LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF111816\
Data File : BF091239.D
Acq On : 18 Nov 2016 18:06 Instrument :
Operator : UM/SJ gﬁA{s el

- _ lentosampleld :
3?22Ie - H5706-01 FK-BPM-02-002-ABCD
ALS Vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF110316.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 height area % max. total
1 4.738 265 267 287 rBVY 738096 1278612 28.14% 3.589%
2 5.196 305 307 325 rBV 3298426 3753814 82.61% 10.536%
3 6.270 398 401 403 rBV 2526766 3223285 70.94% 9.047%
4 6.373 408 410 413 rBV 2783332 3061720 67-.38% 8.593%
5 6.613 429 431 440 rBV 532637 883627 19.45% 2.480%

6.762 442 444 460 rVB 2731188 2628186 57.84% 7.376%
7.184 479 481 483 rBV 1587721 1925694 42.38% 5.405%
7.893 541 543 557 rBV 1125142 1277510 28.11% 3.586%
8.979 635 638 640 rBV 4035167 4241705 93.35% 11.905%
9.379 671 673 678 rVB 130856 124391 2.74% 0.349%

=
QO ~NO®

11 9.642 694 696 699 rBV 1579024 1466147 32.27% 4_.115%
12 10.076 732 734 738 rBV 384062 373826 8.23% 1.049%
13 10.430 763 765 768 rBV2 1955487 2388218 52.56% 6.703%
14 10.568 775 777 781 rVB 52574 83646 1.84% 0.235%
15 11.128 824 826 828 rBV 1275245 1437511 31.64% 4_.035%

16 12.716 962 965 967 rBV 3333418 4543884 100.00% 12.753%
17 13.619 1041 1044 1049 rBvV 77757 127653 2.81% 0.358%

18 13.757 1054 1056 1068 rVV 1415945 1509030 33.21% 4_.235%
19 15.117 1173 1175 1192 rVB 878156 1301205 28.64% 3.652%

Sum of corrected areas: 35629664
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF111816\

Data File : BF091239.D

Acq On : 18 Nov 2016 18:06

Operator : UM/SJ

ﬁ?ggle i H5706-01 FK-BPM-02-002-ABCD
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF091239.D
4000000
5.20
3000000
6.37 6.76
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2000000
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1000000 474
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Abundance TIC: BF091239.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF111816\

Data File : BF091239.D

Acq On : 18 Nov 2016 18:06

Operator : UM/SJ

ﬁ?ggle i H5706-01 FK-BPM-02-002-ABCD
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
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.

4.74 28.94 ng 1278610 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 267 (4.738 min): BF091239.D (-265) (-) m/z 43.10 100.00%
43
59
5000
ot 440 460 480 500
83 : : : :
..,....,....,...3?-,'.':..,??4.,...‘??....,.'...,....~,|....,. m/z 59.10 60.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
4.40 4.60 4.80 5.00
59 m/z 101.10 19.27%
21 37 53‘\‘ 67 77 83 a1 ‘1?1
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
4.40 4.60 4.80 5.00
5000 m/z 58.10 17.31%
41
29 101
53 73 86
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- B LI b ]
59 4.40 4.60 4.80 5.00
m/z 41.10 8.68%
5000 41
31
| LT
..,..1“?.,...‘1,....‘“\...,???H‘.\....‘i....,....,...9.8,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF111816\

Data File : BF091239.D

Acq On : 18 Nov 2016 18:06

Operator : UM/SJ

ﬁ?ggle i H5706-01 FK-BPM-02-002-ABCD
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
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 unknown6.37 Concentration Rank 1

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

6.37 69.30 ng 3061720 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 410 (6.373 min): BF091239.D (-408) (-) m/z 132.00 100.00%
32
5000 68
s A
40 54 | 75 104 6.00 6.20 6.40 6.60
..,....,....,...:,".'.‘.‘7.,::.??...'....,..f.‘?,....,.':..,.1.1.5.,....,'...,.. m/z 68.10 42.30%
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 SRR AR R B
6.00 620 6.40 6.60
78 m/z 134.00 32.91%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 640 660
5000 m/z 66.10 26 .69%
104
66
14 27 37 4451 55 T 89 g7 115
wwwwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132 6.00 6.20 6.40 6.60
m/z 69.10 16.95%
97
5000
70
31
4451 60 | 77 g5 | 105 116 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60

8270-BF110316.M Mon Nov 21 03:17:25 2016 Page: 4



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF111816\

Data File : BF091239.D

Acq On : 18 Nov 2016 18:06

Operator : UM/SJ

ﬁ?ggle i H5706-01 FK-BPM-02-002-ABCD
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.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... 4.74 28.9 ng 1278610 1 6.61 883627 20.0
unknown6 .37 6.37 69.3 ng 3061720 1 6.61 883627 20.0
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