LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012517\
Data File : BF092492.D

Aca On : 25 Jan 2017 22:25

Operator : SJ/MA

Sample : 11398-07

Misc :

ALS Vial : 27 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-BF012417 .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 5.139 265 267 271 rBV 403449 600259 11.56% 1.620%
2 5.550 301 303 306 rBVY 2102172 2502965 48.19% 6.756%
3 6.579 390 393 395 rBVY 2246661 2023917 38.97% 5.463%
4 6.727 403 406 409 rBVY 3879510 3884486 74.79% 10.484%
5 6.967 424 427 429 rBV 1022431 1023499 19.71% 2.762%

7.127 438 441 443 rVB 2945377 3545417 68.26% 9.569%
7.527 473 476 479 rBV 2474349 3033691 58.41% 8.188%
8.259 537 540 542 rBV 1434731 1385140 26.67% 3.739%
4724281 4880371 93.96% 13.172%
10.019 692 694 697 rBVY 1253686 1491651 28.72% 4.026%
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11 10.808 760 763 766 rBV 1968363 3028028 58.30% 8.173%
12 11.505 822 824 827 rBV2 1254464 1489143 28.67% 4._.019%
13 12.042 868 871 873 rBvV 88489 138748 2.67% 0.374%
14 12.831 937 940 942 rBV 72455 114661 2.21% 0.309%
15 13.105 961 964 966 rBV 4357675 5194029 100.00% 14.019%

16 13.997 1040 1042 1048 rBV 44467 60304 1.16% 0.163%
17 14.145 1052 1055 1058 rBV 1500208 1448129 27.88% 3.909%

18 15.620 1181 1184 1187 rBV 863253 1151985 22.18% 3.109%
19 16.625 1270 1272 1276 rVB 28037 54080 1.04% 0.146%

Sum of corrected areas: 37050503
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012517\
Data File : BF092492.D

Aca On - 25 Jan 2017 22:25

Operator : SJ/MA

Sample : 11398-07

Misc :

ALS Vial :© 27 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF012417 .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: BF092492.D

4000000 6.73

3000000 7.13

7.53

555 6.58

2000000

1000000 6.97

5.14

e

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF092492.D

4000000

3000000

2000000 10.81

8.26 10.02 11.50

1000000

12.04 12.83

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF092492.D

4000000

3000000

2000000
14.15

1000000 15.62

14.00 16.63

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\
Data File : BF092492.D

Aca On : 25 Jan 2017 22:25

Operator : SJ/MA

Sample : 11398-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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.

5.14 11.73 ng 600259 1,4-Dichlorobenzene-d4 6.97
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 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10

Abundance Scan 267 (5.139 min): BF092492.D (-265) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 PESARRASARRIRELRARARR
4.80 5.00 5.20 5.40
Ol SEO 881 | h77 859.10  52.20%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 ISR U L U
4.80 5.00 5.20 5.40
59.0 1010 m/z 58.10 16.23%
0 21.0 350, | 510 ‘ 67.0 83.0 91.0 "
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
4.80 5.00 5.20 5.40
5000 m/z 101.10 13.63%
41.0
29.0 101.0
0 "I”"I""I'"'I"'§q9"'I""Zﬁq'l'qqgl""l""l
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8126: 2-Hexanol, 2—methy|— LI L B L BN L ]
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.62%
5000
43.0 101.0
31.0 -
o150 | | s10)| 690 830
miz--> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 540

8270-BF012417.M Thu Jan 26 16:31:11 2017 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\
Data File : BF092492.D

Aca On : 25 Jan 2017 22:25

Operator : SJ/MA

Sample : 11398-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 unknown6.73 Concentration Rank 1

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

6.73 75.91 ng 3884490 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 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 406 (6.727 min): BF092492.D (-403) (-) m/z 132.10 100.00%
13R.1
5000 68.1
o1 sy || %t oo ok sko 7ho
o S N AU 1 N -1 £ I | N m/z 68.10 44.28%
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 AR SRR U AR
6.40 6.60 6.80 7.00
2.0 510 m/z 134.10 32.29%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.10 28.91%
33.0 44.0 105.0
. s60 0 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole SNBSS/ NNERE ) MBS S S
132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.59%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF012517\
Data File : BF092492.D

Acq On : 25 Jan 2017 22:25

Operator : SJ/MA

Sample - 11398-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .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... 5.14 11.7 ng 600259 1 6.97 1023500 20.0
unknown6.73 6.73 75.9 ng 3884490 1 6.97 1023500 20.0
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