LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO71317\
Data File : BM010822.D

Acq On 13 Jul 2017 20:58

Operator : SJ/JU

Sample : PB100606BL

Misc :

ALS Vial : 19 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_M\METHODS\8270-BM071217 .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
1 4.640 293 298 308 rBvY 649395 837258 3.82% 0.733%
2 5.087 366 374 386 rBvY 6888088 9558831 43.62% 8.369%
3 6.640 630 638 649 rBV 6651184 10112556 46.14% 8.854%
4 6.987 690 697 707 rBV 6848639 10134197 46.24% 8.873%
5 7.446 768 775 782 rVB 1235051 1856294 8.47% 1.625%
6 7.763 821 829 838 rVvB 4993298 7905124 36.07% 6.921%
7 8.593 961 970 981 rBV 4193116 6493545 29.63% 5.685%
8 10.204 1236 1244 1252 rBV 1537724 2452763 11.19% 2.147%
9 12.710 1663 1670 1678 rBY 10831175 15389896 70.23% 13.474%
10 14.098 1898 1906 1915 rBV2 2174231 3292723 15.02% 2.883%
11 15.598 2154 2161 2178 rBV 9670235 13210842 60.28% 11.567%
12 16.851 2368 2374 2381 rBV 3085143 4143427 18.91% 3.628%
13 19.510 2820 2826 2833 rBV 17846466 21915007 100.00% 19.187%
14 21.063 3085 3090 3096 rBV 3259556 3970538 18.12% 3.476%
15 23.198 3446 3453 3461 rVB 1592137 2942066 13.42% 2.576%
Sum of corrected areas: 114215067
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_M\DATA\BMO71317\

BM010822.D

13 Jul 2017 20:58

SJ/JuU

PB100606BL

19 Sample Multiplier: 1

Z:\HPCHEMI\BNA_M\METHODS\8270-BM071217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM010822.D
1.5e+07
1le+07
5.09 6.64 6.99
5000000 .76 8.59
10.20
464 7.45
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19,51
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5000000
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Time--> 12.00 12,50 13.00 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
Abundance TIC: BM010822.D
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5000000
21.06
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO71317\
Data File : BM010822.D

Acq On 13 Jul 2017 20:58

Operator : SJ/JU

Sample : PB100606BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM071217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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.

4.64 9.02 ng 837258 1,4-Dichlorobenzene-d4 7.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 47
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 40
4 Propane, 1,l1-dipropoxy- 160 C9H2002 004744-11-0 38
5 Dimethadione 129 C5H7NO3 000695-53-4 33

Abundance Scan 298 (4.640 min): BM010822.D (-293) (-) m/z 42.95 100.00%
a3
59
5000
101
83 4.40 4.60 4.80 5.00
O bbbl A9 MAT 191208221 265 | sz 59.10 63.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8042: Hydrazine, 1,1-bis(1-methylethyl)-
59
5000 A I L L A
101 440 460 480 500
o7 % 116 m/z 101.00 29.68%
0.”.“.”,”.W.Z?“.”,”.w..”,”...”......”...”,”.w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43
440 460 480 500
5000 m/z 58.00 15.86%
59
27 g3 101
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone R R RN RS S
43 4.40 4.60 4.80 5.00
m/z 41.10 11.57%
5000 101
28 59
84
o 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO71317\
Data File : BM010822.D

Acq On 13 Jul 2017 20:58

Operator : SJ/JU

Sample : PB100606BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM071217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown6.99 Concentration Rank 1

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

6.99 109.19 ng 10134200 1,4-Dichlorobenzene-d4 7.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 14
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 14
3 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 12
4 3H-1,2-Dithiol-3-one, 5-methyl- 132 C4H40S2 003620-08-4 10
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 9

Abundance Scan 698 (6.993 min): BM010822.D (-690) (-) m/z 132.00 100.00%
132
68
5000
96 S S L L
40 54 - 115 081 6.60 6.80 7.00 7.20 7.40
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS RARAARARSS A R
6.60 6.80 7.00 7.20 7.40
31 ‘ m/z 66.10 41 _36%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132
6.60 6.80 7.00 7.20 7.40
5000 97 m/z 134.00 33.20%
70
31
0 a4 116
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro- A R e
132 6.60 6.80 7.00 7.20 7.40
m/z 69.10 26 .34%
5000
5
T H 89 103
ol M\Mm \‘\ ‘..‘l‘l‘..............................l....l.. AR
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 6.60 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO71317\
Data File : BM010822.D

Acq On 13 Jul 2017 20:58

Operator : SJ/JU

Sample : PB100606BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM071217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.64 9.0 ng 837258 1 7.45 1856290 20.0
unknown6 .99 6.99 109.2 ng 10134200 1 7.45 1856290 20.0
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