LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG012518\

Data File : BG032308.D

Aca On - 26 Jan 2018 00:18 Instrument :
Operator : SJ/JU ?:II\:gﬁ(t;Sam ol
3?22'6 i J1289-03 530995480
ALS Vial : 14 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 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 heiaht area % max. total

3.464 25 30 44 rBvV 317504 481363 14.12% 3.243%
6.155 481 488 505 rVvB 475363 820824 24.07% 5.530%
rBv 491431 933979 27.39% 6.293%
8.241 834 843 859 rBvV 500490 953537 27.96% 6.424%
8.723 918 925 934 rBV 97797 174371 5.11% 1.175%
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9.063 974 983 996 rBB 365252 697770 20.46% 4.701%
9.921 1121 1129 1141 rBV 299613 554745 16.27% 3.738%
11.601 1408 1415 1422 rBV 134024 247137 7.25% 1.665%
13.987 1813 1821 1831 rBV 1100522 1737200 50.94% 11.704%
14.780 1949 1956 1963 rBV 153071 221820 6.50% 1.494%

=
QO ~NO®

11 15.356 2045 2054 2062 rBV2 263438 448924 13.16% 3.025%
12 16.831 2298 2305 2317 rBV 1045320 1714910 50.29% 11.554%
13 18.088 2512 2519 2531 rBV2 422271 676016 19.82% 4 _555%
14 20.626 2945 2951 2958 rBV 2567435 3410174 100.00% 22.976%
15 22.418 3248 3256 3267 rVB 478561 880228 25.81% 5.930%

16 26.096 3870 3882 3896 rVB2 275564 889462 26.08% 5.993%

Sum of corrected areas: 14842460
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

TIC Libra
TIC Integ

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA G\DATA\BG012518\
BG032308.D

26 Jan 2018 00:18

SJ/JU

J1289-03

14 Sample Multiplier: 1

hod
le

> Z:\HPCHEM1\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: BG032308.D

6.15 7.84 8.24
9.06

3.46 9.92

8.72 11.60

0
Time-->

350 400 450 500 550 6.00 650 7.00 7.50 8.00 8.50

9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance
2500000

2000000

1500000

1000000

500000

0

TIC: BG032308.D
20.63

13.99

18.09 22.42

14.78

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: BG032308.D

26.10

0

Time--> 23.00 23.50 24.00 24.50 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 : Z:\HPCHEM1\BNA G\DATA\BG012518\
Data File : BG032308.D

Aca On : 26 Jan 2018 00:18

Operator : SJ/JU

Sample : J1289-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG011218.M
Quant Title : 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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.46 55.21 ng 481363 1,4-Dichlorobenzene-d4 8.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 27
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 29 (3.458 min): BG032308.D (-25) (-) m/z 73.10 100.00%
7B ?
5000
43
55 87
3.40 3.50 3.60 3.70 3.80 3.90
Ol gl L S0 L 88 U "m/z 43.05  38.35%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 3.40 3.50 3.60 3.70 3.80 3.90
55 87 m/z 87.10 32.70%
29
"'w"'|"“|'?§'|“"|"'w"§?|'“'|""w"'|"
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
41 55 87 3.40 3.50 3.60 3.70 3.80 3.90
5000 m/z 55.10 26.63%
29
15 67 97
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #1877: Acetamide, N-ethyl-
30 3.40 3.50 3.60 3.70 3.80 3.90
m/z 41.00 12.22%
5000 43 87
15 72
SN I 1 O~ - I N
m/z--> 10 20 30 40 50 60 70 80 90 100 3.40 3.50 3.60 3.70 3.80 3.90
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012518\
Data File : BG032308.D

Aca On : 26 Jan 2018 00:18

Operator : SJ/JU

Sample : J1289-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG011218.M
Quant Title : 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 unknown8.24 Concentration Rank 1

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

8.24 109.37 ng 953537 1,4-Dichlorobenzene-d4 8.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI102 014203-19-1 23
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 17
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 843 (8.241 min): BG032308.D (-834) (-) m/z 132.00 100.00%
32
5000
68
96 e L e b e a kn
40 54 g 75 104 8.00 8.20 8.40 8.60
....,...:|'!..4.8,:!..,.2!l.|,....,..5.‘?,..!.,.'!..,.1.1.5.,....,'...,.. m/z 68.10 32.93%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SARARRARSN AR SRR RAR
8.00 8.20 8.40 8.60
0
31384451 78 m/z 134.00 32.40%
”'WM”HPI”JL'W'”lP'“I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
800 820 840 860
5000 67 m/z 66.00 24.36%
41 97
53 2 117
34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- A mam s B
132 8.00 8.20 8.40 8.60
m/z 69.10 17.09%
5000
57 69
‘ ® g9 47103 ‘
'"'I"'ij'”ﬁ““'Ll§?"l"”I""“"”'IJN"I}}ﬁl""I T R L L IR
m/z--> 30 50 60 70 80 90 100 110 120 130 140 8.00 820 8.40 8.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012518\
Data File : BG032308.D

Acq On : 26 Jan 2018 00:18

Operator : SJ/JU

Sample - J1289-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218.M
Quant Title : 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]
Butane, 2-methoxy... 3.46 55.2 ng 481363 1 8.73 174371 20.0
unknown8.24 8.24 109.4 ng 953537 1 8.73 174371 20.0
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