LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG011117\
Data File : BG025472.D

Aca On : 11 Jan 2017 14:01

Operator : UM/SJ

Sample : PB95912BL

Misc :

ALS Vial : 3 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-BG122116.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 5.261 405 412 420 rBV 500295 813910 13.12% 2.922%
2 5.737 487 493 507 rBY 1094054 1939512 31.26% 6.964%
3 7.359 762 769 784 rBVY 1097559 2093229 33.73% 7.515%
4 7.729 823 832 843 rBY 1086195 2006122 32.33% 7.203%
5 8.199 906 912 920 rVB 213720 390691 6.30% 1.403%

8.528 961 968 977 rVB 809522 1505974 24.27% 5.407%
9.386 1106 1114 1125 rBV2 659573 1282738 20.67% 4.606%
11.031 1387 1394 1407 rBV 256369 542641 8.74% 1.948%
13.446 1796 1805 1815 rBY 1801096 2992565 48.23% 10.744%
14.826 2033 2040 2052 rBV 460575 787379 12.69% 2.827%

=
QO ~NO®

11 16.319 2287 2294 2306 rBV 1763232 2938115 47.35% 10.549%
12 17.576 2501 2508 2518 rBV 594431 1058627 17.06% 3.801%
13 20.155 2940 2947 2957 rBV 4377334 6205418 100.00% 22.280%
14 21.865 3230 3238 3249 rBvV 893257 1651801 26.62% 5.931%
15 25.261 3805 3816 3830 rBv2 533782 1643473 26.48% 5.901%

Sum of corrected areas: 27852195
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO11117\
Data File : BG025472.D

Aca On : 11 Jan 2017 14:01

Operator : UM/SJ

Sample : PB95912BL

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG122116.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: BG025472.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG011117\
Data File : BG025472.D

Aca On : 11 Jan 2017 14:01

Operator : UM/SJ

Sample : PB95912BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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.

5.26 41_.67 ng 813910 1,4-Dichlorobenzene-d4 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-0Octanol 130 C8H180 000589-98-0 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 412 (5.261 min): BG025472.D (-405) (-) m/z 43.05 100.00%
43.0
5000
1o 500 520 540 560
e 4L 1907 2856 8125 3899 3934 'm/z 59.10 63.84%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN LS LS IR
5.00 5.20 5.40 5.60
m/z 101.10 18.52%
8
pl
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
500 520 540 560
5000 m/z 58.10 12 .44%
101.0
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13639: 3-Octanol e p e e T P ....
59.0 500 520 540 560
m/z 41.10 10.45%
5000
#OTO
mz-> 0 %) 100 180 200 25 a0 3o 400 4% 500 500 520 540 560
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG011117\
Data File : BG025472.D

Aca On : 11 Jan 2017 14:01

Operator : UM/SJ

Sample : PB95912BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 unknown7.73 Concentration Rank 1

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

7.73 102.70 ng 2006120 1,4-Dichlorobenzene-d4 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 27
2 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 832 (7.729 min): BG025472.D (-823) (-) m/z 132.10 100.00%
13p.1
68.1
5000
96.1 L AN UL AR AR
40.0 7.40 7.60 7.80 8.00
—— b .|~,'~. L 16031809 23162649 3561 77 68.10 56.01%
m/z--> 50 100 150 200 250 300 350
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 SN AR RARRE RARSR RS
69.0 7.40 7.60 7.80 8.00
390 m/z 66.10 42 .06%

56.0 132.0

H “ 103.0

..Mm \w
m/z--> 150 200 250 300 350
Abundance

7.40 7.60 7.80 8.00

5000 m/z 134.00 33.32%
27.0 91.0
—— T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #14144: 5-Fluoro-2-chloropyrimidine R e
132.0 7.40 760 780 800

m/z 69.10 27.01%

5000
105.0
700 “

m/z--> 50 150 200 250 300 350 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG011117\
Data File : BG025472.D

Acq On : 11 Jan 2017 14:01

Operator : UM/SJ

Sample : PB95912BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122116 .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... 5.26 41.7 ng 813910 1 8.20 390691 20.0
unknown7 .73 7.73 102.7 ng 2006120 1 8.20 390691 20.0
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