LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121516\

Data File : BF091641.D

Aca On : 15 Dec 2016 21:09 Instrument :
Operator : UM/SJ BNA_F

Sample  : H6029-01 Gl el
Misc i IDW-WATER-01
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-BF120916.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 4.281 190 192 197 rBvY 62713 81462 1.00% 0.133%
2 4.944 248 250 253 rBVY 1154280 1641839 20.23% 2.679%
3 5.378 286 288 291 rBVY 3287512 4423696 54.51% 7.219%
4 6.419 377 379 382 rBVY 3251739 2850211 35.12% 4.651%
5 6.556 388 391 393 rBVY 7101210 7544389 92.97% 12.312%

6.784 408 411 413 rBV 1965562 1800082 22.18% 2.938%
6.944 422 425 427 rVB 6511881 6796018 83.75% 11.091%
7.356 457 461 463 rBV 4439229 6012944 74.10% 9.813%
8.064 521 523 526 rBV 1945599 2272297 28.00% 3.708%
9.150 615 618 620 rBV 8514695 8115094 100.00% 13.244%

=
QO ~NO®

11 9.539 650 652 655 rBvV 111319 120741 1.49% 0.197%
12 9.825 674 677 679 rBVY 2893788 2515666 31.00% 4._.105%
13 10.259 712 715 717 rVB3 100343 177593 2.19% 0.290%
14 10.613 743 746 748 rBV 4757730 4828072 59.49% 7.879%
15 10.739 752 757 761 rVB3 63975 117207 1.44% 0.191%

16 11.173 793 795 798 rBV3 92738 151826 1.87% 0.248%
17 11.299 804 806 809 rBV 1835571 1932458 23.81% 3.154%

18 11.836 852 853 855 rBvV 77124 99379 1.22% 0.162%
19 11.871 855 856 859 rvB2 259196 254151 3.13% 0.415%
20 12.625 921 922 929 rBV 76010 83771 1.03% 0.137%
21 12.774 932 935 937 rBV 87668 82841 1.02% 0.135%

22 12.888 943 945 948 rBV 5108316 6197031 76.36% 10.113%
23 13.928 1034 1036 1039 rBV 1222328 1632450 20.12% 2.664%
24 15.345 1157 1160 1163 rBV 1154976 1544381 19.03% 2.520%

Sum of corrected areas: 61275599
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF121516\

BF091641.D

15 Dec 2016 21:09

UmM/sJ

H6029-01

15 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

8000000

6000000

4000000

2000000

TIC: BF091641.D

5.38

4.94

6.56

6.42

6.94

7.36

6.78

0
Time-->

5.00

5.50

Abundance

8000000

6000000

4000000

2000000

8.06

TIC: BF091641.D

10.61

9.82

11.30

9.54 10.26 10.74 11.1

12.89

12«27ﬂ

0

T
Time--> 8.00

10.00 10.50 11.00 11.50

8.50 9.00 9.50

12.00

12.50 13.00 13.50

Abundance

8000000

6000000

4000000

2000000

13.93

TIC: BF091641.D

15.35

0

14

Time-->

.00

17.00 17.50

14.50 15.00

15.50 16.00 16.50

18.00

18.50

19.00

8270-BF120916.

M Fri Dec 16 17:23:31 2016

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091641.D

Aca On : 15 Dec 2016 21:09

Operator : UM/SJ

Sample : H6029-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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.

4.94 18.24 ng 1641840 1,4-Dichlorobenzene-d4 6.78
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 36
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 32
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 250 (4.944 min): BF091641.D (-248) (-) m/z 43.00 100.00%
43.0
59.1
5000
ot 460 480 500 520
..,....,....','....,..:J,..??,?...??.9.,...:,'....,....,....,....,...., m/z 59.10 57.44%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IBESSEBESUEAE SR A
4.60 4.80 5.00 5.20
59.0 1010 m/z 101.10 18.35%
"|'???"“l'“'|'“'|'“qu"?%9'|“"|'“'l'“'l'“'l"“l"“l
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520
5000 m/z 58.10 14 ._.70%
41.0
73.0 86.0
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 4.60 4.80 5.00 5.20
m/z 41.05 9.29%
5000 41.0
"|""l"'jlj"'|"l'i'"'??'9'|""|""|""|"" +?§'?"'4??'q'l
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091641.D

Aca On : 15 Dec 2016 21:09

Operator : UM/SJ

Sample : H6029-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 2 unknown6.56 Concentration Rank 1

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

6.56 83.82 ng 7544390 1,4-Dichlorobenzene-d4 6.78
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. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 391 (6.556 min): BF091641.D (-388) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 ENARBE AR SRR SRR
40.0 540 J 6.20 6.40 6.60 6.80
4820 L e m/z 68.10 43.35%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AN AN R I
6.20 6.40 6.60 6.80
310 510 m/z 134.00 34.87%

m/z--> 20 40 60 80 100 120 140 160 180

Abundance
57.0 132.0
e
74.0 6.20 6.40 6.60 6.80
5000 980 1160 m/z 66.10 27.01%
158.0 189.0
L o T
miz--> 20 40 60 80 100 120 140 160 180
Abundance #13917: Benzene, 1,2,4-trifluoro- R
132.0 6.20 6.40 6.60 6.80
m/z 69.05 17.33%
5000 630 810
31.0 112.0
ST SR | WY MR -/ [ —— D | G S —
mz--> 20 40 60 8 100 120 140 160 180 620 640 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121516\
Data File : BF091641.D

Acq On : 15 Dec 2016 21:09

Operator : UM/SJ

Sample : H6029-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.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... 4.94 18.2 ng 1641840 1 6.78 1800080 20.0
unknown6 .56 6.56 83.8 ng 7544390 1 6.78 1800080 20.0
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