.428 905 908 946 rBV 1679688 2829010 65.44% 8.027%
8 8.145 1026 1030 1057 rBV 604505 1186981 27.46% 3.368%
9 9.216 1208 1212 1242 rBV 3188009 4149229 95.99% 11.773%
10 9.898 1324 1328 1346 rBV2 929455 1246054 28.83% 3.535%

11 10.698 1460 1464 1489 rBV 1482891 2355668 54.49% 6.684%
12 11.398 1579 1583 1607 rBV 813683 1272078 29.43% 3.609%
13 12.980 1847 1852 1871 rBV 2906471 3512762 81.26% 9.967%
14 14.057 2031 2035 2051 rBV 791033 1131956 26.19% 3.212%
15 15.562 2286 2291 2310 rBV 551733 1082393 25.04% 3.071%

Sum of corrected areas: 35244223
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF031318\

BF103602.D

13 Mar 2018 14:21

SJ/Ju

PB107288BL

7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031318\
Data File : BF103602.D

Aca On : 13 Mar 2018 14:21

Operator : SJ/JU

Sample : PB107288BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.12 2.18 ng 92151 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 50
3 2-Pentanol. 2.3-dimethvl- 116 C7H160 004911-70-0 9
4 3-0Octanol 130 C8H180 000589-98-0 9
5 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 9

Abundance Scan 516 (5.122 min): BF103602.D (-512) (-) m/z 43.00 100.00%
43
5000
I o 1‘|’1 480 500 520 540
St 1 V1Y | QS SN m/z 59.00 53.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
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m/z 58.00 18.70%

15 101
253137 53 83
I o T I o o B S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
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59

4.80 5.00 5.20 5.40

5000 m/z 101.00 15.44%
a1 101
15 31 53 69 83
e L e A B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8377: 2-Pentanol, 2,3-dimethyl- T e
59 480 500 520 540

m/z 39.00 10.05%
5000

31 45 101
15 - 39| s3 69 88 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40

8270-BF022218_.M Wed Mar 14 12:25:41 2018

Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031318\
Data File : BF103602.D

Aca On : 13 Mar 2018 14:21

Operator : SJ/JU

Sample : PB107288BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknown6.63 Concentration Rank 1

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

6.63 102.09 ng 4322780 1,4-Dichlorobenzene-d4 6.86
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-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-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 772 (6.628 min): BF103602.D (-769) (-) m/z 132.00 100.00%
32
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SR A~ 1 NN AR o . NN | N m/z 68.00 42.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
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34 5 78 m/z 134.00 32.62%
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

6.20 6.40 6.60 6.80 7.00

5000 67 m/z 66.00 29.68%
a 97
79 117
34 60 89 105 124
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole

132 6.20 6.40 6.60 6.80 7.00

m/z 69.00 16.61%

5000
104
51 66 77
14 27 374558 | 8997 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 660 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031318\
Data File : BF103602.D

Acq On : 13 Mar 2018 14:21

Operator : SJ/JU

Sample : PB107288BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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 2.2 ng 92151 1 6.86 846881 20.0
unknown6 .63 6.63 102.1 ng 4322780 1 6.86 846881 20.0
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