LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101215\
Data File : BF082233.D

Aca On : 12 Oct 2015 21:45

Operator : UM/I1Z

Sample : G3990-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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-BF101015.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 4.994 248 250 260 rBV 307721 353254 14.48% 2.309%
2 5.417 285 287 290 rBV 632012 750053 30.75% 4.903%
3 6.469 376 379 381 rBV 315822 451801 18.52% 2.953%
4 6.594 388 390 393 rBVY 1387456 1436119 58.88% 9.387%
5 6.834 409 411 413 rBV 332197 362470 14.86% 2.369%
6 6.983 422 424 427 rBV 1280913 1418493 58.16% 9.272%
7 7.406 458 461 463 rBV 960630 1145959 46.98% 7.491%
8 8.115 521 523 526 rBV 469213 482501 19.78% 3.154%
9 9.200 615 618 620 rBY 2505279 2392343 98.08% 15.638%
10 9.589 650 652 655 rBV 45823 47849 1.96% 0.313%

11 9.875 675 677 679 rBvV 707589 615699 25.24% 4.025%
12 10.298 711 714 716 rBV 33137 33577 1.38% 0.219%
13 10.663 743 746 749 rBV 1339620 1421224 58.27% 9.290%
14 11.361 805 807 810 rBV 699136 628865 25.78% 4.111%

15 11.886 851 853 855 rBvV 52310 55378 2.27% 0.362%
16 12.675 920 922 925 rBV 24529 29200 1.20% 0.191%
17 12.949 943 946 949 rBV 2208579 2439144 100.00% 15.944%
18 13.841 1023 1024 1030 rBV 42085 60386 2.48% 0.395%

19 14.001 1035 1038 1041 rBV 636826 654050 26.81% 4._.275%
20 15.441 1161 1164 1173 rVB 348733 519909 21.32% 3.398%

Sum of corrected areas: 15298274
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101215\
Data File : BF082233.D

Aca On : 12 Oct 2015 21:45

Operator : UM/IZ

Sample : G3990-16

Misc :

ALS Vial :© 21 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance -
2500000 TIC: BF082233.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101215\
Data File : BF082233.D

Aca On : 12 Oct 2015 21:45

Operator : UM/I1Z

Sample : G3990-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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.

4.99 19.49 ng 353254 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 250 (4.994 min): BF082233.D (-248) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1
| 83.0 4.60 4.80 5.00 5.20 5.40
ottt e e e m/z 59.10 62.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L AL RN R
59.0 460 480 500 520 540
m/z 101.10 19.67%
31.0 83.0 93010‘10
r 77T
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 460 480 500 520 5.40
5000 m/z 58.10 15.91%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R e R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.79%
5000 41.0
31.0
69.0 870
L omso ) sl | %50
miz--> 10 20 30 4'0 0 60 70 80 90 100 110 | 460 4B0 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101215\
Data File : BF082233.D

Aca On : 12 Oct 2015 21:45

Operator : UM/I1Z

Sample : G3990-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 3-Chloro-6-fluoro-pyrazine Concentration Rank 1

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

6.59 79.24 ng 1436120 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
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 390 (6.594 min): BF082233.D (-388) (-) m/z 132.00 100.00%
13p.0
5000 68.1
%01 ! o | o0 ok 6 ko 750
01 B e m/z 68.10 44 _39%
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 VAL VA A A
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 31.67%
0 ‘ Il 1 H 1y !
L I UL S I S DL L UL I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.10 29.42%
104.0
0 270 510 00 g5,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 18.09%
74.0
5000 ggo 1160
0|||||||||||||‘|‘|‘|||‘h|||“|||‘l“||‘u‘| |‘H||||:!-5|8|.0|||||]:8|9.|0|
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101215\
Data File : BF082233.D

Aca On : 12 Oct 2015 21:45

Operator : UM/I1Z

Sample : G3990-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 3 1,4-Dichlorobenzene-D4 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
6.98 78.27 ng 1418490 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1.4-Dichlorobenzene-D4 150 C6D4ClI2 003855-82-1 95
2 1.2-Dichlorobenzene-D4 150 C6D4cClI2 002199-69-1 94
3 2-Bromo-3"-nitroacetophenone 243 C8H6BrNO3 002227-64-7 10
4 2-Cvyclohexene-1.4-dione. 5.6-dic... 370 C15H12CI2N205 324051-56-1 10
53

-(4-Nitrobenzoyl)-2-thioxo-4-th. .. 431 C17HIN307S2 329218-74-8 10

Abundance Scan 424 (6.983 min): BF082233.D (-422) (-) m/z 150.00 100.00%
150.0
5000 115.0
521 78.1
6.60 6.80 7.00 7.20 7.40
o e m/z 152.00 62.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #23063: 1,4-Dichlorobenzene-D4
150.0
5000 115.0
500 78.0 6.60 6.80 7.00 7.20 7.40
m/z 115.00 42 .70%
280, | ‘\‘ ! ]
O T e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
150.0
115.0 6.60 6.80 7.00 7.20 7.40
5000 520 780 m/z 78.10 28.32%
28.0
O T e T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84316: 2-Bromo-3'-nitroacetophenone
150.0 6.60 6.80 7.00 7.20 7.40
m/z 52.10 24 _.07%
5000
104.0
76.0
ol 280 500 T 1230 | 243.0 l} I ¥
T T T R T e T T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 6.60 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101215\
Data File : BF082233.D

Acq On : 12 Oct 2015 21:45

Operator : UM/1Z

Sample - G3990-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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... 4.99 19.5 ng 353254 1 6.83 362470 20.0
3-Chloro-6-fluoro. .. 6.59 79.2 ng 1436120 1 6.83 362470 20.0
1,4-Dichlorobenze. .. 6.98 78.3 ng 1418490 1 6.83 362470 20.0
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