LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122816\
Data File : BF092002.D

Aca On : 28 Dec 2016 18:52

Operator : UM/SJ

Sample : H6245-05

Misc :

ALS Vial : 11 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-BF122116.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 4.853 239 242 251 rBV 513651 786825 13.52% 1.832%
2 5.310 280 282 285 rBVY 2098245 2841913 48.82% 6.616%
3 6.362 372 374 382 rBVY 1382112 1750922 30.08% 4_.076%
4 6.476 382 384 387 rBVY 4429594 4857986 83.45% 11.310%
5 6.705 402 404 406 rBV 1379038 1219274 20.94% 2.839%
6 6.865 415 418 420 rBY 4321864 4902589 84.21% 11.414%
7 7.276 451 454 456 rBV 3745247 3974467 68.27% 9.253%
8 7.985 514 516 519 rBVY 1189536 1544895 26.54% 3.597%
9 9.070 608 611 614 rBY 5709108 5618125 96.51% 13.080%
10 9.471 644 646 648 rBV 66755 59101 1.02% 0.138%
11 9.688 661 665 667 rBvV2 53489 68725 1.18% 0.160%
12 9.745 667 670 672 rBY 1766732 1693393 29.09% 3.942%
13 10.191 704 709 710 rBv4 24617 62887 1.08% 0.146%
14 10.533 736 739 742 rBVY 3633624 3646910 62.64% 8.490%
15 10.659 748 750 755 rVB 48075 70464 1.21% 0.164%
16 11.219 797 799 802 rBVY 1518996 1556432 26.74% 3.624%
17 11.436 817 818 823 rVB 43645 64569 1.11% 0.150%
18 11.768 845 847 855 rBV2 78906 124008 2.13% 0.289%
19 12.557 913 916 918 rBV 46915 80777 1.39% 0.188%
20 12.591 918 919 922 rVB 54510 61280 1.05% 0.143%

21 12.819 935 939 941 rBV 4064919 5821589 100.00% 13.553%
22 13.860 1027 1030 1032 rBV 937079 1246698 21.42% 2.902%
23 15.243 1148 1151 1154 rBV 749271 899488 15.45% 2.094%

Sum of corrected areas: 42953317
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122816\
Data File : BF092002.D

Aca On - 28 Dec 2016 18:52

Operator : UM/SJ

Sample : H6245-05

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF092002.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122816\
Data File : BF092002.D

Aca On : 28 Dec 2016 18:52

Operator : UM/SJ

Sample : H6245-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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.

4.85 12.91 ng 786825 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Guanidine 59 CH5N3 000113-00-8 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 242 (4.853 min): BF092002.D (-239) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 RS SRR SN A
| 83.0 | 460 4.80 5.00 5.20
1 1S MM I S m/z 59.10 59.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LRI I R L I
59.0 460 480 500 520
m/z 101.10 21.84%
31.0 g3 1010
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59.0
460 4.80 500 520
5000 41.0 m/z 58.10 15.13%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #248: Guanidine
430 549.0 460 4.80 5.00 5.20

m/z 41.10 8.37%
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122816\
Data File : BF092002.D

Aca On : 28 Dec 2016 18:52

Operator : UM/SJ

Sample : H6245-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 2

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

6.48 79.69 ng 4857990 1,4-Dichlorobenzene-d4 6.70
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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 1-Methvlopvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 384 (6.476 min): BF092002.D (-382) (-) m/z 132.00 100.00%
13p.0
5000 68.1
400 ®o J 620 40 60 650
0! L m/z 68.10 48 .94%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14006: 5-Aminoindole
132.0
5000 ISR L
6.20 6.40 6.60 6.80
104.0 m/z 134.00 32.25%
510 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 "o%0 o oo om0
5000 ogo 1160 m/z 66.00 30.15%
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 #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 19.13%
117.0
5000
91.0
39.0 65.0 ‘ ‘ ‘
0---.-“--h-w-rm-~W-f=-w“-h|-““|----|~--|---- SRR LR
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122816\
Data File : BF092002.D

Acq On : 28 Dec 2016 18:52

Operator : UM/SJ

Sample - H6245-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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... 4.85 12.9 ng 786825 1 6.70 1219270 20.0
unknown6 .48 6.48 79.7 ng 4857990 1 6.70 1219270 20.0
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