LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091017\
Data File : BG028622.D

Aca On : 9 Sep 2017 19:37

Operator : SJ/JU

Sample : 15167-03

Misc :

ALS Vial : 8 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:\HPCHEM1\BNA G\METHODS\8270-BG090717.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

5.447 310 316 322 rBV2 24749 42027 1.07% 0.280%
5.905 388 394 406 rBV 309362 536376 13.62% 3.572%
rBv 178777 349942 8.89% 2.331%
7.868 720 728 738 rBV 563809 1001735 25.44% 6.672%
8.332 799 807 817 rBV 119644 220763 5.61% 1.470%
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8.661 852 863 871 rBV 525632 940540 23.89%% 6.264%
9.507 999 1007 1016 rBV 427158 806228 20.48% 5.369%
11.152 1278 1287 1295 rBV 157783 304376 7.73% 2.027%
12.063 1434 1442 1452 rBV2 51219 117871 2.99% 0.785%
13.567 1689 1698 1707 rBV 1302491 2063505 52.41% 13.743%

=
QO ~NO®

11 14.942 1925 1932 1941 rBV2 269157 464472 11.80% 3.093%
12 16.434 2179 2186 2194 rBV 1202918 1910329 48.52% 12.723%
13 17.692 2394 2400 2407 rBV2 408638 664561 16.88% 4._.426%
14 18.538 2539 2544 2550 rBV4 27700 46777 1.19% 0.312%
15 20.277 2834 2840 2847 rBV 2829366 3937468 100.00% 26.224%

16 22.028 3130 3138 3146 rVB 448149 826481 20.99% 5.504%
17 25.529 3723 3734 3747 rVB3 242885 781513 19.85% 5.205%

Sum of corrected areas: 15014964
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091017\
Data File : BG028622.D

Aca On : 9 Sep 2017 19:37

Operator : SJ/JU

Sample : 15167-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.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: BG028622.D
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Abundance TIC: BG028622.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091017\
Data File : BG028622.D

Aca On : 9 Sep 2017 19:37

Operator : SJ/JU

Sample : 15167-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.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.

5.45 3.81 ng 42027 1,4-Dichlorobenzene-d4 8.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.5.8.11.14.17-Hexaoxaoctadecane 266 C12H2606 001191-87-3 28
3 3-Heptanol. 4-methvl- 130 C8H180 014979-39-6 28
4 3-Hexanol. 4-ethvl- 130 C8H180 019780-44-0 28
5 3-0Octanol 130 C8H180 000589-98-0 23

Abundance Scan 316 (5.447 min): BG028622.D (-310) (-) m/z 43.10 100.00%
431
5000
1011 520 5.40 5.60 5.80
e RO 88 0 Tm/Zz 59.10 67.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
5.20 540 5.60 5.80
0
150 1010 m/z 58.10 19.80%
| . . 600 830
m/z--> 20 45 éo 80 100 120 140 160 180 200 220
Abundance
59.0
5.20 5.40 5.60 5.80
5000 m/z 101.10 12.05%
103.0
31.0
86.0 1210 1470 1770 221.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13702: 3-Heptanol, 4-methyl- B Ry
59.0 5.20 540 5.60 5.80
m/z 41.10 11.54%
5000
41.0 | 83.0 1010
so W L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091017\
Data File : BG028622.D

Aca On : 9 Sep 2017 19:37

Operator : SJ/JU

Sample : 15167-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.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 unknown7.87 Concentration Rank 1

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

7.87 90.75 ng 1001740 1,4-Dichlorobenzene-d4 8.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 14
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 12

Abundance Scan 728 (7.868 min): BG028622.D (-720) (-) m/z 132.10 100.00%
132.1
5000 68.1
96.1 R LR RS L
40.1 541 7.60 7.80 8.00 8.20
.,....,....-l'!..:,!!..,.-.h.'.|,..':-:,??;9,..I.,}R?-P....,....,'...,.1.4.6.-?... m/z 68.10 49.41%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U IS SR R IR
7.60 7.80 8.00 8.20
310 510 m/z 66.10 34 .20%
II""I""‘l‘l'l"IH"'I"'ll'"'I'"'I""I""I""I""I""I""IIII

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance
132.0
S
7.60 7.80 8.00 8.20
5000 m/z 134.00 31.57%
92.0
65.0
270 390 51.0 77.0 1050 4,5
mmmmwmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14144: 5-Fluoro-2-chloropyrimidine A AR R
132.0 7.60 7.80 8.00 8.20
m/z 69.10 19.48%
5000
33.0 44.0 00 105.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.60 7.80 8.00 8.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG091017\
Data File : BG028622.D

Acq On : 9 Sep 2017 19:37

Operator : SJ/JU

Sample - 15167-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG090717 .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... 5.45 3.8 ng 42027 1 8.34 220763 20.0
unknown? .87 7.87 90.8 ng 1001740 1 8.34 220763 20.0
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