LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG062417\
Data File : BG027664.D

Acq On 24 Jun 2017 18:09

Operator : SJ/JU

Sample - 13849-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BG062117 .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 height area % max. total

5.645 293 299 306 rBV 40519 67104 3.88% 0.782%
6.091 368 375 386 rBV 358763 611207 35.32% 7.125%
rBv 383885 709700 41.01% 8.274%
8.042 698 707 717 rBV 373540 671152 38.78% 7.824%
8.506 779 786 794 rBB 71884 125986 7.28% 1.469%
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8.829 834 841 849 rBB 241597 434810 25.13% 5.069%
9.669 974 984 993 rBV 209845 399653 23.10% 4._.659%
11.320 1258 1265 1275 rBVY 103167 195543 11.30% 2.280%
13.712 1664 1672 1685 rBB 639985 982098 56.75% 11.449%
14.517 1803 1809 1816 rBV 97137 142703 8.25% 1.664%
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11 15.086 1899 1906 1915 rVvB2 174553 293573 16.97% 3.422%
12 16.573 2152 2159 2168 rBV 558764 867595 50.14% 10.114%
13 16.743 2182 2188 2192 rBV 13761 21050 1.22% 0.245%
14 17.836 2365 2374 2382 rBV2 245191 392460 22.68% 4_575%
15 20.410 2806 2812 2821 rBV 1197394 1730450 100.00% 20.174%

16 21.761 3036 3042 3048 rBVS8 10814 24752 1.43% 0.289%
17 22.031 3082 3088 3093 rvVvB2 14458 23689 1.37% 0.276%

18 22.202 3109 3117 3125 rVB 238097 464111 26.82% 5.411%
19 25.844 3723 3737 3749 rBV2 126305 420107 24.28% 4._.898%

Sum of corrected areas: 8577743
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG062417\
Data File : BG027664.D

Acq On : 24 Jun 2017 18:09

Operator : SJ/JU

Sample - 13849-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG062117 .M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG027664.D
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Abundance TIC: BG027664.D
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Abundance TIC: BG027664.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG062417\
Data File : BG027664.D

Acq On 24 Jun 2017 18:09

Operator : SJ/JU

Sample - 13849-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.64 10.65 ng 67104 1,4-Dichlorobenzene-d4 8.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Guanidine 59 CH5N3 000113-00-8 50
3 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 37
4 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 33
5 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 33

Abundance Scan 298 (5.639 min): BG027664.D (-293) (-) m/z 43.00 100.00%
43
59
5000
T "Sh0 550 580 6b0
...,....,....,....','.':..,??:'.,....,....,??..,....,|....,. m/z 59.00 69.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U U I L R
540 5.60 5.80 6.00
59 m/z 101.00 21.44%
21 37 53 ‘ 67 77 83 a1 }?1
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43 59
540 560 580 6.00
5000 18 m/z 58.10 16.25%
28
12
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone
509 5.40 5.60 5.80 6.00
m/z 41.00 10.62%
5000 43
31
]75 m‘ | 1 i 69 8\7
miz--> 10 20 30 40 50 60 70 8 90 100 110 540 560 580 6.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG062417\
Data File : BG027664.D

Acq On 24 Jun 2017 18:09

Operator : SJ/JU

Sample - 13849-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown8.04 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.04 106.54 ng 671152 1,4-Dichlorobenzene-d4 8.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
5 5-Aminoindole 132 C8H8N2 005192-03-0 22
Abundance Scan 707 (8.042 min): BG027664.D (-698) (-) m/z 132.00 100.00%
5000

7.80 8.00 8.20 8.40
m/z 68.00 46.66%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 /l.\llllllllllllllllllllll
7.80 8.00 8.20 8.40
21 70 m/z 66.00 33.82%
60
[ s 77 8e | 105 116
T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 R R N EAEEERms
104 7.80 8.00 8.20 8.40
5000 m/z 134.00 32.56%
78
31 54 51
wwmmmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- e L e e
132 7.80 8.00 8.20 8.40
m/z 69.00 22 .06%
5000

63
15 28 39 5 °8 77 90 104 4

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.80 8.00 8.20 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG062417\
Data File : BG027664.D

Acq On 24 Jun 2017 18:09

Operator : SJ/JU

Sample - 13849-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062117 .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... 5.64 10.7 ng 67104 1 8.51 125986 20.0
unknown8.04 8.04 106.5 ng 671152 1 8.51 125986 20.0
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