LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090594.D

Aca On : 15 Oct 2016 8:29

Operator : UM/SJ

Sample : H5227-04 2X

Misc :

ALS Vial : 34 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-BF101316.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 5.091 239 241 250 rBV 475082 687675 25.18% 2.233%
2 5.514 276 278 281 rBVY 2095220 2561499 93.79% 8.319%
3 6.543 366 368 378 rBVY 1947770 2702198 98.94% 8.775%
4 6.680 378 380 383 rBVY 2677928 2731173 100.00% 8.870%
5 6.920 399 401 412 rBVY 1075757 1418852 51.95% 4 .608%
6 7.069 412 414 417 rBV 1962053 1991364 72.91% 6.467%
7 7.480 447 450 457 rBV 1329624 1660321 60.79% 5.392%
8 8.200 511 513 516 rBY 1668922 1840610 67.39% 5.977%
9 9.286 605 608 610 rBY 1671509 2482033 90.88% 8.060%
10 9.400 616 618 620 rVB 27068 30390 1.11% 0.099%

11 9.675 640 642 644 rBV 599101 526458 19.28% 1.710%
12 9.892 660 661 663 rVB 42579 31314 1.15% 0.102%
13 9.960 664 667 669 rBVY 2480068 2111928 77.33% 6.859%
14 10.338 691 700 701 rBV3 34851 155240 5.68% 0.504%
15 10.395 703 705 706 rvB 69943 66565 2.44% 0.216%

16 10.612 722 724 727 rBV 29985 46700 1.71% 0.152%
17 10.749 733 736 745 rBV 1358292 1527491 55.93% 4.961%
18 10.863 745 746 751 rVB 88481 126503 4.63% 0.411%
19 11.309 783 785 787 rBV 34237 52524 1.92% 0.171%
20 11.446 795 797 806 rBV 1547557 1839855 67.37% 5.975%

21 11.675 814 817 821 rBV2 72906 104881 3.84% 0.341%

22 11.743 821 823 825 rVB 28267 28127 1.03% 0.091%
23 11.972 840 843 845 rBvV2 12619 31093 1.14% 0.101%
24 12.063 849 851 855 rvB2 23343 37706 1.38% 0.122%
25 12.498 887 889 891 rBvV2 21832 35300 1.29% 0.115%

26 12.669 901 904 906 rBV 149502 200353 7.34% 0.651%
27 12.886 921 923 931 rBV 169894 257935 9.44% 0.838%
28 13.035 933 936 947 rBV 1843653 2100159 76.90% 6.820%
29 13.927 1012 1014 1021 rVB2 71623 132861 4._86% 0.431%
30 14.087 1025 1028 1036 rBV 1107718 1599849 58.58% 5.196%

31 15.127 1117 1119 1123 rBV 81723 196019 7.18% 0.637%

32 15.550 1154 1156 1167 rVB 766836 1411947 51.70% 4 _.585%
33 16.018 1195 1197 1199 rBV 44035 65812 2.41% 0.214%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090594.D

Aca On : 15 Oct 2016 8:29

Operator : UM/SJ

Sample : H5227-04 2X

Misc :

ALS Vial : 34 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 30792735
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090594.D

Aca On : 15 Oct 2016 8:29

Operator : UM/SJ

Sample : H5227-04 2X

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF090594.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090594.D

Aca On : 15 Oct 2016 8:29

Operator : UM/SJ

Sample : H5227-04 2X

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.09 9.69 ng 687675 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 40
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 241 (5.091 min): BF090594.D (-239) (-) m/z 43.10 100.00%
43
59
5000
101 IR RS LA
4.80 5.00 5.20 5.40
el syl e 8 | 7 59.10 56.67%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IR U U L I
4.80 5.00 5.20 5.40
59 m/z 58.10 16.13%
?\7\ ! 37\ in 53‘ H 67 7 83 91 ‘10‘1
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 5.00 520 540
5000 m/z 101.10 15.67%
41
29 101
53 73 86
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- mE R R AR
59 4.80 5.00 5.20 5.40
m/z 41.05 8.54%
5000
a1 101
15 \\3\1 \H | 53\\\‘\ 69 8\3
m/z--> 10 20 30 40 50 60 70 8 9 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090594.D

Aca On : 15 Oct 2016 8:29

Operator : UM/SJ

Sample : H5227-04 2X

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 2 unknown6.68 Concentration Rank 1

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

6.68 38.50 ng 2731170 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Dihvdro-3-methvl-thiophene 1... 132 C5H802S 001193-10-8 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10

Abundance Scan 380 (6.680 min): BF090594.D (-378) (-) m/z 132.00 100.00%
32
68
5000
40 54 75 % 6.40 6.60 6.80 7.00
104 . : . .
0 ..,....,....,...:,“...?,....‘,3?:.'|,..':~.,..5.‘.7,....,.':..,.1.1:‘3.,...., I m/z 68.10 52.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14230: 2,5-Dihydro-3-methyl-thiophene 1,1-dioxide
68
5000 53 ‘v—v—v—rv—v—vQ—y—v—va-rv—v—v—v—rv—v—v—v
6.40 6.60 6.80 7.00
m/z 134.00 32.38%
'W'”'P'”I“'W'”'P'”I”'I'“'P'“I”'W'“'P'”I“'ﬁ?a'P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 108 6.40 6.60 6.80 7.00
5000 m/z 66.05 32.35%
3144 51 8
wwmwwmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 K
Abundance #14491: 5-Aminoindole T T IIHI UL B L IR
132 6.40 6.60 6.80 7.00
m/z 69.10 20.28%
5000
104
51 o, 96 77
14 27 37 4491 58 | 5,89 97 || 115
m/z--> 15 25 §0 Jo 55 éo fo 85 95 160 110 150 150 140 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101416\
Data File : BF090594.D

Acq On : 15 Oct 2016 8:29

Operator : UM/SJ

Sample : H5227-04 2X

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF101316.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... 5.09 9.7 ng 687675 1 6.92 1418850 20.0
unknown6 .68 6.68 38.5 ng 2731170 1 6.92 1418850 20.0
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