LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102116\

Data File : BF090755.D

Aca On : 22 Oct 2016 11:59 Instrument :

Operator : UM/SJ EﬁAfs el
- _ lentosampleld :

3?22Ie - 536705 MW-01S-101916

ALS Vial : 38 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 5.046 234 237 249 rBV 577675 779383 11.04% 1.621%
2 5.469 271 274 276 rBVY 2039239 2659774 37 .66% 5.533%
3 6.486 361 363 372 rBVY 1563055 1704126 24.13% 3.545%
4 6.623 372 375 378 rBVY 4778133 4908437 69.50% 10.212%
5 6.852 393 395 406 rBY 1331811 1470196 20.82% 3.059%

7.012 406 409 411 rBV 4859413 4854462 68.74% 10.099%
7.423 442 445 447 rBV 3409098 4006487 56.73% 8.335%
7.514 452 453 460 rVB 51142 109004 1.54% 0.227%
8.143 505 508 510 rBV 1650362 1904018 26.96% 3.961%
9.217 599 602 605 rBV 6129667 7062029 100.00% 14.692%

=
QO ~NO®

11 9.606 634 636 639 rBvV 362599 429510 6.08% 0.894%
12 9.892 659 661 664 rBV 2321847 2107782 29.85% 4 _.385%
13 10.326 695 699 701 rBV 67410 79785 1.13% 0.166%
14 10.680 727 730 733 rBvV2 2927014 4397609 62.27% 9.149%
15 10.806 739 741 748 rVB 65139 131285 1.86% 0.273%

16 11.378 789 791 795 rBV 2084395 1968150 27.87% 4._.095%

17 12.795 912 915 917 rBV 64612 87750 1.24% 0.183%
18 12.966 927 930 933 rBV 5270188 6981252 98.86% 14.524%
19 13.869 1006 1009 1014 rBV 44991 84679 1.20% 0.176%

20 14.018 1019 1022 1024 rBV 1177212 1281211 18.14% 2.665%

21 15.447 1144 1147 1157 rBV 664302 1060449 15.02% 2.206%

Sum of corrected areas: 48067378
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102116\
Data File : BF090755.D

Aca On : 22 Oct 2016 11:59

Operator : UM/SJ

Sample : H5367-05

Misc :

ALS Vvial : 38 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF102116.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: BF090755.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102116\
Data File : BF090755.D

Aca On : 22 Oct 2016 11:59

Operator : UM/SJ

Sample : H5367-05

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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.

5.05 10.60 ng 779383 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 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 237 (5.046 min): BF090755.D (-234) (-) m/z 43.10 100.00%
a3
59
5000
ot 480 500 520 5.40
83 : : : :
o...,....,....,....',':...?.1.:],...‘??....,.-...,....~,|....,....,....,....,...., m/z 59.10 59.01%
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 5.00 520 5.40
m/z 101.10 19.70%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 5.40
5000 m/z 58.10 16.84%
41
o 50 73 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e EREE R
59 480 500 520 5.40
m/z 41.10 8.20%
5000 41
68
0 1l 50 ] 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102116\
Data File : BF090755.D

Aca On : 22 Oct 2016 11:59

Operator : UM/SJ

Sample : H5367-05

Misc :

ALS Vial : 38 Sample Multiplier: 1

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

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

6.62 66.77 ng 4908440 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 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 375 (6.623 min): BF090755.D (-372) (-) m/z 132.00 100.00%
132
5000 68 AL
40 | 75 * 620 640 6.60 6.80 7.00
54 104
0 ..,....,....,...:,".'..?,::..??...'....,..?‘.7,....,.':..,.1.1:‘3.,...., - m/z 68.10 44.08%
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
620 640 6.60 6.80 7.00
31 78 m/z 134.00 34.80%
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 27 .87%
104
oL 14 27 37 4451 58 % 77 599, | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine

132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17 .35%
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Lows 0 Py e
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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 : BF090755.D

Acq On : 22 Oct 2016 11:59

Operator : UM/SJ

Sample - H5367-05

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102116 .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... 5.05 10.6 ng 779383 1 6.85 1470200 20.0
unknown6 .62 6.62 66.8 ng 4908440 1 6.85 1470200 20.0
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