LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089059.D

Aca On 16 Jul 2016 17:11

Operator : UM/SJ

Sample = H3989-09

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-BF063016.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 1.644 4 5 14 rVB 98711 188290 9.59% 1.116%
2 1.770 14 16 20 rBv 578205 843000 42.92% 4_.997%
3 2.787 104 105 112 rBvV 11983 20649 1.05% 0.122%
4 4.810 279 282 291 rBB 127848 205275 10.45% 1.217%
5 5.267 319 322 324 rBVY 1501599 1811030 92.20% 10.735%
6 6.330 411 415 417 rBV 1315222 1964178 100.00% 11.643%
7 6.433 422 424 427 rBVY 1304834 1821883 92.76% 10.799%
8 6.662 442 444 446 rBB 411409 340158 17.32% 2.016%
9 6.822 455 458 460 rBB 1583741 1340904 68.27% 7.948%
10 7.233 491 494 496 rBV 1014962 986559 50.23% 5.848%

11 7.953 554 557 559 rBvV 443189 450117 22.92% 2.668%
12 9.028 648 651 654 rBVY 1553798 1722078 87.67% 10.208%
13 9.428 684 686 688 rBvV 326903 258170 13.14% 1.530%
14 9.702 707 710 712 rBV 526608 443895 22.60% 2.631%
15 10.491 776 779 781 rBV 920329 830544 42.28% 4.923%

16 10.616 789 790 795 rVB 17682 29659 1.51% 0.176%
17 11.074 828 830 831 rBV 18841 21832 1.11% 0.129%
18 11.176 837 839 843 rVvB2 412145 470245 23.94% 2.787%
19 11.256 843 846 847 rBV 22717 27741 1.41% 0.164%
20 11.496 864 867 870 rBv2 18196 20944 1.07% 0.124%
21 11.794 891 893 897 rvB2 22582 41099 2.09% 0.244%
22 11.999 907 911 913 rBV2 19389 30010 1.53% 0.178%
23 12.228 929 931 932 rBV 19599 20298 1.03% 0.120%
24 12.262 932 934 937 rVB4 9853 20680 1.05% 0.123%

25 12.388 942 945 947 rvV 232900 210960 10.74% 1.250%

26 12.605 962 964 967 rBV 146517 224928 11.45% 1.333%

27 12.662 967 969 972 rVB2 13452 28219 1.44% 0.167%
28 12.765 976 978 981 rBV 1134927 1192929 60.73% 7.071%
29 12.834 981 984 986 rBV2 18268 31912 1.62% 0.189%
30 12.948 991 994 995 rVB 24683 36192 1.84% 0.215%
31 13.005 997 999 1001 rBV3 19679 30623 1.56% 0.182%
32 13.051 1001 1003 1006 rBV3 22496 50404 2.57% 0.299%
33 13.200 1014 1016 1018 rBV3 19326 27353 1.39% 0.162%
34 13.554 1045 1047 1048 rBV 32579 39849 2.03% 0.236%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089059.D

Aca On 16 Jul 2016 17:11

Operator : UM/SJ

Sample = H3989-09

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF063016.-M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.680 1057 1058 1061 rVB3 46820 49692 2.53% 0.295%

36 13.805 1066 1069 1073 rBV3 404257 629402 32.04% 3.731%
37 14.811 1154 1157 1161 rVB 96049 206587 10.52% 1.225%
38 15.188 1187 1190 1191 rBV 153562 202303 10.30% 1.199%

Sum of corrected areas: 16870591
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089059.D

Aca On : 16 Jul 2016 17:11

Operator : UM/SJ

Sample = H3989-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF089059.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089059.D

Aca On : 16 Jul 2016 17:11

Operator : UM/SJ

Sample = H3989-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 4

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

4.81 12.07 ng 205275 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 282 (4.810 min): BF089059.D (-279) (-) m/z 43.10 100.00%
43
59
5000
i i abo 45 b0 550
83 - : : : :
b 2L Tm/z 59.10 62.60%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SRR SRR L R
4.40 4.60 4.80 5.00 5.20
m/z 101.10 22 _.97%
o 25 31 37 | 83 g3 101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
440 460 480 500 520
5000 m/z 58.10 15.49%
101
15 58
0 28 37 51 69 84
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3152: 5-Hexen-2-one R RRanr BEE R
43 4.40 4.60 4.80 5.00 5.20
m/z 41.10 9.84%
5000
55
0 \ |, 37| a9 | 6571 77 88 98
miz--> 10 20 30 40 50 60 70 80 90 100 110 | 4.40 460 480 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071616\
Data File : BF089059.D

Aca On : 16 Jul 2016 17:11

Operator : UM/SJ

Sample = H3989-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 unknown6.43 Concentration Rank 1

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

6.43 107.12 ng 1821880 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 14
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 N-(-3.4-Methvlenedioxvphenvlisop... 267 C17H17NO2 1000378-96-6 10
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10

Abundance Scan 424 (6.433 min): BF089059.D (-422) (-) m/z 132.00 100.00%
32
5000 68
40 54 ‘ 75 0 6.00 620 6.40 6.60 6.80
62 104 . . , , )
o....,...:I'!..“f',.'.'..,.-!.'.|,....,..5.‘?,....,.'!..,.1.1?.,...., | N m/z 68.10 49_15%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RIS LR SRS LRSS LR
6.00 6.0 6.40 6.60 6.80
3 78 m/z 134.00 32.08%
1 33
44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 6.40 6.60 6.80
5000 m/z 66.10 31.75%
63 81
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine A B e e LR
132 6.00 6.20 6.40 6.60 6.80

m/z 69.10 20.55%
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78
| 5160 s | | us ‘
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m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071616\
Data File : BF089059.D

Acq On 16 Jul 2016 17:11

Operator : UM/SJ

Sample - H3989-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.81 12.1 ng 205275 1 6.66 340158 20.0
unknown6 .43 6.43 107.1 ng 1821880 1 6.66 340158 20.0
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