LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG082418\

Data File : BG036411.D

Aca On : 24 Aug 2018 13:07 Instrument :
Operator : JU/SJ BNA_G

Sample - J4585-02 ClientSampleld :
Misc - S-GRAVEL-STAIN
ALS Vial : 32 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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG082318 .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 5.174 310 321 327 rBV 186870 276058 5.49% 1.124%
2 5.638 392 400 408 rBVY 1173946 1852263 36.86% 7.543%
3 7.224 661 670 679 rBY 1065291 1838223 36.58% 7.486%
4 7.600 726 734 740 rBVY 1211227 2051047 40.82% 8.353%
5 8.065 806 813 821 rBV 214940 360044 7.16% 1.466%

8.388 861 868 877 rVB 885756 1568811 31.22% 6.389%
9.228 1001 1011 1024 rBV 769173 1356379 26.99% 5.524%
284889 506887 10.09% 2.064%
13.317 1699 1707 1718 rVB 2014193 3113707 61.96% 12.680%
14.692 1931 1941 1949 rBV2 439301 709362 14.12% 2.889%
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11 16.173 2185 2193 2204 rBV 1612719 2444548 48.65% 9.955%
12 17.430 2401 2407 2416 rBV 597794 925495 18.42% 3.769%

13 19.739 2796 2800 2805 rVB 53768 63529 1.26% 0.259%
14 20.045 2845 2852 2861 rBVY 3642852 5025089 100.00% 20.464%
15 20.785 2974 2978 2982 rBvV2 45370 52826 1.05% 0.215%
16 21.702 3126 3134 3141 rBvV 687388 1120092 22.29% 4_.561%
17 24.052 3527 3534 3539 rvB3 27956 55862 1.11% 0.227%
18 24.915 3671 3681 3692 rBV2 359913 1047300 20.84% 4.265%
19 25.015 3692 3698 3705 rVvB3 27284 66951 1.33% 0.273%
20 26.161 3885 3893 3901 rvB4 25877 70382 1.40% 0.287%
21 27.524 4121 4125 4135 rVB6 17465 51042 1.02% 0.208%
Sum of corrected areas: 24555897
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG082418\

BG036411.D

24 Aug 2018 13:07

Ju/SsJ

J4585-02 S-GRAVEL-STAIN
32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG036411.D

5.64 7.60

8.39 9.23
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10.87

5.17 8.06

)] SN

Time--> 3.50

4.00 4.50 500 5.50 6.00 6.50

7.00 750 8.00 8.50

9.00 9.50 1000 1050 1100 1150 1200 12.50
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3500000

3000000

2500000

2000000

1500000

1000000

500000

0

13.32

TIC: BG036411.D
20.04

16.17

17.43 2170

14.69
20.78
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Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG036411.D

24.92

24.05 kOZ 26.16 27.52

O
Time--> 23.00

23.50 24.00 24.50 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 : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG082418\

Data File : BG036411.D

Aca On : 24 Aug 2018 13:07

Operator : JU/SJ

a?ggle i J4585-02 S-GRAVEL-STAIN
ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 unknown5.17 Concentration Rank 3

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

5.17 15.33 ng 276058 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 38
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 33
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9

Abundance Scan 320 (5.168 min): BG036411.D (-310) (-) m/z 43.10 100.00%
43.1
59.1
5000
131 831 1°|1-1 480 500 520 540 5.60
O R B o L T L e m/z 59.10 52.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AN LN IR L
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 58.10 16.85%
0 el , 83.0 ,
RIS SO SUILI LI SO SUIL SO SURILN IULILLS S B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
54.0
480 500 520 540 5.60
5000 m/z 101.10 15.33%
41.0
29.0 101.0
0 M | | \‘ | | 73.0 86.0
R IS SO AU UL SO SUIL SO SURLN IULILLS S R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8367: n-Propy! t-butyl ether R L RRam
59.0 480 5.00 5.20 5.40 5.60
m/z 41.10 7.32%
5000 41.0 101.0
29.0
oL 10 I “ [y 730 870 |  1m70
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG082418\

Data File : BG036411.D

Aca On : 24 Aug 2018 13:07

Operator : JU/SJ

a?ggle i J4585-02 S-GRAVEL-STAIN
ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 unknown7.60 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.60 113.93 ng 2051050 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
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 734 (7.600 min): BG036411.D (-726) (-) m/z 132.10 100.00%
132.1
5000 68.1
96.1 SR I R R
40.0 541 ‘ 7.20 7.40 7.60 7.80 8.00
o....,...:I'!...,.'...,.!.'.|,...E?,l....,..!.,?1??.1,1.1.“?.1,...., b | m/z 68.10 48.07%
m/z--> 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 SN RARSA RN AR

7.20 7.40 7.60 7.80 8.00
m/z 134.10 33.03%

31.0 51.0
0....,|...'!-,.!..,”...,...!i...7{3,9...,....,.... S 1 -
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
T B B b e
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 32.06%
33.0 44.0 0.0 105.0
o 0% 0 || e |
L RMNEMBSES SRR PSRN APV SR s RMBMREMS MM N M EA DR 1 S
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 /\
Abundance #14770: Cyclopropanamine, 1-phenyl- A e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.13%
104.0
5000
51.0 77.0
39.0 65.0 ‘ 91.0 115.0
o N PV [ PO Y P N /N WIS A8 W G
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG082418\

Data File : BG036411.D

Acg On : 24 Aug 2018 13:07

Operator : JU/SJ

a?ggle i J4585-02 S-GRAVEL-STAIN
ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown5.17 5.17 15.3 ng 276058 1 8.06 360044 20.0
unknown? .60 7.60 113.9 ng 2051050 1 8.06 360044 20.0
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