LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111317\
Data File : BG030996.D

Aca On : 14 Nov 2017 5:58

Operator : SJ/JU

Sample : PB104197BL

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 G\METHODS\8270-BG111017.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 5.216 323 328 337 rBV 84713 132311 3.70% 0.869%
2 5.704 403 411 424 rBV 547591 911879 25.51% 5.988%
3 7.308 676 684 694 rBV 514754 929028 25.99% 6.101%
4 7.678 738 747 759 rBV 542140 966023 27.03% 6.344%
5 8.142 816 826 836 rVB 151606 251871 7.05% 1.654%

8.465 873 881 894 rVB 447043 788535 22.06% 5.178%
9.306 1017 1024 1039 rBV 291970 563476 15.76% 3.700%
10.957 1296 1305 1316 rBV 172659 342490 9.58% 2.249%
990714 1605267 44.91% 10.541%
14.758 1946 1952 1965 rBV2 299006 527659 14.76% 3.465%

=
QOO ~NO®
=
w
w
(0]
w
=
\l
=
=
=
\l
=
(00]
=
\l
W
o
=
os]
<

11 16.244 2197 2205 2227 rBV 952346 1576970 44.12% 10.355%
12 17.502 2412 2419 2433 rBV 508922 814114 22.78% 5.346%
13 20.093 2853 2860 2873 rBV 2675176 3574509 100.00% 23.473%
14 21.773 3138 3146 3160 rBV2 648123 1157818 32.39% 7.603%
15 25.075 3697 3708 3723 rvB2 360332 1086505 30.40% 7.135%

Sum of corrected areas: 15228455
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG111317\

- BG030996.D

- 14 Nov 2017 5:58

- SJ/JU

- PB104197BL

- 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG030996.D

5.70 7.31 7.68

8.47
9.31
592 8.14 10.96
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7.00 750 8.00 8.50
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00 10.50 11.00 11.50 12.00 12.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG030996.D
20,09

13.38 16.24

21.77
17.50

14.76

0
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

2500000

2000000

1500000

1000000

500000

TIC: BG030996.D

25.08

Ol
Time--> 23.00 2350 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111317\
Data File : BG030996.D

Aca On : 14 Nov 2017 5:58

Operator : SJ/JU

Sample : PB104197BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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.

5.22 10.51 ng 132311 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2-Propvn-1-ol. acetate 98 C5H602 000627-09-8 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 329 (5.222 min): BG030996.D (-323) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 SRR AR BRREE R
| 83.0 480 5.00 5.20 5.40 5.60
o} AV 1| IGINSSISVIY | PN MO N m/z 59.00 57.92%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN LN UL I I
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.00 22.07%
: 83.0
R R R R s R I R AR A R
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
o 250 500 520 540 560
5000 m/z 58.00 15.66%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3159: 5-Hexen-2-one
43.0 480 5.00 5.20 5.40 5.60
m/z 41.00 9.73%
5000
55.0
. 20 710 830 930
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111317\
Data File : BG030996.D

Aca On : 14 Nov 2017 5:58

Operator : SJ/JU

Sample : PB104197BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 unknown7.68 Concentration Rank 1

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

7.68 76.71 ng 966023 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 747 (7.678 min): BG030996.D (-738) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 HASE BN LS LA S
400 540 | 7.40 7.60 7.80 8.00
0 ..,....,....,...:l'.'...,:!..,::.-.|,..':~.,f.‘?;9,..!.,.196.-?....,...., I m/z 68.10 36.81%
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 A
7.40 7.60 7.80 8.00
2.0 510 m/z 134.00 33.83%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
740 7.60 7.80 8.00
5000 67.0 m/z 66.00 25.51%
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 L L L LB LB
132.0 7.40 7.60 7.80 8.00
m/z 69.10 16.81%
5000
104.0
ol 140 270 390 510 000770 g90 || uso
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 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\BG111317\
Data File : BG030996.D

Acq On : 14 Nov 2017 5:58

Operator : SJ/JU

Sample : PB104197BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017 .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... 5.22 10.5 ng 132311 1 8.14 251871 20.0
unknown7 .68 7.68 76.7 ng 966023 1 8.14 251871 20.0
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