LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG062817\
Data File : BG027715.D

Acq On : 28 Jun 2017 18:50

Operator : SJ/JU

Sample : PB100123BL

Misc :

ALS Vial : 12 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:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .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

5.605 285 292 301 rBV 129732 209806 5.02% 1.275%
6.057 361 369 380 rBV 676436 1149231 27.50% 6.986%
rBv 694679 1249807 29.90% 7.597%
8.008 693 701 714 rVB 664670 1189780 28.47% 7.232%
8.478 773 781 789 rVB 99073 181985 4 _35% 1.106%
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8.801 828 836 846 rVB 452073 828463 19.82% 5.036%
9.641 969 979 991 rBV 382306 727430 17.40% 4.422%
11.292 1251 1260 1269 rBVY 154010 297718 7.12% 1.810%
13.689 1660 1668 1676 rBVY 1168761 1866775 44.66% 11.347%
15.064 1894 1902 1913 rVB2 263941 444397 10.63% 2.701%

=
QO ~NO®

11 16.545 2147 2154 2173 rBV 1144754 1827795 43.73% 11.111%
12 17.814 2363 2370 2378 rBV2 434676 701892 16.79% 4.267%
13 20.393 2802 2809 2816 rBV 3006646 4179547 100.00% 25.406%
14 22.174 3104 3112 3119 rBV 425699 811287 19.41% 4.932%
15 25.781 3712 3726 3740 rBV2 245889 785133 18.79% 4.773%

Sum of corrected areas: 16451046
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG062817\
Data File : BG027715.D

Acq On : 28 Jun 2017 18:50

Operator : SJ/JU

Sample : PB100123BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance :
3000000 TIC: BG027715.D

2500000
2000000
1500000

1000000
6.06 7.61 8.01
500000 8.80 9.64

5.60 8.48 A 11.29
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Time--> 4.00 450 5.00 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance 5
3000000 TIC: BG027715.D e

2500000
2000000
1500000
13.69 16.54

1000000

500000 17.81 22.17
15.06
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Time--> 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG027715.D
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2000000
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Time--> 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG062817\
Data File : BG027715.D

Acq On : 28 Jun 2017 18:50

Operator : SJ/JU

Sample : PB100123BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.60 23.06 ng 209806 1,4-Dichlorobenzene-d4 8.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetone 58 C3H60 000067-64-1 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 291 (5.599 min): BG027715.D (-285) (-) m/z 43.05 100.00%
43
59
5000
1o 520 540 560 580 6.00
sl s s | 7 59 10 63.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AL R R
520 540 560 5.80 6.00
m/z 58.10 17.67%
15 31 101
\ 25 7 37, 53 83
miz--> R P I NS N N N
Abundance
43
- 520 540 560 580 6.00
5000 m/z 101.10 17.07%
29 101
15 37 51 73 83 o5
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- e ERAmE REEEE LR
509 520 540 560 5.80 6.00
m/z 41.10 8.41%
5000 41
31
| [
T "|'}§'|' 'ﬂll""hl""lé?ukl' IRRARERRE ""I"'g?l""l'
m/z--> 10 20 40 50 60 70 80 90 100 110 520 5.40 560 5.80 6.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG062817\
Data File : BG027715.D

Acq On : 28 Jun 2017 18:50

Operator : SJ/JU

Sample : PB100123BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .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 unknown8.01 Concentration Rank 1

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

8.01 130.76 ng 1189780 1,4-Dichlorobenzene-d4 8.48
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 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H3N2 022291-85-6 9
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 701 (8.008 min): BG027715.D (-693) (-) m/z 132.00 100.00%
132
5000 68
96 SRR SRS AR R
40 54 78 | 106 7.60 7.80 8.00 8.20 8.400
L L B I m/z 68.10 43.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
5000 SRAANRARRS AR RRRRE R
760 7.80 8.00 820 8.40
104 m/z 134.00 31.45%
51 66 77 ‘
14 27 39 7 | . 89 | 115 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 7.60 7.80 8.00 8.20 8.40
5000 gg 116 m/z 66.10 28.19%
158 189
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- A e
132 7.60 7.80 8.00 8.20 8.40
m/z 69.10 16.40%
5000
6 104
i el |
1y 1yl | | I i
m/z--> 20 40 60 80 1(')0 120 140 160 180 760 7.80 8.00 820 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG062817\
Data File : BG027715.D

Acq On : 28 Jun 2017 18:50

Operator : SJ/JU

Sample : PB100123BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .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]
2-Pentanone, 4-hy... 5.60 23.1 ng 209806 1 8.48 181985 20.0
unknown8.01 8.01 130.8 ng 1189780 1 8.48 181985 20.0
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