LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM081518\
Data File : BM016388.D

Aca On 15 Aug 2018 19:49

Operator : SJ/JU

Sample : PB112066BL

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\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

5.163 314 319 333 rBV 123988 182004 7.10% 1.348%
5.646 395 401 414 rBV 858894 1309161 51.04% 9.695%
rBv 822072 1297332 50.58% 9.608%
7.640 734 740 750 rBV 984679 1501039 58.52% 11.116%
8.110 815 820 829 rBB 135609 211726 8.25% 1.568%
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8.428 868 874 887 rBB 721764 1143457 44.58% 8.468%
9.298 1015 1022 1037 rBV 493712 798954 31.15% 5.917%
10.922 1292 1298 1309 rBV 138980 233912 9.12% 1.732%
13.369 1707 1714 1723 rBV 1203224 1668214 65.04% 12.354%
14.745 1943 1948 1956 rBB2 169389 252998 9.86% 1.874%

=
QO ~NO®

11 16.239 2196 2202 2213 rBV 1008066 1397890 54.50% 10.352%
12 17.486 2407 2414 2420 rBV 201708 280355 10.93% 2.076%
13 20.062 2847 2852 2858 rBV 2188109 2564883 100.00% 18.995%
14 21.615 3111 3116 3121 rBV 274642 332618 12.97% 2.463%
15 23.944 3506 3512 3520 rBV 171207 328597 12.81% 2.433%

Sum of corrected areas: 13503140
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM081518\
Data File : BM016388.D

Aca On : 15 Aug 2018 19:49

Operator : SJ/JU

Sample : PB112066BL

Misc :

ALS Vial : 16 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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM081518\
Data File : BM016388.D

Aca On : 15 Aug 2018 19:49

Operator : SJ/JU

Sample : PB112066BL

Misc :

ALS Vial : 16 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.16 17.19 ng 182004 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propvlamine 59 C3HON 000107-10-8 42
3 2-Nonanone. 9-hvdroxv- 158 C9H1802 025368-56-3 36
4 Butane 58 C4H10 000106-97-8 22
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 318 (5.157 min): BM016388.D (-314) (-) m/z 43.05 100.00%
43.0
5000 59.1
101.0 AN S SR L
I | 831 | 070 480 5.00 520 5.40
e m/z 59.10 43.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R R I
480 5.00 520 5.40
59.0 m/z 101.00 17.68%
270 g3.0 101.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #238: Propylamine
30.0
480 500 520 540
5000 m/z 39.00 13.30%
59.0
}ﬁq'd'w“"Jw"'|“"|'”'|"”|"'w""w"'|“"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28752: 2-Nonanone, 9-hydroxy- R L
43.0 480 5.00 520 5.40
b0 m/z 41.10 12.46%
5000
82.0
"'P"'I*'JW'WL'N”"I""P"'I"”I'"'I”"I"” A R R I
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM081518\
Data File : BM016388.D

Aca On : 15 Aug 2018 19:49

Operator : SJ/JU

Sample : PB112066BL

Misc :

ALS Vial : 16 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 2 unknown7.64 Concentration Rank 1

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

7.64 141.79 ng 1501040 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
3 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 10

Abundance Scan 740 (7.640 min): BM016388.D (-734) (-) m/z 132.00 100.00%
132.0
5000 66.0
740 7.60 7.80 8.00
m/z 66.00 44 _65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U IR I R
7.40 7.60 7.80 8.00
310 510 m/z 68.10 41.88%
"W'”'P“'l'ﬂuJ”I“'W'”!P”'P'”I“'W”'W'”'P'”I““I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
'A“I'”'I”"P"W'”
7.40 7.60 7.80 8.00
5000 97.0 m/z 134.00 31.71%
70.0
31.0
44\'0\ Ly “ , 860 | 116.0
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- N B RmEEEme
56.0 132.0 7.40 7.60 7.80 8.00
m/z 69.10 24 .89%
5000
15'0 2\7.\0‘ 42.? 1 ‘ ‘ 76\.0 91.0 “
miz--> 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\HPCHEM1\BNA_M\DATA\BM081518\
Data File : BM016388.D

Acq On 15 Aug 2018 19:49

Operator : SJ/JU

Sample : PB112066BL

Misc :

ALS Vial : 16 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.16 17.2 ng 182004 1 8.11 211726 20.0
unknown? .64 7.64 141.8 ng 1501040 1 8.11 211726 20.0
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