LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102116\
Data File : BF090734.D

Aca On : 22 Oct 2016 2:21

Operator : UM/SJ

Sample : H5308-09

Misc :

ALS Vial : 14 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-BF102116.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 2.417 3 7 16 rvvV 1255049 2222791 29.01% 4.204%
2 2.543 16 18 39 rvB 285881 510452 6.66% 0.965%
3 4.543 190 193 205 rBv 426068 592825 7.74% 1.121%
4 5.046 235 237 251 rBV 354314 491624 6.42% 0.930%
5 5.457 271 273 276 rBVY 1935841 2299715 30.01% 4 .350%

6.486 361 363 365 rBV 1634899 1557112 20.32% 2.945%
6.623 372 375 377 rBV 4741435 4843353 63.20% 9.160%
6.852 393 395 406 rBV 1315517 1475209 19.25% 2.790%
4825985 4725233 61.66% 8.937%
7.423 442 445 447 rBV 3548808 4180426 54 .55% 7.907%
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11 7.515 451 453 462 rVB 48923 150396 1.96% 0.284%
12 8.143 505 508 510 rBV 1747392 2043935 26.67% 3.866%
13 8.258 516 518 536 rVB 33483 81893 1.07% 0.155%
14 9.218 599 602 605 rBV 6178203 7395404 96.50% 13.987%
15 9.606 634 636 639 rBv 321318 358480 4.68% 0.678%

16 9.892 658 661 664 rBV 2461209 2319879 30.27% 4 _.388%
17 10.681 727 730 733 rBv2 3137231 4871679 63.57% 9.214%
18 10.806 739 741 747 rVB 47744 94430 1.23% 0.179%
19 11.378 789 791 793 rBV 2363155 2118066 27.64% 4._.006%
20 12.967 927 930 933 rBV 5884918 7663371 100.00% 14.494%

21 14.018 1019 1022 1024 rBV 1450598 1655165 21.60% 3.130%
22 14.201 1035 1038 1045 rVB 53332 83029 1.08% 0.157%
23 15.447 1144 1147 1150 rBV 869842 1138331 14.85% 2.153%

Sum of corrected areas: 52872798
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102116\
Data File : BF090734.D

Aca On : 22 Oct 2016 2:21

Operator : UM/SJ

Sample - H5308-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

> Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102116\
Data File : BF090734.D

Aca On : 22 Oct 2016 2:21

Operator : UM/SJ

Sample - H5308-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.05 6.67 ng 491624 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Guanidine 59 CH5N3 000113-00-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 237 (5.046 min): BF090734.D (-235) (-) m/z 43.10 100.00%
a3
59
5000
o ik 5h0 520 540
83 : : : :
o...,....,....,....','::..?.1.:],...‘??....,.~...,....~,|....,....,....,....,...., m/z 59.10 60.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.80 5.00 5.20 5.40
m/z 101.10 20.28%
15 31 101
0 ‘ 1 N 51 . 83 ‘
LR RS AR RS SRS RERLA RS NN RARLS RS SARSS LS LSS SARS SARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 5.00 520 5.40
5000 M m/z 58.10 17.50%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3092: 5-Hexen-2-one PR . =
43 480 500 520 5.40
m/z 41.10 8.25%
5000
55
b Tl | es7 8 o8
m/z--> 10 20 30 40 50 60 70 80 90 160 110 120 130 140 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102116\
Data File : BF090734.D

Aca On : 22 Oct 2016 2:21

Operator : UM/SJ

Sample - H5308-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 4 unknown6.62 Concentration Rank 1

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

6.62 65.66 ng 4843350 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 375 (6.623 min): BF090734.D (-372) (-) m/z 132.00 100.00%
132
5000 68 AL
40 | 75 % 620 640 6.60 6.80 7.00
54 104
o..,....,....,....,".'..7.,::..??...'....,..?‘.7,....,.':..,.1.1:‘3.,....,'...,.. m/z 68.10 41.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RIS LN RN UL I
6.0 640 6.60 6.80 7.00
31 78 m/z 134.00 34.83%
38
0'W'”'P'”J”J“'h'M'”I”'h'”'P'”I”“I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.05 25.71%
104
oL 14 27 37 4451 58 77 4997 15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine

132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.59%

5000
33 44 o g7 105
60 78 ‘
|5t e | | ms |
SNBSS USRS YIRS S WSS PN NS NN AU | M

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

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF102116\
Data File : BF090734.D

Acq On : 22 Oct 2016 2:21

Operator : UM/SJ

Sample - H5308-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102116.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... 5.05 6.7 ng 491624 1 6.85 1475210 20.0
unknown6 .62 6.62 65.7 ng 4843350 1 6.85 1475210 20.0
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