LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031517\
Data File : BF093666.D

Aca On : 15 Mar 2017 14:30

Operator : SJ/MA

Sample : PB97589BL

Misc :

ALS Vial : 3 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-BF030717.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 4.881 260 262 276 rBV 214019 607385 11.13% 1.401%
2 5.304 297 299 325 rBVY 3729440 5458673 100.00% 12.589%
3 6.367 390 392 400 rBVY 4015257 5018884 91.94% 11.575%
4 6.481 400 402 405 rVB 4481231 4777737 87.53% 11.018%
5 6.710 420 422 433 rVB 929784 1057984 19.38% 2.440%

6.859 433 435 447 rBV 3633040 3728438 68.30% 8.599%
7.282 470 472 490 rBV 2639945 3364193 61.63% 7.759%
8.002 532 535 548 rBV 1310899 1436495 26.32% 3.313%
3990839 4959510 90.86% 11.438%
9.762 687 689 691 rBV 1209623 1541943 28.25% 3.556%
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11 10.550 756 758 775 rBV 2140673 2758476 50.53% 6.362%
12 11.248 817 819 830 rBV 1582625 1578199 28.91% 3.640%
13 12.836 955 0958 960 rBV 4277339 4693971 85.99% 10.825%
14 13.888 1048 1050 1061 rBV 955133 1231055 22.55% 2.839%
15 15.294 1170 1173 1184 rBV 510813 874297 16.02% 2.016%

16 15.660 1202 1205 1212 rVB 44665 73727 1.35% 0.170%

17 16.105 1241 1244 1249 rBVY 43256 73339 1.34% 0.169%

18 16.620 1285 1289 1295 rBV 27584 58760 1.08% 0.136%

19 17.225 1337 1342 1349 rBV4 22855 68100 1.25% 0.157%
Sum of corrected areas: 43361166
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031517\
Data File : BF093666.D

Aca On : 15 Mar 2017 14:30

Operator : SJ/MA

Sample : PB97589BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF093666.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031517\
Data File : BF093666.D

Aca On : 15 Mar 2017 14:30

Operator : SJ/MA

Sample : PB97589BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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.

4.88 11.48 ng 607385 1,4-Dichlorobenzene-d4 6.71
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 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 262 (4.881 min): BF093666.D (-260) (-) m/z 43.10 100.00%
31
59.1
5000
11 630 1o|1.1 460 480 500 5.20
| SSMRSEENENENEINDY N 1 PR 311 PRS- S NS m/z 59.10 53.74%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IBESARDE SRR AR
4.60 4.80 5.00 5.20
59.0 1010 m/z 58.00 16.55%
0 21.0 350, | 510 ‘ 67.0 830 91.0 | |
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
4.60 4.80 5.00 5.20
5000 m/z 101.10 14 .88%
41.0
29.0 101.0
0"I'"'I""I""I'"§q9'"I""Z?R'I'gqgl""l""l
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- T R
59.0 4.60 4.80 5.00 5.20
m/z 41.10 9.06%
5000
410 101.0
o150 30 T 10 | 690 830
m/z--> 10 20 30 40 50 60 70 8 9 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031517\
Data File : BF093666.D

Aca On : 15 Mar 2017 14:30

Operator : SJ/MA

Sample : PB97589BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 unknown6.48 Concentration Rank 1

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

6.48 90.32 ng 4777740 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 402 (6.481 min): BF093666.D (-400) (-) m/z 132.10 100.00%
13R.1
5000 68.1
00 50 || peo s o5 ok ko ok
Obrrprrrrprrer e i ot e R Ot || MZZ 68.10 40 58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 o I
10 550 70 s0 m/z 134.10  32.96%
‘ 79.0 '
0 ..luuuuluuuluuuﬁ‘il‘...i‘..‘..|‘.‘.‘H‘|..U.‘l‘....‘luu‘hluuuulu..‘.‘lunul‘ ‘IHI”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 1000 "k 6k 650 6ho
5000 ' m/z 66.05 27 .06%
31.0 51.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 .
Abundance #14006: 5-Aminoindole R e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.89%
5000
104.0
ol 140 270 390 510 00770 g0 || 150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF031517\
Data File : BF093666.D

Acq On : 15 Mar 2017 14:30

Operator : SJ/MA

Sample : PB97589BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717 .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... 4.88 11.5 ng 607385 1 6.71 1057980 20.0
unknown6 .48 6.48 90.3 ng 4777740 1 6.71 1057980 20.0
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