LSC Area Percent Report

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

Data File : BG031805.D

Aca On - 27 Dec 2017 20:29 Instrument :
Operator : SJ/JU ?:II\:gﬁ(t;Sam ol
3?22'6 i 17058-06 12m1%908105
ALS Vial : 13 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

3.434 18 25 36 rBv2 85814 176092 4_.53% 1.231%
3.522 36 40 51 rvB 39899 65335 1.68% 0.457%
rBv 145271 253296 6.52% 1.770%
7.899 776 785 796 rBV 91552 180530 4._.65% 1.262%
8.311 847 855 865 rBvV 305050 557907 14.36% 3.899%
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8.804 932 939 948 rBB 120649 221498 5.70% 1.548%
9.139 988 996 1007 rVB 485115 899530 23.15% 6.287%
10.003 1134 1143 1154 rBV 341654 632220 16.27% 4.418%
11.689 1421 1430 1440 rBV 180265 331309 8.53% 2.315%
14.063 1827 1834 1846 rVB 1430060 2253075 57.99% 15.746%

=
QO ~NO®

11 15.432 2061 2067 2076 rVB3 341563 573529 14.76% 4.008%
12 16.906 2311 2318 2330 rBV 781824 1230191 31.66% 8.598%
13 18.164 2521 2532 2544 rBV2 527081 827336 21.29% 5.782%
14 20.696 2957 2963 2973 rBV 2905475 3885350 100.00% 27.154%
15 22.053 3190 3194 3205 rBV3 32954 58809 1.51% 0.411%

16 22.512 3263 3272 3285 rBV 559995 1064748 27.40% 7.441%
17 26.254 3896 3909 3930 rBvV2 325772 1097790 28.25% 7.672%

Sum of corrected areas: 14308545
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LSC Report - Integrated Chromatogram

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

Data File : BG031805.D

Aca On - 27 Dec 2017 20:29

Operator : SJ/JU

ﬁ?ggle i 17058-06 122117-SIDI-F-D-S
ALS Vial : 13 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: BG031805.D
2500000
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9.14
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L b
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Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG031805.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: BG031805.D
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Library Search Compound Report

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

Data File : BG031805.D

Aca On - 27 Dec 2017 20:29

Operator : SJ/JU

ﬁ?ggle i 17058-06 122117-SIDI-F-D-S
ALS Vial : 13 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 2,2,4-Trimethyl-3-pentanol Concentration Rank 4

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

3.52 5.90 ng 65335 1,4-Dichlorobenzene-d4 8.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 83
2 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 64
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 9
5 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 9

Abundance Scan 40 (3.522 min): BG031805.D (-36) (-) m/z 73.05 100.00%
74.0
5000 ]\
430 . 87.1 N
‘ 340 360  3.80
-ttt e m/z 87.10 31.49%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
41.0 550 87.0
5000 AL LR RN
340 360  3.80
29.0 m/z 43.05 29.08%
15\'0 M\ ‘ | ‘ L “\ \H\ , 97.0
e R S L S SR S S S L B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73.0
340 360 3.80
5000 m/z 55.05 22 .89%
430 559 87.0
29.0
e L S U S SR S S S UL B
m/z--> 10 20 30 50 60 80 90 100
Abundance #1877: Acetamide, N-ethyl- L B B
30.0 340 360  3.80
m/z 45.10 13.03%
5000 43.0 87.0
15.0 72.0
| SO < e B R e
m/z--> 10 20 30 40 50 60 70 80 90 100 340 360  3.80
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Library Search Compound Report

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

Data File : BG031805.D

Aca On - 27 Dec 2017 20:29

Operator : SJ/JU

ﬁ?ggle i 17058-06 122117-SIDI-F-D-S
ALS Vial : 13 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 50.38 ng 557907 1,4-Dichlorobenzene-d4 8.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Xenon 132 Xe 007440-63-3 45
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 10

Abundance Scan 855 (8.311 min): BG031805.D (-847) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 P SRR SRR AR S
400 540 m | 106.1 8.00 8.20 8.40 8.60
OH.W.H.P.H,J.W:Ln“.”,”.w.”.“.”,”.w.”.,b”,” m/z 68.10 32.39%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14560: Xenon
132.0
5000 U SR L L
8.00 8.20 8.40 8.60
66.0 m/z 134.00 31.91%
I L s IR A R LA B LA AR R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 1000 T30 a0 om0 ak
5000 ' m/z 66.00 20.24%
31.0 51.0
79.0
e R RS AR AR RS RAARS RSN BALRN SERSS RS RARRE
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R
132.0 8.00 8.20 8.40 8.60
m/z 96.00 14 .00%
5000 67.0
41.0 97.0
‘ 79.0 117.0
0”'%'”jPM”””“W“LlPme”'W'M'quo”'ﬁ'”'”t” T U SR L L A
m/z--> 30 50 60 70 80 90 100 110 120 130 140 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 : BG031805.D

Acq On = 27 Dec 2017 20:29

Operator : SJ/JU

ﬁ?ggle i 17058-06 122117-SIDI-F-D-S
ALS Vial : 13 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]
2,2,4-Trimethyl-3__. 3.52 5.9 ng 65335 1 8.80 221498 20.0
unknown8.31 8.31 50.4 ng 557907 1 8.80 221498 20.0
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