LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082118\
Data File : BM016491.D

Aca On : 21 Aug 2018 19:41

Operator : SJ/JU

Sample : PB112017BL

Misc :

ALS Vial : 3 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 5.087 302 306 317 rBV 366419 607208 2.31% 0.619%
2 5.563 381 387 405 rBVY 3802972 5770802 21.96% 5.878%
3 7.198 658 665 685 rBY 3821879 5923327 22.54% 6.034%
4 7.551 718 725 744 rBVY 4620942 7249726 27 .59% 7 .385%
5 8.022 799 805 822 rBV 806548 1408523 5.36% 1.435%

8.339 851 859 871 rBV 3824196 6057795 23.06% 6.171%
9.210 1000 1007 1023 rBV 2082429 3683830 14.02% 3.753%
10.828 1274 1282 1293 rBVY 885647 1583824 6.03% 1.613%
13.280 1692 1699 1712 rBV 9304931 12273326 46.71% 12.502%
14.663 1927 1934 1949 rBV2 1505458 2248251 8.56% 2.290%

=
QO ~NO®

11 16.157 2181 2188 2205 rBV 10384994 13576720 51.67% 13.830%
12 17.404 2394 2400 2411 rBV 2217831 3202749 12.19% 3.262%
13 19.998 2835 2841 2848 rBV 22669785 26274131 100.00% 26.764%
14 21.544 3099 3104 3115 rBV 3253271 4209283 16.02% 4.288%
15 23.833 3487 3493 3502 rBV 2120215 4100378 15.61% 4_.177%

Sum of corrected areas: 98169873
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082118\
Data File : BM016491.D

Aca On : 21 Aug 2018 19:41

Operator : SJ/JU

Sample : PB112017BL

Misc :

ALS Vvial : 3 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: BM016491.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082118\
Data File : BM016491.D

Aca On : 21 Aug 2018 19:41

Operator : SJ/JU

Sample : PB112017BL

Misc :

ALS Vial : 3 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 unknown5.09 Concentration Rank 3

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

5.09 8.62 ng 607208 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dipropoxv- 160 C9H2002 004744-11-0 38
2 2-Hexanol. 2-methvyl- 116 C7H160 000625-23-0 37
3 6-Hvdroxv-4.4.6-trimethvltetrahy... 191 C7H13N0S2 016504-29-3 32
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 32
5 Butyric acid, 3-bromo-, methyl e... 180 C5H9BrO2 021249-59-2 25

Abundance Scan 307 (5.093 min): BM016491.D (-302) (-) m/z 43.10 100.00%

43.1
5000

480 500 520 5.40
R ARBARR AR m/z 59.10 65.40%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29867: Propane, 1,1-dipropoxy-

5000

480 5.00 5.20 5.40
m/z 101.10 30.37%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8126: 2-Hexanol, 2-methyl-
59.0

4.80 5.00 5.20 5.40

31.0

5000 m/z 58.10 19.49%
mﬂwmwmmﬂmmmw”m”m””m”mww”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #49935: 6-Hydroxy-4,4,6-trimethyltetrahydro-1,3-thiazin-2-... R AR E S
43.0 4.80 500 520 540

m/z 39.10 13.17%

5000

76.0 99.0
Mm ] 13301570 1910

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082118\
Data File : BM016491.D

Aca On : 21 Aug 2018 19:41

Operator : SJ/JU

Sample : PB112017BL

Misc :

ALS Vial : 3 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 2 unknown7.55 Concentration Rank 1

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

7.55 102.94 ng 7249730 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 12
3 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 725 (7.551 min): BM016491.D (-718) (-) m/z 132.00 100.00%
130.0
5000 66.1 A
96.1 AL L IR L
40.1 7.20 7.40 7.60 7.80
190.8 BL0 Tm/z 66.10  42.49%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
130.0
97.0
5000
7.20 7.40 7.60 7.80
70.0 m/z 68.10 38.31%
31.0
“Lw!ﬂ'h““n“'ﬁ'“'v"w'“l”"'“"'“ SRARE BUABE SRS B
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132.0
7.20 7.40 7.60 7.80
5000 m/z 134.00 32.75%
69.0
39.0 9.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13684. 3H-1,2-Dithiol-3-one, 5—methy|— LA L L L L L L
132.0 7.20 7.40 7.60 7.80
m/z 69.10 24 .02%
5000 67.0
44.0 103.0
s 4 & 85 100 130 10 1% 150 200 30 230 2% oW 720 740 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM082118\
Data File : BM016491.D

Acq On : 21 Aug 2018 19:41

Operator : SJ/JU

Sample : PB112017BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

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

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown5.09 5.09 8.6 ng 607208 1 8.02 1408520 20.0
unknown? .55 7.55 102.9 ng 7249730 1 8.02 1408520 20.0
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