LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF123016\
Data File : BF092053.D

Aca On : 30 Dec 2016 18:50

Operator : UM/SJ

Sample : H6318-08

Misc :

ALS Vial : 15 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:\HPCHEM1I\BNA F\METHODS\8270-BF122116.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 4.819 237 239 250 rVB 634860 849276 14.68% 2.068%
2 5.287 277 280 282 rBY 2531864 3080794 53.24% 7.502%
3 6.339 369 372 374 rBVY 2217569 2005615 34.66% 4.884%
4 6.453 379 382 384 rBVY 4672479 4385256 75.78% 10.679%
5 6.682 399 402 404 rBVY 1126905 1105685 19.11% 2.693%

6.842 413 416 418 rBV 3530847 4535198 78.37% 11.044%
7.253 449 452 454 rBV 3822833 4040316 69.82% 9.839%
7.962 512 514 517 rBV 1311377 1468455 25.38% 3.576%
5985729 5787005 100.00% 14.092%
9.711 665 667 670 rBV 1143565 1600542 27.66% 3.898%
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11 10.511 734 737 739 rBV 3073836 3690677 63.78% 8.987%
12 11.196 794 797 799 rBV 1763645 1582136 27.34% 3.853%
13 12.785 933 936 938 rBV 4846771 4807182 83.07% 11.706%
14 13.825 1024 1027 1029 rBV 1191265 1101215 19.03% 2.682%
15 15.208 1145 1148 1150 rBV 748395 1025628 17.72% 2.498%

Sum of corrected areas: 41064980
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF123016\
Data File : BF092053.D

Aca On : 30 Dec 2016 18:50

Operator : UM/SJ

Sample : H6318-08

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF092053.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF123016\
Data File : BF092053.D

Aca On : 30 Dec 2016 18:50

Operator : UM/SJ

Sample : H6318-08

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.

4.82 15.36 ng 849276 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 239 (4.819 min): BF092053.D (-237) (-) m/z 43.00 100.00%
a3
59
5000
1o 440 460 480 5.00 520
...,....,....,....','::..‘??.:!,...‘??....,53.3..,...:,|....,....,....,....,...., m/z 59.10 58.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 UL U R
440 460 4.80 5.00 5.20
59 101 m/z 101.10 19.25%
2134 51“ 67 8 g1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 440 460 480 5.00 520
5000 m/z 58.10 14 .84%
29 101
15 73 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R Emmmr B
50 440 460 4.80 5.00 5.20
m/z 41.10 9.04%
5000 41
68
"'|“"|'“'l"”HlL'ﬁq'dli“"l'“'l"“l"'w""v"'lE%§|'“'%4?'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF123016\
Data File : BF092053.D

Aca On : 30 Dec 2016 18:50

Operator : UM/SJ

Sample : H6318-08

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : 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 unknown6.45 Concentration Rank 2

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

6.45 79.32 ng 4385260 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 382 (6.453 min): BF092053.D (-379) (-) m/z 132.00 100.00%
5000 68
620 640 660 6.80
R B m/z 68.10 46 .71%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 BN AR L SR R
6.20 6.40 6.60 6.80
33 44 o 105 m/z 134.00 33.83%
,,,\,I,,‘,ﬁ‘?”\”9,,,,\““,}1,5 |
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 660 6.80
5000 gg 116 m/z 66.00 29.12%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13916: Benzene, 1,3,5-trifluoro- e A e
132 6.20 6.40 6.60 6.80
m/z 69.10 18.83%
5000
63 81
31 59 1 w\‘ \\72‘ ‘\ \92 10\]-\ 1:!-\2 ‘
m/z--> 4'0 6|0 8|O 1(')0 150 14'10 1('30 15';0 6.|20 6.110 6.%0 6.|80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF123016\
Data File : BF092053.D

Acq On : 30 Dec 2016 18:50

Operator : UM/SJ

Sample : H6318-08

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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... 4.82 15.4 ng 849276 1 6.68 1105690 20.0
unknown6 .45 6.45 79.3 ng 4385260 1 6.68 1105690 20.0
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