LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG120817\
Data File : BG031443.D

Aca On : 9 Dec 2017 6:37

Operator : SJ/JU

Sample : 16744-07

Misc :

ALS Vial : 28 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 G\METHODS\8270-BG111017.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 5.204 321 326 332 rVB 37563 58777 1.50% 0.369%
2 5.686 402 408 425 rVB 516011 934428 23.85% 5.869%
3 7.290 674 681 701 rBV 573652 1113856 28.43% 6.996%
4 7.660 737 744 758 rBV 568575 1059329 27.04% 6.654%
5 8.124 817 823 834 rBV 127803 226614 5.78% 1.423%

6 8.447 871 878 888 rBvV 435755 794934 20.29% 4_.993%
7 9.293 1014 1022 1039 rBvV 302727 641284 16.37% 4.028%
8 10.944 1295 1303 1312 rBV 147112 322376 8.23% 2.025%
9 13.371 1709 1716 1729 rBV 1110787 1910158 48.75% 11.998%
10 14.205 1851 1858 1873 rBV 74869 168339 4_30% 1.057%
11 14.752 1944 1951 1966 rVvB2 323531 576091 14.70% 3.619%
12 15.568 2086 2090 2095 rVB2 32727 42162 1.08% 0.265%
13 16.238 2198 2204 2220 rBV 532247 1038963 26.52% 6.526%
14 16.426 2232 2236 2244 rVB 31082 47374 1.21% 0.298%

15 17.490 2411 2417 2431 rBV2 541168 911039 23.25% 5.722%

16 20.081 2852 2858 2868 rBV 2895975 3918267 100.00% 24.612%
17 21.767 3138 3145 3158 rBV2 604085 1117104 28.51% 7.017%
18 25.063 3694 3706 3730 rBv2 325082 1039353 26.53% 6.528%

Sum of corrected areas: 15920448
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG120817\
Data File : BG031443.D

Aca On 9 Dec 2017 6:37

Operator : SJ/JU

Sample : 16744-07

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG111017.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: BG031443.D
2500000
2000000
1500000

1000000

5.69 7.29 7.66
500000 8.45
9.29

5.20 8.12 10.94
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Time--> 3.50 4.00 4.50 5.00 550 6.00 6.50 7.00 750 800 850 9.00 950 1000 1050 1100 1150 1200 12.50
Abundance TIC: BG031443.D
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1000000
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Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG031443.D
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG120817\
Data File : BG031443.D

Aca On : 9 Dec 2017 6:37

Operator : SJ/JU

Sample : 16744-07

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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.

5.20 5.19 ng 58777 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 32
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 325 (5.198 min): BG031443.D (-321) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 ARV VAR N
83.0 4.80 5.00 5.20 5.40 5.60
Ol et et e Tm/z 59.00  55.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R IS R L
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.10 19.68%
‘ 1l ‘. ‘ 83'0 ‘
e S I S SULIULS SURIL IS IULILS IULI LS SIS LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
o 450 500 550 540 560
5000 m/z 58.00 14 .92%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0 480 5.00 520 5.40 5.60
m/z 41.00 12.20%
5000
101.0
150 310 | %80 69,0 86.0
m/z--> 1'0 2'0 3'0 4'0 5'0 6|O 7'0 8|0 9'0 1(')0 11'0 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG120817\
Data File : BG031443.D

Aca On : 9 Dec 2017 6:37

Operator : SJ/JU

Sample : 16744-07

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 unknown7.66 Concentration Rank 1

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

7.66 93.49 ng 1059330 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 744 (7.660 min): BG031443.D (-737) (-) m/z 132.00 100.00%
132.0
5000 68.0 /L
400 540 | 9.0 740 7.60 7.80 8.00
o..,....,....,...:','!...,!!..,:!.-.|,..':'.,f.‘f‘:?,..!.,.1.9.6.-?....,....,'...,.. m/z 68.00 40.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 UL SR UL L
7.40 7.60 7.80 8.00
33.0 44.0 0.0 105.0 m/z 134.00 32.00%
0"P"W"“Iﬂ'”I'L“Iﬁqﬂ"”l:“llﬁqﬂ"il'ihl“"P"W T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
117.0 A EmI e S
7.40 7.60 7.80 8.00
5000 m/z 66.00 27 .63%
91.0
oL 150 o70 39.0 51.0 650 77.0 105.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine

132.0 7.40 7.60 7.80 8.00
m/z 69.05 16.56%

5000
104.0
39.0 51.0 65.0 780
0 | il ull 910 117.0
e e e e e e e e e

\ \
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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG120817\
Data File : BG031443.D

Acq On : 9 Dec 2017 6:37

Operator : SJ/JU

Sample : 16744-07

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017 .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... 5.20 5.2 ng 58777 1 8.13 226614 20.0
unknown7 .66 7.66 93.5 ng 1059330 1 8.13 226614 20.0
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