LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF033016\

Data File : BF085913.D

Acg On : 31 Mar 2016 5:49 Instrument :

Operator : UM/SJ ?:'I\:gﬁ't:Sam ol

3§mple - H2012-02 032416-P2Eg-F-D-S
isc :

ALS Vial : 34 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-BF032416_.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 2.413 7 11 12 rBV2 53389 102749 3.16% 0.396%
2 2.458 14 15 17 rvv2 45731 77585 2.38% 0.299%
3 2.493 17 18 21 rvB3 29191 44494 1.37% 0.171%
4 2.618 27 29 33 rvB2 75936 119105 3.66% 0.459%
5 2.687 33 35 37 rvv3 108748 248537 7.63% 0.957%
6 2.767 41 42 45 rvv3 101430 185177 5.69% 0.713%
7 2.813 45 46 47 rvv 69900 95771 2.94% 0.369%
8 2.847 47 49 50 rvw2 262549 305028 9.37% 1.175%
9 2.916 54 55 57 rvw2 106291 187321 5.75% 0.721%
10 2.961 57 59 60 rvv2 91531 186340 5.72% 0.718%

11 3.007 60 63 64 rvv3 113876 302513 9.29% 1.165%
12 3.041 64 66 68 rvv3 140555 344756 10.59% 1.328%
13 3.110 70 72 77 rVV6 135524 483926 14.86% 1.864%
14 3.213 77 81 84 rvB4 124202 344675 10.59% 1.327%
15 3.338 90 92 93 rBvV 117106 149366 4_.59% 0.575%

16 3.373 93 95 96 rvv2 117972 217027 6.67% 0.836%
17 3.396 96 97 100 rVvv3 129998 270211 8.30% 1.041%
18 3.453 100 102 105 rvv4 124977 363653 11.17% 1.400%
19 3.521 107 108 112 rvv4 128800 319680 9.82% 1.231%
20 3.647 112 119 121 rVV7 165400 672200 20.65% 2.589%

21 3.693 121 123 127 rVB3 176666 427699 13.14% 1.647%
22 4.081 153 157 158 rBvV4 191657 497346 15.27% 1.915%
23 4.127 158 161 165 rVV6 122295 448669 13.78% 1.728%

24 4.196 165 167 168 rVvv2 36148 63967 1.96% 0.246%
25 4._.390 183 184 186 rBV2 23243 39732 1.22% 0.153%
26 4.424 186 187 191 rVvvV3 26138 50781 1.56% 0.196%
27 4.527 194 196 198 rVV3 25110 39709 1.22% 0.153%

28 4.573 198 200 201 rvv2 82761 152985 4._70% 0.589%
29 4._.607 201 203 206 rVB3 94159 247469 7.60% 0.953%
30 4.961 231 234 242 rBV 275790 419596 12.89% 1.616%

31 5.384 269 271 284 rBV 665471 1009233 31.00% 3.887%
32 6.424 360 362 372 rBV 404599 655648 20.14% 2.525%
33 6.562 372 374 377 rBV 1917173 1659692 50.97% 6.392%
34 6.790 392 394 397 rBV 521334 677476 20.81% 2.609%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033016\
Data File : BF085913.D

Acq On : 31 Mar 2016 5:49

Operator : UM/SJ

Sample : H2012-02

Misc :

ALS Vial : 34 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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 6.950 406 408 411 rBV 2275650 2133622 65.53% 8.217%

36 7.362 441 444 447 rBV 1526092 1713134 52.61% 6.598%
37 8.082 505 507 510 rBV 1065214 906316 27.84% 3.490%
38 9.156 599 601 604 rBV 2269769 3255990 100.00% 12.539%
39 9.556 634 636 642 rBvV 37143 33587 1.03% 0.129%
40 9.831 658 660 663 rBvY 683171 893914 27.45% 3.443%

41 10.619 727 729 732 rBV2 817679 1060051 32.56% 4.082%
42 11.316 788 790 793 rBV 888767 806512 24.77% 3.106%
43 12.905 926 929 931 rBV 2747343 2461435 75.60% 9.479%
44 13.957 1018 1021 1023 rBV 636778 658176 20.21% 2.535%
45 15.374 1142 1145 1150 rBVY 463280 633259 19.45% 2.439%

Sum of corrected areas: 25966112
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033016\
Data File : BF085913.D

Acq On : 31 Mar 2016 5:49

Operator : UM/SJ

Sample : H2012-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF085913.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033016\
Data File : BF085913.D

Acq On : 31 Mar 2016 5:49

Operator : UM/SJ

Sample : H2012-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_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 18 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

4.96 12.39 ng 419596 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 234 (4.961 min): BF085913.D (-231) (-) m/z 43.10 100.00%
a3
59
5000
101 SO B N ———
83 4.60 4.80 5.00 5.20
...,....,....,....',':...?.1.~:.|,...‘??....,.-...,....-,....,....,....,....,...., m/z 59.10 61.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 T
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.60 4.80 5.00 5.20
m/z 101.10 25.19%
15 31 101
‘ 11 ‘ Il 51 \‘ 83 ‘
mz-> 10 % 3 40 50 60 70 80 90 100 110 130 130 140
Abundance
59
460 480 500 520
5000 M m/z 58.10 17 .55%
68
50 126 142
wﬂmﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3099: 5-Hexen-2-one
43 4.60 4.80 5.00 5.20

m/z 41.10 8.65%

5000
, 55
L 63 71 83 98

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033016\
Data File : BF085913.D

Acq On : 31 Mar 2016 5:49

Operator : UM/SJ

Sample : H2012-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_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 19 unknown6.56 Concentration Rank 2

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

6.56 49.00 ng 1659690 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
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 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 374 (6.562 min): BF085913.D (-372) (-) m/z 132.10 100.00%
132
5000 68
40 | % 620 640 660 680
54 - - - -
e T e L dgsms /7 68.10  40.32%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR SR U I
6.20 6.40 6.60 6.80
21 51 78 m/z 134.10 32.63%
‘ L H | L
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 660 680
5000 gg 116 m/z 66.10 25.82%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine A
132 6.20 6.40 6.60 6.80
m/z 69.05 16.37%
97
5000
70
31
M50 | e 616 |
m/z--> 40 60 80 100 120 140 160 180 620 6.40 6.60 6.80

8270-BF032416.M Thu Mar 31 16:38:44 2016 Page: 5



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033016\
Data File : BF085913.D

Acq On : 31 Mar 2016 5:49

Operator : UM/SJ

Sample : H2012-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_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... 4.96 12.4 ng 419596 1 6.80 677476 20.0
unknown6 .56 6.56 49.0 ng 1659690 1 6.80 677476 20.0
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