LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012517\

Data File : BF092499.D

Aca On - 26 Jan 2017 1:37 Instrument :
Operator : SJ/MA gmgigamleM'
a?zgle i 11351-04 CASF&Hl&J
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-BF012417 .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 5.139 265 267 270 rBV 483910 636998 11.77% 1.783%
2 5.550 301 303 306 rBVY 1844527 2330763 43.08% 6.523%
3 6.579 390 393 395 rBVY 1732327 1461695 27.02% 4.091%
4 6.727 403 406 409 rBVY 3606171 3691359 68.23% 10.330%
5 6.967 424 427 429 rBV 1024075 952054 17.60% 2.664%

7.127 438 441 443 rBV 3298253 3656454 67.59% 10.233%
7.527 473 476 479 rBV 2393169 3156768 58.35% 8.834%
8.259 538 540 542 rVB 1366034 1255843 23.21% 3.515%
9.345 631 635 637 rBV 4753424 5154933 95.28% 14.426%
10.019 692 694 696 rVvB 1586998 1357658 25.10% 3.799%

=
QO ~NO®

11 10.808 760 763 766 rBV 2407237 2794596 51.66% 7.821%
12 11.505 822 824 827 rBV 1496473 1351999 24.99% 3.784%
13 13.105 961 964 966 rBV 4406973 5410031 100.00% 15.140%
14 14.145 1052 1055 1058 rBV 1463187 1372956 25.38% 3.842%
15 15.620 1181 1184 1187 rBV 902017 1148805 21.23% 3.215%

Sum of corrected areas: 35732912
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012517\

Data File : BF092499.D

Aca On - 26 Jan 2017 1:37

Operator : SJ/MA

ﬁ?ggle i 11351-04 CAS-FB011917
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF092499.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\

Data File : BF092499.D

Aca On - 26 Jan 2017 1:37

Operator : SJ/MA

ﬁ?ggle i 11351-04 CAS-FB011917
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.14 13.38 ng 636998 1,4-Dichlorobenzene-d4 6.97
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 25

Abundance Scan 267 (5.139 min): BF092499.D (-265) (-) m/z 43.05 100.00%
3.0
5000 591
101.1 PESSRRASARRIRELRARAREE
4.80 5.00 5.20 5.40
Ol b S0 890 831 | "hn/z 59.10  51.46%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IR U L U
4.80 5.00 5.20 5.40
59.0 1010 m/z 58.10 15.35%
0 21.0 350, | 510 ‘ 67.0 830 91.0 | |
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59.0
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41.0
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0"I'"'I""I""I'"§q9'"I""Z?R'I'gqgl""l""l
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Abundance #8116: 2-Hexanol, 2-methyl- B e R
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\

Data File : BF092499.D

Aca On - 26 Jan 2017 1:37

Operator : SJ/MA

ﬁ?ggle i 11351-04 CAS-FB011917
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .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 2 unknown6.73 Concentration Rank 1

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

6.73 77.55 ng 3691360 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 406 (6.727 min): BF092499.D (-403) (-) m/z 132.10 100.00%
1321
5000 68.1
40.1 %I'l ed '6.40 660 6.80 7.00
01 T e e m/z 68.10 45 .46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14006: 5-Aminoindole
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5000 AR SEEUE NARRE
6.40 6.60 6.80 7.00
104.0 m/z 134.10 32.41%
51.0 66.0
o R4 1 Nul BN R A | —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 Ti 5k ok 750
5000 ogo 1160 m/z 66.10 29.06%
158.0 189.0
R S S S S B W BRI L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13916: Benzene, 1,3,5-trifluoro- L -A| L L B
13p.0 6.40 6.60 6.80 7.00
m/z 69.10 17.87%
5000
63.0 81.0
310 489 | 120 |
R S S L S B LI B I W AR SR U AR
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF012517\

Data File : BF092499.D

Acq On : 26 Jan 2017 1:37

Operator : SJ/MA

ﬁ?ggle i 11351-04 CAS-FB011917
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .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... 5.14 13.4 ng 636998 1 6.97 952054 20.0
unknown6.73 6.73 77.5 ng 3691360 1 6.97 952054 20.0
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