LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM0O80618\

Data File : BM016218.D

Aca On : 07 Aug 2018 08:02 Instrument :
Operator : SJ/JU gmgﬁgamleM'
3?22'6 i J4332-04 0&n1&03415u5
ALS Vial : 25 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\HPCHEM1\BNA M\METHODS\8270-BM072318 .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

5.693 404 409 425 rBvV 205492 343362 13.85% 3.144%
7.328 683 687 701 rBvV 118607 214643 8.66% 1.965%
rBv 477757 772279 31.16% 7.071%
8.169 824 830 841 rBB 157158 254305 10.26% 2.328%
8.487 878 884 896 rBvV 742674 1183895 47.76% 10.839%
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9.351 1025 1031 1046 rBvV 533122 899451 36.29% 8.235%
10.987 1302 1309 1318 rBV 170638 293035 11.82% 2.683%
13.416 1715 1722 1737 rBB 1251893 1814130 73.19% 16.609%
14.798 1949 1957 1965 rBB2 226723 345314 13.93% 3.162%
16.280 2204 2209 2219 rBV 667883 927506 37.42% 8.492%

=
QO ~NO®

11 17.533 2416 2422 2431 rBV 283970 391957 15.81% 3.589%
12 18.374 2562 2565 2571 rBV2 23794 29750 1.20% 0.272%
13 20.110 2854 2860 2865 rBV 2192790 2478689 100.00% 22.694%
14 21.657 3119 3123 3130 rBV 407277 487215 19.66% 4.461%
15 24.009 3517 3523 3532 rVB2 248048 486913 19.64% 4.458%

Sum of corrected areas: 10922444
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO080618\

Data File : BM016218.D

Aca On = 07 Aug 2018 08:02

Operator : SJ/JU

ﬁ?ggle i J4332-04 080118-DBRI-E-U-S
ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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: BM016218.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO080618\

Data File : BM016218.D

Aca On = 07 Aug 2018 08:02

Operator : SJ/JU

ﬁ?ggle i J4332-04 080118-DBRI-E-U-S
ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 unknown7.69 Concentration Rank 2

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

7.69 60.74 ng 772279 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
2 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
3 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 12
5 1,2,3-Trifluorobenzene 132 C6H3F3 001489-53-8 9

Abundance Scan 749 (7.693 min): BM016218.D (-743) (-) m/z 132.00 100.00%
132.0
5000 68.1 K
740 7.60 7.80 8.00
o} m/z 68.10 43.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
5000 U I L R R
7.40 7.60 7.80 8.00
33.0 44.0 0.0 105.0 m/z 66.10 41 .33%
o 1560, | | 860 .
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56.0 132.0
AR S A R
7.40 7.60 7.80 8.00
5000 m/z 134.00 30.28%
0 15.0 2\7.w0\ 42.?‘ m‘ ‘ 76:0 91.0 1l
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13684: 3H-1,2-Dithiol-3-one, 5-methyl- R R e R
132.0 7.40 7.60 7.80 8.00
m/z 69.10 24 .68%
5000 67.0 /\
44.0 103.0
0'”I”'W'“'P'”IJMI“'M'LkﬁJ'P'”I“'WM'W'”'P'”Iw“l” R I L R R
m/z--> 10 20 30 40 50 60 70 80 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 : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM0O80618\

Data File : BM016218.D

Acq On : 07 Aug 2018 08:02

Operator : SJ/JU

ﬁ?ggle i J4332-04 080118-DBRI-E-U-S
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM072318_.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]

unknown7 .69 7.69 60.7 ng 772279 1 8.17 254305 20.0
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