LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101705.D

Acq On : 26 Dec 2017 10:36

Operator : SJ/JU

Sample : PB105279BL

Misc :

ALS Vial : 4 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:\HPCHEMI1\BNA_F\METHODS\8270-BF121417 .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 5.016 495 498 524 rBVY 277171 563935 14.40% 1.674%
2 5.410 562 565 596 rBvV 2597144 3597568 91.86% 10.679%
3 6.428 734 738 756 rBvV 2837038 3463798 88.45% 10.282%
4 6.557 756 760 787 rVvB 3359908 3333331 85.12% 9.895%
5 6.787 796 799 812 rVB 882835 874725 22.34% 2.597%

6.939 821 825 849 rBV 2727854 2739709 69.96% 8.133%
7.357 892 896 918 rBV 2078574 2299872 58.73% 6.827%
1074641 1168522 29.84% 3.469%
9.139 1194 1199 1215 rBV 3652661 3916206 100.00% 11.625%
9.822 1311 1315 1331 rBV2 1297672 1272708 32.50% 3.778%
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11 10.616 1446 1450 1475 rBV 1997050 2412256 61.60% 7.161%
12 11.316 1565 1569 1580 rBV 1393773 1381541 35.28% 4.101%
13 12.898 1833 1838 1841 rBV 3804529 3905949 99.74% 11.595%
14 13.963 2015 2019 2032 rBV 1283154 1377921 35.19% 4 _.090%

15 14.768 2150 2156 2162 rVB3 65011 92605 2.36% 0.275%

16 15.427 2263 2268 2282 rBVY 782735 1194454 30.50% 3.546%

17 15.798 2327 2331 2337 rVB2 30209 42645 1.09% 0.127%

18 16.286 2408 2414 2419 rBV2 27519 49114 1.25% 0.146%
Sum of corrected areas: 33686859
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF122617\

BF101705.D

26 Dec 2017 10:36

SJ/Ju

PB105279BL

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101705.D

Acq On : 26 Dec 2017 10:36

Operator : SJ/JU

Sample : PB105279BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 unknown5.02 Concentration Rank 3

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

5.02 12.89 ng 563935 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 499 (5.022 min): BF101705.D (-495) (-) m/z 43.00 100.00%

43
59
5000

101 TT T T T 1T TTT T Tr T T T
53 83 460 480 500 520 540

o..,”..,”..,”??ﬂu..,”4.,.”.,.”.,u”.,.”=J.”., m/z 59.00 54.82%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59

460 4.80 5.00 5.20 5.40
m/z 101.10  17.14%

25 3L 37 83 g3 0%
- e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43
RS EEE e S s
4.60 4.80 5.00 5.20 5.40
5000 57 m/z 57.95 14.49%
29
101
37 50 78
(O e L B o o e LA o R M
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8344: 3-Hexanol, 4-methyl-
59 4.60 4.80 5.00 520 5.40
m/z 41.10 8.37%
5000 41
69 87
15 53| 98
0..,....,....,....,....,....,....,....,....,....,....,
m/z--> 10 20 60 70 80 90 100 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101705.D

Acq On : 26 Dec 2017 10:36

Operator : SJ/JU

Sample : PB105279BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 unknown6.56 Concentration Rank 1

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

6.56 76.21 ng 3333330 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 760 (6.557 min): BF101705.D (-756) (-) m/z 132.00 100.00%
132
5000 68
0 s || %L o5 ok oo obo
o} I B e B B m/z 68.10 41.89%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
5000 AT
620 640 6.60 6.80
104 m/z 134.00 32.19%
ol 14 27 39 1 %7 g | us ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 660 680
5000 gg 116 m/z 65.95 27.24%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180 L
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- B e e R B
132 6.20 6.40 6.60 6.80
m/z 69.05 16.87%
117
5000
39 91
27 51 65 77 ‘ 105 ‘
0|||||‘||||||“|‘||m|||‘||||||“i‘||l‘||l“:luuuuluuuuluuuu
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101705.D

Acq On : 26 Dec 2017 10:36

Operator : SJ/JU

Sample : PB105279BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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]
unknown5.02 5.02 12.9 ng 563935 1 6.79 874725 20.0
unknown6 .56 6.56 76.2 ng 3333330 1 6.79 874725 20.0
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