LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090617\
Data File : BF098277.D

Aca On : 6 Sep 2017 17:22

Operator : SJ/JU

Sample : PB102073BL

Misc :

ALS Vial : 5 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:\HPCHEM1I\BNA F\METHODS\8270-BF081517.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 4.892 473 477 488 rBV 171838 257544 7.14% 0.912%
2 5.310 542 548 551 rBY 2766286 3036055 84.13% 10.751%
3 6.339 717 723 726 rBVY 2795022 3066901 84.98% 10.860%
4 6.463 739 744 747 rBVY 2889329 2969096 82.27% 10.513%
5 6.692 779 783 786 rBV 776021 621896 17.23% 2.202%
6 6.851 805 810 813 rBVY 2396819 2333435 64.66% 8.263%
7 7.257 874 879 882 rBY 1825834 1965600 54.47% 6.960%
8 7.975 996 1001 1004 rBV 924129 831626 23.04% 2.945%
9 9.051 1179 1184 1188 rBV 2973330 3455708 95.76% 12.236%
10 9.727 1294 1299 1303 rBV 960633 915337 25.36% 3.241%
11 10.139 1362 1369 1375 rBvV 28160 47524 1.32% 0.168%

12 10.516 1427 1433 1437 rBV 1836820 2098265 58.14% 7.430%
13 11.210 1546 1551 1554 rBV 1162481 1012977 28.07% 3.587%
14 12.804 1813 1822 1825 rBV 3168318 3608797 100.00% 12.779%
15 13.845 1994 1999 2002 rBV 1127676 1073037 29.73% 3.800%

16 15.251 2232 2238 2242 rBV 767490 947253 26.25% 3.354%

Sum of corrected areas: 28241051
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090617\
BF098277.D
6 Sep 2017 17:22
SJ/Ju
PB102073BL
5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090617\
Data File : BF098277.D

Aca On : 6 Sep 2017 17:22

Operator : SJ/JU

Sample : PB102073BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.89 8.28 ng 257544 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 17
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 477 (4.892 min): BF098277.D (-473) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 R e R
| 83.0 | 4.60 4.80 5.00 5.20
S 1 OSSOSO TS | S NS m/z 59.00 57.06%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L LS UL
59.0 460 480 500 5.20
0,
150 a0 1010 m/z 101.00 21.14%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 480 5.00 520
5000 43.0 m/z 58.00 15.54%
31.0
15.0 69.0 87.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4425: Butane, 1-ethoxy- I ABARENEE R
59.0 4.60 4.80 5.00 5.20
31.0 m/z 41.10 9.04%
5000 41.0
73.0
15.0 | mso.o“ | | 870 1020
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090617\
Data File : BF098277.D

Aca On : 6 Sep 2017 17:22

Operator : SJ/JU

Sample : PB102073BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 2 unknown6.46 Concentration Rank 1

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

6.46 95.49 ng 2969100 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9

Abundance Scan 743 (6.457 min): BF098277.D (-739) (-) m/z 132.00 100.00%
13R.0
5000 68.1
96.0 L L I IR L
40.1 | 1149 J 6.20 6.40 6.60 6.80
R L= e m/z 68.10 49 _.80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 U S UL U
6.20 6.40 6.60 6.80
310 5L0 ‘ ‘ m/z 134.00 31.65%
‘ L1 H ! !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 ST o aho oo
5000 980 1160 m/z 66.00 30.89%

158.0 189.0

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl- ma .A. e
56.0 132.0 620 6.40 6.60 6.80
m/z 69.10 19.74%
5000
27.0
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090617\
Data File : BF098277.D

Acq On : 6 Sep 2017 17:22

Operator : SJ/JU

Sample : PB102073BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .M
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]
2-Pentanone, 4-hy... 4.89 8.3 ng 257544 1 6.69 621896 20.0
unknown6 .46 6.46 95.5 ng 2969100 1 6.69 621896 20.0
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