LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122916\
Data File : BF092024.D

Aca On : 29 Dec 2016 15:17

Operator : UM/SJ

Sample : H6278-06

Misc :

ALS Vial : 10 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 4.830 238 240 247 rBV 601082 852144 9.92% 1.656%
2 5.299 279 281 283 rBVY 3280147 3100453 36.11% 6.024%
3 6.350 371 373 376 rBVY 2099437 1801483 20.98% 3.500%
4 6.464 381 383 386 rBY 5023647 4680700 54.51% 9.094%
5 6.693 400 403 405 rBVY 1083636 1205588 14.04% 2.342%

6.853 414 417 419 rBV 3709790 4747377 55.29% 9.224%
7.265 450 453 455 rBV 3825840 4258507 49.59% 8.274%
7.973 513 515 518 rBV 1594968 1583802 18.44% 3.077%
6458211 6621583 77.11% 12.865%
9.733 666 669 671 rBVY 1395298 1847295 21.51% 3.589%

=
QOO ~NO®

©

o

al

©

)]

(@]

\l

()]

=

o

()]

=

N

=

os]

<

11 10.522 735 738 740 rBV 4029295 4489603 52.28% 8.723%
12 11.208 795 798 800 rBV 2176119 1916740 22.32% 3.724%
13 12.328 883 896 905 rBV 403444 1764233 20.55% 3.428%
14 12.808 934 938 940 rBV 5541814 8587017 100.00% 16.684%
15 13.837 1026 1028 1031 rBV 1996290 2064558 24.04% 4.011%

16 14.751 1105 1108 1113 rBV 69156 139553 1.63% 0.271%
17 15.220 1146 1149 1152 rBV 1102950 1537844 17.91% 2.988%

18 15.380 1160 1163 1168 rVB2 56260 118507 1.38% 0.230%
19 16.088 1220 1225 1231 rVB 52864 151242 1.76% 0.294%

Sum of corrected areas: 51468229
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122916\
Data File : BF092024.D

Aca On : 29 Dec 2016 15:17

Operator : UM/SJ

Sample : H6278-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

C:\DATABASENNISTO2.L

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

TIC Library
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122916\
Data File : BF092024.D

Aca On : 29 Dec 2016 15:17

Operator : UM/SJ

Sample : H6278-06

Misc :

ALS Vial : 10 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.83 14.14 ng 852144 1,4-Dichlorobenzene-d4 6.69
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 240 (4.830 min): BF092024.D (-238) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 USRI R R R
| | 83.0 | 206.9 440 4.60 4.80 5.00 5.20
-t m/z 59.10 55.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L UL UL I
59.0 440 460 480 500 520
0
150 1010 m/z 101.00 17.01%
‘ \‘ N Tl 830 \‘
miz--> %4 6o 8 100 10 1o 1% b0 20
Abundance
59.0
440 460 480 5.00 520
5000 41.0 m/z 58.10 15.14%
126.0142.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3602: 1-Propen-2-ol, acetate
43.0 440 4.60 4.80 5.00 5.20
m/z 41.10 8.83%
5000
15.0 72.0
'"hP"”N'"P'l'P'?P?R"I”"I'”'I'”'I'”'I'”' INREDE SR SRS SRR 'A
m/z--> 20 40 60 80 100 120 140 160 180 200 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122916\
Data File : BF092024.D

Aca On : 29 Dec 2016 15:17

Operator : UM/SJ

Sample : H6278-06

Misc :

ALS Vial : 10 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 unknown6.46 Concentration Rank 2

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

6.46 77.65 ng 4680700 1,4-Dichlorobenzene-d4 6.69
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 383 (6.464 min): BF092024.D (-381) (-) m/z 131.95 100.00%
131.9
5000 68.1
620 640 6.60 6.80
B E e m/z 68.10 47 .58%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
5000 R AR R R
6.20 6.40 6.60 6.80
33.0 105.0 m/z 134.00 33.49Y%
"'M |'§%0'k'7%?'“8§P'J| J“" [rr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 "3k oa0 650 0B
5000 98.0 116.0 m/z 66.00 29.88%
158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #13916: Benzene, 1,3,5-trifluoro- —
132.0 6.20 6.40 6.60 6.80
m/z 69.10 19.24%
5000
63.0 810
3]\-0 SQO | ‘\‘ ' | ‘\ | 99\0 ‘11%0 |
m/z--> 4'0 6|0 8|O 1(')0 150 14'10 1('30 15';0 6.|20 6.|40 6.|60 6.|80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122916\
Data File : BF092024.D

Acq On : 29 Dec 2016 15:17

Operator : UM/SJ

Sample : H6278-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEMI\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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.83 14.1 ng 852144 1 6.69 1205590 20.0
unknown6 .46 6.46 77.7 ng 4680700 1 6.69 1205590 20.0
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