LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011818\
Data File : BG032148.D

Acq On : 18 Jan 2018 22:39

Operator : SJ/JU

Sample - J1187-03

Misc :

ALS Vial : 11 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-BG011218_.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 5.661 395 404 411 rBvV 27367 44096 1.25% 0.284%
2 6.166 483 490 503 rVB 483140 819073 23.29% 5.282%
3 7.847 766 776 789 rBVY 508335 952661 27.09% 6.143%
4 8.252 836 845 855 rBvY 524170 954988 27.15% 6.158%
5 8.740 922 928 936 rVvB2 114565 208066 5.92% 1.342%

9.081 978 986 994 rBV 379091 712681 20.26% 4 _.596%
9.938 1123 1132 1141 rBV 298859 560439 15.93% 3.614%
11.625 1409 1419 1429 rBV 168663 321318 9.14% 2.072%
14.004 1815 1824 1835 rBV 1149847 1831892 52.08% 11.812%
14.797 1953 1959 1966 rBVY 126399 194421 5.53% 1.254%

=
QO ~NO®

11 15.379 2051 2058 2066 rVvB2 321516 537692 15.29% 3.467%
12 16.854 2302 2309 2325 rBV 1099574 1741886 49.53% 11.232%
13 18.111 2515 2523 2534 rBV 519766 802708 22.82% 5.176%
14 20.649 2948 2955 2962 rBV 2534940 3517155 100.00% 22.679%
15 21.983 3176 3182 3189 rBv4 50201 87382 2.48% 0.563%

16 22.447 3253 3261 3272 rBvV2 598151 1114952 31.70% 7.189%
17 26.143 3875 3890 3903 rBV2 336504 1106743 31.47% 7.137%

Sum of corrected areas: 15508153
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

TIC Libra
TIC Integ

LSC Report - Integrated Chromatogram

> \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_G\DATA\BG011818\
: BG032148.D

: 18 Jan 2018 22:39

: SJ/JU

- J1187-03

11 Sample Multiplier: 1

hod
le

> Z:\HPCHEMI1I\BNA_G\METHODS\8270-BG011218.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
ry : C:\Database\NIST11.L
ration Parameters: LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BG032148.D

6.17 7.85 8.25
9.08 9.94

8.74 1162

5.66 0

0

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance
2500000

2000000

1500000

1000000

500000

0

TIC: BG032148.D
20.65

22.45
18.11

15.38

14.80 21.98

Time-->

13.50 14.00 14.50 15.00 15.50 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
2500000

2000000

1500000

1000000

500000

TIC: BG032148.D

26.14

Ol
Time--> 23.00 2350 24.00 2450 25.00 25.50 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\BG011818\
Data File : BG032148.D

Acq On : 18 Jan 2018 22:39

Operator : SJ/JU

Sample - J1187-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.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.

5.66 4.24 ng 44096 1,4-Dichlorobenzene-d4 8.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 43
3 Butane, 1-(1-methylethoxy)- 116 C7H160 001860-27-1 32
4 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 32
5 3-Hexanol 102 C6H140 000623-37-0 28

Abundance Scan 404 (5.661 min): BG032148.D (-395) (-) m/z 43.00 100.00%
43
59
5000
101 st et e g ppopen]
5.40 5.60 5.80 6.00
84
bl Sl W/z 59.10  63.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 UREAE AR SRS LRSS S
5.40 5.60 5.80 6.00
59 m/z 101.00 25.94%
0 21 37 53‘H 67 778 a1 O
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
540 560 580 600
5000 m/z 58.00 15.13%
101
15 58
0 28 37/ 51 69 84
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8399: Butane, 1-(1-methylethoxy)-
43 540 5.60 5.80 6.00
56 m/z 41.10 10.81%
31
5000
73 101
1\5 | ‘\ 11 83 116
G S R R RS IR R R RS R SRS RAA RS W URRAE AR LS LRSS S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011818\
Data File : BG032148.D

Acq On : 18 Jan 2018 22:39

Operator : SJ/JU

Sample - J1187-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.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 unknown8.25 Concentration Rank 1

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

8.25 91.80 ng 954988 1,4-Dichlorobenzene-d4 8.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 845 (8.252 min): BG032148.D (-836) (-) m/z 132.00 100.00%
132
5000
68
96 EPYSSIPS AP RAREE RN
40 54 8 06 8.00 820 8.40 8.60
01 L m/z 134.00 34 .00%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 URRBE SRR S LR
a1 97 8.00 820 8.40 8.60
53 - 17 m/z 68.10 32.73%
0 ...|....“i“..“.“.l“.“l‘.‘.“l‘ ..l:I.-O.7. .“luuHuluuuuluuuuluuuu
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 800 820 840 8.60
5000 gg 116 m/z 66.10 23.12%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole A L e R
132 8.00 8.20 8.40 8.60
m/z 69.10 16.20%
5000
104
ol 14 27 39 1 77 g | us ‘
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.0 840 8.60
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011818\
Data File : BG032148.D

Acq On : 18 Jan 2018 22:39

Operator : SJ/JU

Sample - J1187-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_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... 5.66 4.2 ng 44096 1 8.75 208066 20.0
unknown8.25 8.25 91.8 ng 954988 1 8.75 208066 20.0
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