LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022508.D

Aca On : 03 Sep 2019 18:20

Operator : HP/JU

Sample : K4555-14

Misc :

ALS Vial : 16 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-BM082919 .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 5.128 359 364 378 rBV 173046 274304 16.79% 4.142%
2 6.704 627 632 647 rBV 87215 169184 10.35% 2.554%
3 7.039 683 689 705 rBV 391074 607963 37.21% 9.179%%
4 7.504 763 768 776 rBB 86878 130839 8.01% 1.975%
5 7.810 814 820 831 rBB 369402 580897 35.55% 8.771%

8.681 961 968 994 rBV 204024 423851 25.94% 6.399%
10.280 1234 1240 1253 rBV 63313 140399 8.59% 2.120%
12.769 1657 1663 1681 rBVY 611333 971488 59.45% 14.668%
103029 179776 11.00% 2.714%
15.680 2153 2158 2175 rBV 503893 856393 52.41% 12.930%
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11 16.945 2368 2373 2392 rBV 105683 190201 11.64% 2.872%
12 19.580 2816 2821 2832 rBV 1394071 1634031 100.00% 24.671%
13 21.162 3085 3090 3100 rBV 135940 228439 13.98% 3.449%
14 23.344 3455 3461 3474 rBV 110653 235521 14.41% 3.556%

Sum of corrected areas: 6623286
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022508.D

Aca On : 03 Sep 2019 18:20

Operator : HP/JU

Sample : K4555-14

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM022508.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022508.D

Aca On : 03 Sep 2019 18:20

Operator : HP/JU

Sample : K4555-14

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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 unknown7.04 Concentration Rank 1

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

7.04 92.93 ng 607963 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
2 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 10

Abundance Scan 689 (7.039 min): BM022508.D (-683) (-) m/z 132.00 100.00%
132
5000 K
" '6.80 7.00 7.20 7.40
o} m/z 68.00 43.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14150: 3H-1,2-Dithiol-3-one, 5-methyl-
132
5000 67 LR L AR R R
6.80 7.00 7.20 7.40
m/z 66.00 43.26%
44 59 76 103
OFrrrprrrr e e e et
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56 132
S AR A SRS A
6.80 7.00 7.20 7.40
5000 m/z 134.00 30.84%
64
0 15 2\\7 34 42\ ! ‘ | 76 91 99 il
miz--> T % 3 4 % 6 70 8 % 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine A L R ma
132 6.80 7.00 7.20 7.40
m/z 69.10 23.85%
5000
33 44 0 97 105
0 “'l'“'|'”'|j“'|"“?%"ﬁﬁ"J"Tﬁ'?ﬁ|"i|'JM|}}§|"“| T R LRI UL R
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM090319\
Data File : BM022508.D

Acq On : 03 Sep 2019 18:20

Operator : HP/JU

Sample - K4555-14

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082919_M
Quant Title : 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]

unknown7 .04 7.04 92.9 ng 607963 1 7.50 130839 20.0
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