LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG121117\

Data File : BG031469.D

Aca On : 12 Dec 2017 00:42 Instrument :
Operator : SJ/JU BNA_G

Sample - 16762-05 ClientSampleld :
Misc - 120417-TIDO-F-D-B
ALS Vial : 17 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-BG121117.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 5.179 317 322 328 rBV 44228 71032 1.25% 0.380%
2 5.661 398 404 422 rBV 239917 446984 7.87% 2.394%
3 7.271 672 678 697 rBV 147856 319129 5.62% 1.709%
4 7.641 733 741 759 rBV 450933 856290 15.07% 4_.587%
5 8.105 814 820 836 rVB 151254 272713 4 .80% 1.461%
6 8.429 867 875 892 rBV 635487 1199390 21.11% 6.424%
7 9.275 1008 1019 1034 rBV 442932 912304 16.06% 4.887%
8 10.926 1293 1300 1308 rBV 164349 365924 6.44% 1.960%
9 13.358 1706 1714 1735 rBV 1554526 2615400 46.03% 14.009%
10 14.733 1941 1948 1955 rBV2 359157 636880 11.21% 3.411%
11 14.803 1955 1960 1973 rVB 42783 79253 1.39% 0.425%
12 15.785 2123 2127 2136 rBvV 41384 63517 1.12% 0.340%

13 16.219 2195 2201 2217 rBV 833507 1414688 24.90% 7.577%
14 17.477 2408 2415 2420 rBV 615913 962782 16.95% 5.157%
15 17.518 2420 2422 2430 rVB 110061 170690 3.00% 0.914%

16 19.527 2759 2764 2771 rVB 55116 81651 1.44% 0.437%
17 20.068 2850 2856 2868 rBV 4097609 5681412 100.00% 30.431%
18 21.748 3135 3142 3156 rBV 731414 1289313 22.69% 6.906%
19 25.033 3689 3701 3720 rBvV2 386800 1171801 20.63% 6.276%
20 31.754 4829 4845 4846 rBV10 16598 58538 1.03% 0.314%

Sum of corrected areas: 18669691
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121117\
Data File : BG031469.D

Aca On : 12 Dec 2017 00:42

Operator : SJ/JU

Sample : 16762-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.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: BG031469.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121117\
Data File : BG031469.D

Aca On : 12 Dec 2017 00:42

Operator : SJ/JU

Sample : 16762-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.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.

5.18 5.21 ng 71032 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 56
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 17
3 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 17
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 322 (5.179 min): BG031469.D (-317) (-) m/z 43.00 100.00%
43.0
59.0
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O 450 500 550 540 560
83.0 : : - : :
o...,....,....,....I,'::..,..~.'Ii....,7.3;1..,.-...,...:,|....,. m/z 59.00 52.80%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
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m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8387: 2-Pentanal, 2,4-dimethyl-
59.0 480 500 520 5.40 5.60
m/z 41.00 10.69%
5000
43.0 101.0
0 150 \3\1‘0 | ‘ ‘ ‘ H‘\ | 710 83\0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121117\
Data File : BG031469.D

Aca On : 12 Dec 2017 00:42

Operator : SJ/JU

Sample : 16762-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.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 unknown7.64 Concentration Rank 2

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

7.64 62.80 ng 856290 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 741 (7.641 min): BG031469.D (-733) (-) m/z 132.00 100.00%
132.0
5000 68.0 j\\
96.0 o0 7E0 7 RY 800
40.0 540 7.40 7.60 7.80 8.00
o....,....:u...,::..,.:l-.',..fo?....,..!.,?1??.?....,....,'...,.. m/z 68.00 36.93%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 L LS UL UL
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33.0 44.0 0.0 105.0 m/z 134.00 32.98%
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132.0
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5000 ' m/z 66.00 22.62%
31.0 51.0
79.0
e R RS AR AR RS RAARS RSN BALRN SERSS RS RARRE
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0 7.40 7.60 7.80 8.00

m/z 69.10 14 _.85%

5000 6r.0
41.0 97.0
790 117.0
0 107.0

m/z--> 30 50 60 70 80 90 100 110 120 130 140 7.40 7.60 780 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG121117\
Data File : BG031469.D

Acq On : 12 Dec 2017 00:42

Operator : SJ/JU

Sample - 16762-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG121117 .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... 5.18 5.2 ng 71032 1 8.11 272713 20.0
unknown? .64 7.64 62.8 ng 856290 1 8.11 272713 20.0
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