LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG010917\
Data File : BG025435.D

Aca On : 9 Jan 2017 18:16

Operator : UM/SJ

Sample = PB95829BL

Misc :

ALS Vial : 4 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 5.259 405 412 420 rBV 379623 615117 12.27% 2.696%
2 5.735 484 493 505 rBV 882461 1575622 31.43% 6.905%
3 7.357 762 769 784 rBV 896607 1670869 33.33% 7.322%
4 7.727 824 832 843 rBV 903162 1628145 32.47% 7.135%
5 8.197 904 912 922 rBV 201197 358438 7.15% 1.571%

8.526 960 968 978 rBV 677605 1228299 24 .50% 5.383%
9.384 1107 1114 1126 rBV 517088 1044397 20.83% 4._.577%
11.029 1386 1394 1409 rBV2 210916 480347 9.58% 2.105%
13.444 1797 1805 1818 rBY 1439519 2416002 48.19% 10.588%
14.830 2033 2041 2051 rBV 391552 672173 13.41% 2.946%

=
QO ~NO®

11 16.317 2287 2294 2308 rBV 1344453 2233513 44.55% 9.788%
12 17.574 2498 2508 2519 rBV 533985 896235 17.88% 3.928%
13 20.154 2941 2947 2956 rBV 3701998 5013610 100.00% 21.971%
14 21.863 3231 3238 3249 rBV 814114 1464927 29.22% 6.420%
15 25.265 3805 3817 3829 rBV3 490673 1521495 30.35% 6.668%

Sum of corrected areas: 22819189
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG010917\
Data File : BG025435.D

Aca On : 9 Jan 2017 18:16

Operator : UM/SJ

Sample = PB95829BL

Misc :

ALS Vial : 4 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

Abundance TIC: BG025435.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG010917\
Data File : BG025435.D

Aca On : 9 Jan 2017 18:16

Operator : UM/SJ

Sample = PB95829BL

Misc :

ALS Vial : 4 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 34.32 ng 615117 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 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 412 (5.259 min): BG025435.D (-405) (-) m/z 43.05 100.00%
43.0
5000 AA
1o 500 520 5.40 560
Ot 2470 2219 2876 3626 42244621 | 'm/z 59.10 59.84%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U I L UL
5.00 5.20 5.40 5.60
m/z 101.10 17.60%
101.0
Oljﬂwlk"'L'"I"”I""I”"I"'W""I'”'I"'W
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
59.0
500 520 5.40 560
5000 m/z 58.05 13.25%
101.0
L S A I B I B L B B
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #8346: 2-Hexanol, 2-methyl-
59.0 5.00 5.20 5.40 5.60
m/z 41.10 9.26%
5000
101.0
Oﬁﬁ%wlw'uﬂ”"I'”'I'”'I"”I"”I"'W"'W"'W
mz-> 0 50 100 150 200 250 300 350 400 450 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG010917\
Data File : BG025435.D

Aca On : 9 Jan 2017 18:16

Operator : UM/SJ

Sample = PB95829BL

Misc :

ALS Vial : 4 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 90.85 ng 1628150 1,4-Dichlorobenzene-d4 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 18
2 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 18
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 14
Abundance Scan 833 (7.733 min): BG025435.D (-824) (-) m/z 132.10 100.00%

132.1
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0 h .1,1. A Lr98 2312 2907 3538 4013 4704 51941 Tnsz 68.10  59.72%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14505: 1H-Benzimidazole, 2-methyl-
132.0
5000 |/|\|||||||||||||||||||||

7.40 7.60 7.80 8.00
63.0 m/z 66.10 39.23%

.MUWMKWN” SN MMM
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132.0

7.40 7.60 7.80 8.00

o

5000 m/z 134.10 32.71%
63.0
o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine R R e
132.0 7.40 7.60 7.80 8.00

m/z 69.10 23 .80%

5000
310770
N

m/z--> 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG010917\
Data File : BG025435.D

Acq On : 9 Jan 2017 18:16

Operator : UM/SJ

Sample - PB95829BL

Misc :

ALS Vial : 4 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 34.3 ng 615117 1 8.20 358438 20.0
unknown7 .73 7.73 90.8 ng 1628150 1 8.20 358438 20.0
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