LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101215\
Data File : BF082229.D

Aca On : 12 Oct 2015 19:43

Operator : UM/I1Z

Sample = 6G3990-09

Misc :

ALS Vial : 14 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 4.994 248 250 263 rVB 310053 355082 13.85% 2.327%
2 5.417 285 287 290 rBV 681431 710635 27.71% 4_.657%
3 5.829 321 323 327 rBV 28256 26598 1.04% 0.174%
4 6.457 376 378 381 rBV 362517 426312 16.63% 2.794%
5 6.594 388 390 393 rBVY 1426675 1389362 54.18% 9.105%

6 6.834 409 411 413 rBvY 303288 332943 12.98% 2.182%
7 6.983 422 424 427 rBV 1311935 1375255 53.63% 9.013%
8 7.406 458 461 463 rBvV 882122 1119251 43.65% 7.335%
9 8.114 521 523 526 rBV 443520 463632 18.08% 3.038%
10 9.200 615 618 620 rBV 2467475 2417679 94.29% 15.844%
11 9.589 650 652 655 rBvV 68632 67033 2.61% 0.439%
12 9.875 675 677 679 rBvV 689007 597872 23.32% 3.918%
13 10.298 711 714 716 rBV 59133 58796 2.29% 0.385%

14 10.663 743 746 749 rBV 1367920 1449943 56.55% 9.502%
15 11.361 805 807 809 rBvV 686507 607757 23.70% 3.983%

16 11.943 855 858 860 rvB 36020 44610 1.74% 0.292%
17 12.949 943 946 949 rBV 2344512 2564130 100.00% 16.804%
18 13.841 1022 1024 1029 rBV 46565 57300 2.23% 0.376%

19 14.001 1035 1038 1044 rBvV 663495 677451 26.42% 4.440%
20 15.430 1161 1163 1173 rBV 314903 517266 20.17% 3.390%

Sum of corrected areas: 15258907
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101215\
Data File : BF082229.D

Aca On : 12 Oct 2015 19:43

Operator : UM/IZ

Sample : G3990-09

Misc :

ALS Vvial : 14 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

Abundance TIC: BF082229.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101215\
Data File : BF082229.D

Aca On : 12 Oct 2015 19:43

Operator : UM/I1Z

Sample = 6G3990-09

Misc :

ALS Vial : 14 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.99 21.33 ng 355082 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. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 23
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9

Abundance Scan 250 (4.994 min): BF082229.D (-248) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1
| 83.0 | 460 4.80 5.00 520 5.40
0'”P'”P”'P”'m“'PAW'”W”'W””I””P'”P”'P”W'”W”'W m/z 59.10 63.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R LA L R
50.0 460 480 500 520 540
m/z 101.10 20.73%
31.0 101.0
0'”P'”P”'P”'P“'P”W'”W”'Eigl””“'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 5.00 520 5.40
5000 41.0 m/z 58.10 16.04%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4—methy|— LI L L L L L L BB
43.0 460 4.80 500 5.20 5.40
m/z 41.10 9.42%
5000
101.0
15.0
| 27.0 o 0 ‘
0'”I””I”mi”””J”I”hl“'ﬁ”'ﬁﬁqﬂ”'d”'ﬁ”'W”'W””I””I AR RS SR RARE A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101215\
Data File : BF082229.D

Aca On : 12 Oct 2015 19:43

Operator : UM/I1Z

Sample = 6G3990-09

Misc :

ALS Vial : 14 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 83.46 ng 1389360 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 35
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 390 (6.594 min): BF082229.D (-388) (-) m/z 132.00 100.00%
132.0
5000 68.1
o1 san || R i ok 5k ok 7h0
o T AU N PO B £ I | N m/z 68.10 43.72%
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 LRSS SRR A R
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.11%
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
6.20 640 6.60 6.80 7.00
5000 m/z 66.10 29.15%
33.0 44.0 105.0
. 560 0 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole R o
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.75%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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 : BF082229.D

Aca On : 12 Oct 2015 19:43

Operator : UM/I1Z

Sample = 6G3990-09

Misc :

ALS Vial : 14 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 3 1,4-Dichlorobenzene-D4 Concentration Rank 2

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

6.98 82.61 ng 1375260 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 97
2 1.2-Dichlorobenzene-D4 150 C6D4cClI2 002199-69-1 94
3 2-Chloro-4.6-difluoro-pvrimidine 150 C4HCIF2N2 038953-30-9 38
4 2-Bromo-2*-nitroacetophenone 243 C8H6BrNO3 006851-99-6 22
5 2-Cyclohexene-1,4-dione, 5,6-dic... 370 C15H12CI2N205 324051-46-9 10

Abundance Scan 424 (6.983 min): BF082229.D (-422) (-) o m/z 150.00 100.00%
150.0
5000 115.0
521 78.1
38.1 | 6.60 6.80 7.00 7.20 7.40
Obrerprrrrrerrrbire b O4L il 990 ] 1340 m/z 152.00  63.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #23063: 1,4-Dichlorobenzene-D4
150.0
5000 115.0
520 78.0 6.60 6.80 7.00 7.20 7.40
' m/z 115.00 44 .90%
140 280400 | 640 | g0 | I
m/z--> bi&b%&%%%m@@mmm@
Abundance
150.0
115.0 6.60 6.80 7.00 7.20 7.40
5000 52.0 78.0 m/z 78.10 29.68%
38.0
12.0 26.0 66.0 99.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22978: 2-Chloro-4,6-difluoro-pyrimidine
150.0 6.60 6.80 7.00 7.20 7.40
m/z 52.10 25.48%
115.0
5000
70.0
31.0 440
o | | 880 1310 |
m/z--> bi&&%&%%%@@@mmm@ 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 : BF082229.D

Acq On : 12 Oct 2015 19:43

Operator : UM/1Z

Sample - G3990-09

Misc :

ALS Vial : 14 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.99 21.3 ng 355082 1 6.83 332943 20.0
3-Chloro-6-fluoro. .. 6.59 83.5 ng 1389360 1 6.83 332943 20.0
1,4-Dichlorobenze. .. 6.98 82.6 ng 1375260 1 6.83 332943 20.0
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