LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091423.D

Aca On : 5 Dec 2016 17:42

Operator : UM/SJ

Sample - H5838-02

Misc :

ALS Vial : 7 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-BF112916.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 5.030 237 240 243 rBV 349695 534738 8.59% 1.527%
2 5.441 274 276 279 rVB 1660656 1875790 30.15% 5.357%
3 6.470 364 366 369 rVB 1351974 1163683 18.70% 3.324%
4 6.619 376 379 381 rBVY 3559787 3739913 60.11% 10.682%
5 6.847 397 399 401 rBV 966890 789150 12.68% 2.254%

7.007 410 413 415 rVB 3607399 3289763 52.88% 9.396%
7.407 445 448 451 rVB 1885052 2747125 44 _.15% 7.846%
824457 970706 15.60% 2.772%
8.985 583 586 587 rBV 45494 63649 1.02% 0.182%
9.213 603 606 608 rBVY 5310307 4919255 79.07% 14.050%
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11 9.888 662 665 667 rBVY 1438509 1278573 20.55% 3.652%
12 10.676 731 734 736 rBV 3484321 3555319 57.14% 10.154%
13 11.236 779 783 786 rBvV2 48406 76239 1.23% 0.218%
14 11.362 792 794 797 rBV 1052137 1331638 21.40% 3.803%
15 11.979 846 848 851 rVvB 106942 101198 1.63% 0.289%

16 12.688 908 910 916 rVB3 41574 64958 1.04% 0.186%
17 12.802 916 920 922 rBV 142176 157585 2.53% 0.450%
18 12.962 931 934 936 rBV 4828156 6221666 100.00% 17.770%
19 14.002 1022 1025 1027 rBV 1112344 1281879 20.60% 3.661%
20 15.420 1146 1149 1152 rBV 641213 849933 13.66% 2.427%

Sum of corrected areas: 35012760
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091423.D

Aca On : 5 Dec 2016 17:42

Operator : UM/SJ

Sample : H5838-02

Misc :

ALS Vvial :© 7 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF112916.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: BF091423.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091423.D

Aca On : 5 Dec 2016 17:42

Operator : UM/SJ

Sample : H5838-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.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.

5.03 13.55 ng 534738 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 1,2-Butanediol, (.+/-.)- 90 C4H1002 026171-83-5 9

Abundance Scan 240 (5.030 min): BF091423.D (-237) (-) m/z 43.00 100.00%
a3
59
5000
ol o o 1‘|’1 460 480 500 520 540
NS PR NS m/z 59.00 56.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR S N
59 460 4.80 5.00 5.20 5.40
m/z 58.00 16.18%
15 31 101
0 ‘ Tl . 51 \‘ 83 ‘
LR RS AR RS SRS RERLA RS NN RARLS RS SARSS LS LSS SARS SARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
460 480 500 520 5.40
5000 57 m/z 101.00 15.86%
29
101
o 78
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 e
59 4.60 4.80 500 5.20 5.40
m/z 41.10 8.35%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 Jo 55 eb 70 80 90 100 110 120 150 140 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120516\
Data File : BF091423.D

Aca On : 5 Dec 2016 17:42

Operator : UM/SJ

Sample : H5838-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.62 Concentration Rank 1

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

6.62 94.78 ng 3739910 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 379 (6.619 min): BF091423.D (-376) (-) m/z 132.00 100.00%
5000 68
© s | 2o % e 620 64 60 Gk 750
0 B E e m/z 68.10 40.36%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR AU LRI UL R
6.20 6.40 6.60 6.80 7.00
31 78 m/z 134.00 33.50%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 26.95%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13916: Benzene, 1,3,5-trifluoro- A
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.24%
5000
63 81
0 3\1 59 1 \\‘ \\72\ ‘\ \92 10\]-\ 112 |
mz-> 40 60 80 100 120 140 160 180 | | 6.0 640 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120516\
Data File : BF091423.D

Acq On : 5 Dec 2016 17:42

Operator : UM/SJ

Sample - H5838-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916_.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... 5.03 13.6 ng 534738 1 6.85 789150 20.0
unknown6 .62 6.62 94.8 ng 3739910 1 6.85 789150 20.0
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