LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG122717\

Data File : BG031807.D

Aca On - 27 Dec 2017 21:44 Instrument :
Operator : SJ/JU ?:II\:gﬁ(t;Sam ol
3?22'6 i 17058-08 12m1rgoﬂ:us
ALS Vial : 15 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-BG122117.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 3.432 17 24 35 rBv 77236 163606 4.12% 1.174%
2 3.520 35 39 51 rvB 37243 60965 1.54% 0.437%
3 6.223 491 499 507 rBV 149120 258880 6.53% 1.857%
4 7.898 776 784 798 rVB2 98081 183518 4.63% 1.317%
5 8.315 846 855 865 rBV 302183 560091 14.12% 4_.019%

8.802 931 938 948 rBB 118756 213364 5.38% 1.531%
9.143 988 996 1008 rBV 461604 868381 21.89% 6.231%
10.001 1133 1142 1152 rBVY 329914 599017 15.10% 4.298%
166385 312723 7.88% 2.244%
14.061 1825 1833 1846 rBB 1345433 2157434 54.39% 15.480%
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11 15.436 2061 2067 2077 rVB2 317145 539982 13.61% 3.874%
12 16.905 2310 2317 2329 rBV 785205 1237313 31.19% 8.878%
13 18.168 2524 2532 2541 rBV 480546 783202 19.74% 5.620%
14 20.694 2956 2962 2973 rBV 2715230 3966729 100.00% 28.462%
15 22.510 3263 3271 3283 rVB 536220 1009763 25.46% 7.245%

16 26.258 3896 3909 3925 rBV2 298627 1022093 25.77% 7.334%

Sum of corrected areas: 13937061
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122717\

Data File : BG031807.D

Aca On - 27 Dec 2017 21:44

Operator : SJ/JU

ﬁ?ggle i 17058-08 122117-SIDI-F-U-S
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG031807.D
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Abundance TIC: BG031807.D
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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 TIC: BG031807.D
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA G\DATA\BG122717\

BG031807.D

27 Dec 2017 21:44

SJ3/JU

17058-08 122117-SIDI-F-U-S
15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.52 5.71 ng 60965 1,4-Dichlorobenzene-d4 8.80
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 9
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 1,4-Butanediamine 88 C4H12N2 000110-60-1 9

Abundance Scan 39 (3.520 min): BG031807.D (-35) (-) m/z 73.05 100.00%
3.0
5000
43.0
55.0 871 SN N
‘ 340 360 3.80
O e e e e e m/z 43.05 31.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 340 360 3.80
550 87.0 m/z 87.10 29.46%
29.0 ‘ ‘
0 N L L,
e L I T R RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73.0
87.0 T
340 360 3.80
5000 41.0 550 m/z 55.05 23.66%
29.0
ol 99.0 112.0 129.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1877: Acetamide, N-ethyl- —f
30.0 340 360 3.80
m/z 71.10 10.04%
5000 43.0 87.0
15.0 72.0
Y N S N S S VS S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 340 360 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122717\

Data File : BG031807.D

Aca On - 27 Dec 2017 21:44

Operator : SJ/JU

ﬁ?ggle i 17058-08 122117-SIDI-F-U-S
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3 unknown8.31 Concentration Rank 2

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

8.31 52.50 ng 560091 1,4-Dichlorobenzene-d4 8.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 854 (8.309 min): BG031807.D (-846) (-) m/z 132.00 100.00%
132.0
5000
68.1
oiso || % | "ok 5ho sk 5ho
-ttt m/z 68.10 32.38%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 RS SR RS A
8.00 8.20 8.40 8.60
310 510 m/z 134.00 31.93%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
800 820 840 8.60
5000 67.0 m/z 66.10 21.15%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl o
57.0 132.0 8.00 8.20 8.40 8.60
m/z 96.00 14 .43%
74.0
5000 98.0 116.0
0 : IIIIIII‘I\I\I\I ""Ml ||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R EE e R
m/z--> 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG122717\

Data File : BG031807.D

Acq On > 27 Dec 2017 21:44

Operator : SJ/JU

ﬁ?ggle i 17058-08 122117-SIDI-F-U-S
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .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]
Butane, 2-methoxy... 3.52 5.7 ng 60965 1 8.80 213364 20.0
unknown8.31 8.31 52.5 ng 560091 1 8.80 213364 20.0
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