LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082718\
Data File : BM016613.D

Aca On : 27 Aug 2018 19:04

Operator : SJ/JU

Sample : J4652-04

Misc :

ALS Vial : 17 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 M\METHODS\8270-BM082118 .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 7.534 712 722 733 rBVY 1726097 2903248 9.34% 3.408%
2 8.322 849 856 869 rVB 1758637 2951997 9.50% 3.466%
3 13.263 1690 1696 1704 rVB 5262859 7296920 23.48% 8.567%
4 14.951 1977 1983 1989 rBV3 2406879 5017428 16.14% 5.891%
5 15.286 2031 2040 2048 rBV 22705052 31077482 100.00% 36.485%

16.139 2179 2185 2197 rVB 7094181 9999075 32.17% 11.739%%
19.980 2832 2838 2843 rBVY 16938180 18676884 60.10% 21.927%
21.533 3097 3102 3112 rVB 2906056 3799428 12.23% 4.461%
23.815 3484 3490 3500 rVB 1749155 3455717 11.12% 4_057%

©oo~NO®

Sum of corrected areas: 85178179
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082718\
Data File : BM016613.D

Aca On : 27 Aug 2018 19:04

Operator : SJ/JU

Sample : J4652-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM082118 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM016613.D
3e+08

2.5e+08
2e+08
1.5e+08
1e+08

5e+07

7.53 8.32

N

T T T T T T T T T T

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00

Abundance TIC: BM016613.D
3e+08

T T T T T
9.50 10.00 10.50 11.00 11.50

2.5e+08

2e+08

1.5e+08

1e+08

5e+07

15.29
19.98
13.26 14.95 A 16.14
A

Y-ttt

Time-->12.00 12,50 13.00 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

Abundance TIC: BM016613.D
3e+08

2.5e+08

2e+08

1.5e+08

1e+08

5e+07

21.53 23.81

e i L

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082718\
Data File : BM016613.D

Aca On : 27 Aug 2018 19:04

Operator : SJ/JU

Sample = J4652-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.53 Concentration Rank 3

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

7.53 19.67 ng 2903250 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
2 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 12
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 10
4 1.3-Cyclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 10
5 1H-Tetrazaborole, 5-chloro-4,5-d... 132 C2H6BCIN4 021960-49-6 9

Abundance Scan 721 (7.528 min): BM016613.D (-712) (-) m/z 132.00 100.00%
13%.0
5000 66.1
40.1 96.1 A SR IR IR
7.20 7.40 7.60 7.80
0 1148 206.8 m/z 66.10 49.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56.0 132.0
5000

7.20 7.40 7.60 7.80
m/z 68.05  45.35%

27.0

R SV AL N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13684: 3H-1,2-Dithiol-3-one, 5-methyl-
132.0
AT T T
7.20 7.40 7.60 7.80
5000 67.0 m/z 134.10 33.27%
44.0 103.0
0 l | ‘ Wl Iy Il
TR B o o o o o LA e e o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine O EAm T e B RRE!
132.0 7.20 7.40 7.60 7.80
m/z 69.05 27 .44%
97.0
5000
31.0 510 70.0
S K P WS T
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082718\
Data File : BM016613.D

Aca On : 27 Aug 2018 19:04

Operator : SJ/JU

Sample = J4652-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 2

Peak Number 3 unknownl14.95

R.T. EstConc Area Relative to ISTD R.T.
14.95 20.00 ng 5017430 Acenaphthene-d10 14.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenoic acid. 2-ethvlhexvl e... 184 C11H2002 000103-11-7 43
2 1-Heptene. 5-methvl- 112 C8H16 013151-04-7 43
3 2-Heptene. 3-methvl- 112 C8H16 003404-75-9 35
4 Cvclopentane. 1.1.3.3-tetramethvl- 126 C9H18 050876-33-0 35
5 Pyrrolidine, 1-(1-oxopropyl)- 127 C7H13NO 004553-05-3 35

Abundance Scan 1983 (14.951 min): BM016613.D (-1977) (-) m/z 70.10 100.00%
70.1
41.1 a j
5000
98.1 170.1
121.1 | ‘ 14.60 14.80 15.00 15.20
ol i L | 2052 2498 3410 . 7 BE 19 g7.15%
m/z--> 50 100 150 200 250 300
Abundance #45248: 2-Propenoic acid, 2-ethylhexyl ester
7d.0
41.0 14.60 14.80 15.00 15.20
' 112.0 m/z 41.10 52.40%
m/z--> 50 100 150 200 250 300
Abundance #6504: 1-Heptene, 5-methyl-
70.0
43.0 AN U AU B
14.60 14.80 15.00 15.20
5000 m/z 69.10 50.31%
| } 112.0
0 LA LA IS L WAL AL LA S
m/z--> 50 100 150 200 250 300
Abundance #6503: 2—Heptene, 3—methy|— LI L L L L LB LB N B
41.0 70.0 14.60 14.80 15.00 15.20
m/z 57.10 41.35%
5000
112.0
0--“-“”““ L LA LA I L I B PN U UL B
m/z--> 50 100 150 200 250 300 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM082718\
Data File : BM016613.D

Acq On : 27 Aug 2018 19:04

Operator : SJ/JU

Sample - J4652-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082118_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .53 7.53 19.7 ng 2903250 1 8.00 2952000 20.0
unknown14 .95 14.95 20.0 ng 5017430 3 14.65 5017430 20.0
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