LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031017\
Data File : BF093542.D

Aca On : 11 Mar 2017 00:32

Operator : SJ/MA

Sample : 12198-04

Misc :

ALS Vial : 24 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-BF030717.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 4.893 260 263 277 rBV 144760 285560 5.46% 0.773%
2 5.339 300 302 322 rBVY 1220116 2495031 47 .69% 6.755%
3 5.590 322 324 332 rVB 31024 55582 1.06% 0.150%
4 6.402 393 395 403 rBV 847976 1523362 29.12% 4.124%
5 6.516 403 405 422 rVV 3954771 4084843 78.09% 11.060%

6.744 422 425 431 rVB 870875 1135664 21.71% 3.075%
6.893 436 438 441 rBV 3752447 3507510 67.05% 9.497%
3448815 3235115 61.84% 8.759%
8.025 535 537 545 rBV 1691795 1590288 30.40% 4 _.306%
9.099 628 631 634 rBV 4882394 4715327 90.14% 12.767%
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11 9.773 688 690 693 rBV 1847803 1665039 31.83% 4._.508%
12 10.573 757 760 762 rBV 1967932 2769863 52.95% 7.499%
13 11.259 818 820 823 rBV 1871483 1677300 32.06% 4.541%
14 12.848 956 959 961 rBV 4584662 5231240 100.00% 14.163%
15 13.899 1049 1051 1059 rBV 1626455 1563435 29.89%% 4.233%

16 15.305 1171 1174 1184 rBV 926331 1269741 24.27% 3.438%

17 15.683 1204 1207 1209 rBVY 45053 59440 1.14% 0.161%
18 16.128 1243 1246 1251 rVB 39320 70347 1.34% 0.190%
Sum of corrected areas: 36934687
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF031017\

BF093542._D

11 Mar 2017 00:32

SJ/MA

12198-04

24 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF030717 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF093542.D

6.52

5.34

4.89
A

6.89

7.32

] -

Time-->  2.00

T
4.50 5.00

2.50

3.00

3.50

4.00

Abundance

4000000

3000000

2000000

8.

1000000

TIC: BF093542.D
10

02

OF——
Time-->

8.00

12.00 12.50

11.50

10.50 11.00

9.50

10.00

8.50

9.00

13.00

13.50

Abundance

4000000

3000000

2000000

1000000

TIC: BF093542.D

13.90

15.31

15.68 16.13

0
Time-->

14.00

18.00 18.50

17.00 17.50

16.00 16.50

15.50

14.50 15.00

19.00

8270-BF030717.

M Mon Mar 13 19:19:07 2017

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031017\
Data File : BF093542.D

Aca On : 11 Mar 2017 00:32

Operator : SJ/MA

Sample : 12198-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_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 3

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

4.89 5.03 ng 285560 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 263 (4.893 min): BF093542.D (-260) (-) m/z 43.05 100.00%
43.0
59.1
5000
| mo O T2bo aB0 500 520
S 1 USEEVTY | e N m/z 59.10 57.71%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
2000 59.0 460 4.80 500 5.20
0
150 a0 1010 m/z 58.00 16.08%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 480 500 520
5000 m/z 101.10 15.56%
41.0
50.0 73.0  86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R Raa e .
59.0 4.60 4.80 5.00 5.20
m/z 41.10 9.65%
5000 41.0
31.0
‘ 69.0 87.0
15.0 ‘\‘ L1500 ‘ 98.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031017\
Data File : BF093542.D

Aca On : 11 Mar 2017 00:32

Operator : SJ/MA

Sample : 12198-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_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 unknown6.52 Concentration Rank 1

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

6.52 71.94 ng 4084840 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 405 (6.516 min): BF093542.D (-403) (-) m/z 132.10 100.00%
13R.1
5000 68.1
00 510 |1 g0 S or 55 ¢ ok oo
rrprrrrprree e e o b el | M7z 68.10  41.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 ISR DR LA R
6.20 6.40 6.60 6.80
310 510 ‘ m/z 134.10 32.83%
'WH'W“'W“JHJ'ww'w'“H'“w'“w'“w'“w'“'w“'l“'w“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 680
5000 67.0 m/z 66.05 26.53%
41.0 97.0
53.0
79.0 117.0
wwmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole AT
132.0 6.20 6.40 6.60 6.80
m/z 69.10 16.11%
5000
104.0
120 27.0 390 5.0 80770 400 | 50 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031017\
Data File : BF093542.D

Acq On : 11 Mar 2017 00:32

Operator : SJ/MA

Sample : 12198-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717_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... 4.89 5.0 ng 285560 1 6.74 1135660 20.0
unknown6 .52 6.52 71.9 ng 4084840 1 6.74 1135660 20.0
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