LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG062217\
Data File : BG027610.D

Aca On : 23 Jun 2017 00:11

Operator : SJ/JU

Sample : 13657-03

Misc :

ALS Vial : 16 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-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 heiaht area % max. total

5.644 292 299 307 rVB 17279 29352 1.21% 0.326%
6.084 368 374 387 rVB 193501 334358 13.75% 3.715%
rvB 120488 225163 9.26% 2.502%
8.035 698 706 717 rBV 345315 621063 25.53% 6.901%
8.505 779 786 793 rBV 67651 117290 4.82% 1.303%
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8.828 832 841 851 rBB 261584 485055 19.94% 5.390%
9.668 976 984 992 rBV 247885 470167 19.33% 5.224%
11.319 1257 1265 1272 rBVY 93207 178852 7.35% 1.987%
13.711 1664 1672 1681 rBV 728164 1132239 46.55% 12.581%
14.516 1803 1809 1817 rBV 113910 175323 7.21% 1.948%

=
QO ~NO®

11 15.085 1900 1906 1914 rBV2 160582 270428 11.12% 3.005%
12 16.572 2152 2159 2171 rBV 774565 1208517 49.68% 13.428%
13 17.835 2367 2374 2384 rVB2 257605 395616 16.26% 4 _.396%
14 18.669 2511 2516 2526 rBV2 16647 29633 1.22% 0.329%
15 20.415 2806 2813 2821 rBV 1839612 2432387 100.00% 27.027%

16 22.201 3110 3117 3126 rVB 245140 461714 18.98% 5.130%
17 25.838 3722 3736 3752 rBV 128402 432561 17.78% 4._.806%

Sum of corrected areas: 8999718
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG062217\
Data File : BG027610.D

Aca On : 23 Jun 2017 00:11

Operator : SJ/JU

Sample : 13657-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062117 .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: BG027610.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG062217\
Data File : BG027610.D

Aca On : 23 Jun 2017 00:11

Operator : SJ/JU

Sample : 13657-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062117 .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.

5.64 5.01 ng 29352 1,4-Dichlorobenzene-d4 8.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 39
2 3-Methvlpenta-1.4-diene-3-ol 98 C6H100 000918-86-5 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 Propane, l-isocyanato-2-methyl- 99 C5H9NO 001873-29-6 9

Abundance Scan 298 (5.638 min): BG027610.D (-292) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0
5.40 5.60 5.80 6.00
il SO0 W80 | 775910 60.86%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LIS UMLRE UL RS R
59.0 540 560 580 6.00
m/z 101.00 17 .36%
..,...‘a:‘all‘..o...‘,‘l...,..al,....,....,8.3'.0..,9?'.0..1(,)‘1..(.)..,.
m/z--> 20 30 40 50 60 70 80 90 100
Abundance
43.0
540 560 580 600
5000 550 83.0 m/z 58.00  15.22%
71.0
97.0
LA UL SRR LR FURLELELIS FLELELELS UL UL UARL L
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3159: 5-Hexen-2-one R e e e
43.0 5.40 5.60 5.80 6.00
m/z 41.00 11.18%
5000
55.0
27‘.? " | 620 7100 830 98.0
mz> 20 30 40 50 60 70 80 90 100 540 560 580 6.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG062217\
Data File : BG027610.D

Aca On : 23 Jun 2017 00:11

Operator : SJ/JU

Sample : 13657-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062117 .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 unknown8.03 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.03 105.90 ng 621063 1,4-Dichlorobenzene-d4 8.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 22
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
Abundance Scan 705 (8.029 min): BG027610.D (-698) (-) m/z 132.00 100.00%
132.0
68.0
5000

7.60 7.80 8.00 8.20 8.40
m/z 68.00 52 .79%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 [ryrrrrrr{rrrr[rrrrprors
69.0 7.60 7.80 8.00 8.20 8.40
39.0 57.0 m/z 66.00 35.69%
H ‘ 890 1030
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
R e e e
7.60 7.80 8.00 8.20 8.40
5000 m/z 134.00 31.16%
33.0 44.0 105.0

70.0
56.0 86.0

wwwmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- T BAaa B e
132.0 7.60 7.80 8.00 8.20 8.40

m/z 69.00 23.40%

5000

63.0
15.0 280 390 520 m 770 999 10401160

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.60 7.80 800 8.20 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG062217\
Data File : BG027610.D

Acq On : 23 Jun 2017 00:11

Operator : SJ/JU

Sample : 13657-03

Misc :

ALS Vial : 16 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 5.0 ng 29352 1 8.50 117290 20.0
unknown8.03 8.03 105.9 ng 621063 1 8.50 117290 20.0
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