LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF040517\
Data File : BF094194.D

Aca On : 5 Apr 2017 17:31

Operator : SJ/MA

Sample : 12523-01

Misc :

ALS Vial : 8 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-BF032217.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 3.999 355 359 369 rVB 345784 465199 12.77% 1.418%
2 4.399 422 427 430 rBY 3302436 3304726 90.70% 10.074%
3 5.469 603 609 612 rBY 3075785 3426952 94.06% 10.446%
4 5.610 628 633 636 rBY 3452857 3523208 96.70% 10.740%
5 5.863 672 676 680 rBY 1083703 976252 26.79% 2.976%
6 6.040 701 706 710 rBVY 2668147 2607208 71.56% 7.947%
7 6.510 780 786 789 rBVY 2082647 2213700 60.76% 6.748%
8 7.363 926 931 935 rBVY 1349951 1327339 36.43% 4.046%
9 8.687 1150 1156 1160 rBVY 3350599 3643449 100.00% 11.106%
10 9.181 1235 1240 1244 rBV 272433 258804 7.10% 0.789%
11 9.504 1286 1295 1299 rBV2 1436782 1519462 41.70% 4.632%
12 10.098 1390 1396 1400 rVB 88540 81353 2.23% 0.248%
13 10.375 1436 1443 1445 rBvV3 26041 42798 1.17% 0.130%

14 10.475 1455 1460 1464 rBV 1797363 1846023 50.67% 5.627%
15 10.680 1491 1495 1498 rBvV 100624 104701 2.87% 0.319%

16 11.233 1585 1589 1593 rBV 40935 42610 1.17% 0.130%
17 11.328 1599 1605 1609 rBV 1478637 1450154 39.80% 4._.420%
18 13.304 1935 1941 1945 rBV 2777615 3139825 86.18% 9.571%
19 14.474 2134 2140 2152 rBV2 50689 130897 3.59% 0.399%
20 14.574 2152 2157 2161 rVV 1332880 1369598 37.59% 4._.175%

21 14.627 2163 2166 2171 rVB 45256 49867 1.37% 0.152%

22 16.204 2428 2434 2441 rBV 835915 1017533 27.93% 3.102%

23 16.321 2451 2454 2461 rVB 44894 55054 1.51% 0.168%

24 16.721 2518 2522 2527 rBV2 43297 66621 1.83% 0.203%

25 17.174 2595 2599 2604 rBV2 42680 67387 1.85% 0.205%

26 17.704 2684 2689 2697 rVB3 36104 75296 2.07% 0.230%
Sum of corrected areas: 32806016
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\Data\BF040517\

BF094194.D

5 Apr 2017 17:31

SJ/MA

12523-01

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040517\
Data File : BF094194.D

Aca On : 5 Apr 2017 17:31

Operator : SJ/MA

Sample : 12523-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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.

4.00 9.53 ng 465199 1,4-Dichlorobenzene-d4 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
3 3-Hexanol 102 C6H140 000623-37-0 28
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25

Abundance Scan 359 (3.999 min): BF094194.D (-355) (-) m/z 43.00 100.00%
43
59
5000
T 350 350 400 450 440
83 : : : : :
SN NP\ FUUSS A1 PN - B SR AN m/z 59.10 59.52%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 I U AR LR I
3.60 3.80 4.00 4.20 4.40
59 101 m/z 101.10 21.78%
27 37 38 | 48 53 ‘ 67 72 77 8 91 96
mz> 20 30 4 s 60 70 8 % 100 1o
Abundance
59
360 3.80 4.00 4.20 4.40
5000 m/z 58.00 14.98%
41
29 101
T "|"%6'|"46'|?$' U '|?%' '|"8§'|" LI DAL B
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4323: 3-Hexanol NS N L N L L
59 3.60 3.80 4.00 4.20 4.40
m/z 41.00 8.97%
5000 31 43 73
2\#\‘ 38 ‘ 11 53 \‘ 67 1 84 101
m/z--> 20 30 40 50 6|O 70 80 9 100 110 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040517\
Data File : BF094194.D

Aca On : 5 Apr 2017 17:31

Operator : SJ/MA

Sample : 12523-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 unknown5.61 Concentration Rank 1

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

5.61 72.18 ng 3523210 1,4-Dichlorobenzene-d4 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 633 (5.610 min): BF094194.D (-628) (-) m/z 132.00 100.00%
132
5000 68
96 SR UL L
40 54 78 06 520 5.40 5.60 5.80 6.00
I B e B B m/z 68.05 38.55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 A AN AR SRS
a1 o7 520 5.40 5.60 5.80 6.00
53 117 m/z 134.00 33.59%
---.----‘.‘---‘- I'§ ----.1-0-7--.---.----.----.----
m/z--> 20 80 100 120 140 160 180
Abundance
57 132
74 520 540 560 580 6.00
5000 gg 116 m/z 66.00 23.74%
158 189
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14013: 1H-Benzimidazole, 2-methyl- e e
132 520 5.40 5.60 5.80 6.00
m/z 69.10 15.23%
5000
15 28 39 52 %3 77 00 104, |
iz 20 4 G0 8 100 1o 16 1% 16 | |50 540 850 550 600
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF040517\
Data File : BF094194.D

Acq On : 5 Apr 2017 17:31

Operator : SJ/MA

Sample - 12523-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .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... 4.00 9.5 ng 465199 1 5.86 976252 20.0
unknown5.61 5.61 72.2 ng 3523210 1 5.86 976252 20.0
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