LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG020518\
Data File : BG032558.D

Aca On : 6 Feb 2018 6:17

Operator : SJ/JU

Sample = J1453-09

Misc :

ALS Vial : 22 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:\HPCHEM1\BNA G\METHODS\8270-BG012918.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 3.455 23 28 39 rvB 28459 50892 2.07% 0.514%
2 6.146 480 486 497 rBV 311486 569499 23.21% 5.752%
3 7.826 764 772 791 rBV 291025 632334 25.77% 6.386%
4 8.226 830 840 855 rBV 307825 629901 25.67% 6.362%
5 8.708 915 922 937 rBV2 64280 132112 5.38% 1.334%

9.043 971 979 992 rBV 314500 599483 24.43% 6.054%
9.906 1118 1126 1140 rBV2 196725 410534 16.73% 4.146%
11.587 1404 1412 1423 rBV2 89598 190888 7.78% 1.928%
1810 1817 1832 rBV 816834 1378385 56.16% 13.921%
14.765 1947 1953 1961 rBV 58274 90950 3.71% 0.919%
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11 15.341 2044 2051 2064 rVB2 137896 242847 9.90% 2.453%
12 16.816 2296 2302 2320 rBV 473182 839400 34.20% 8.477%
13 18.073 2510 2516 2524 rBV2 193372 338582 13.80% 3.419%
14 20.611 2941 2948 2959 rBV 1699385 2454205 100.00% 24.786%
15 21.939 3169 3174 3180 rBV6 22037 39349 1.60% 0.397%

16 22.403 3245 3253 3264 rVB2 328250 624376 25.44% 6.306%
17 26.070 3864 3877 3889 rBv3 200339 677996 27.63% 6.847%

Sum of corrected areas: 9901733
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LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEMI1I\BNA G\DATA\BG020518\
Data File : BG032558.D
Aca On : 6 Feb 2018 6:17
Operator : SJ/JU
Sample : J1453-09
Misc :
ALS Vial :© 22 Sample Multiplier: 1
Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG012918.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG032558.D
1500000
1000000
500000
6.15 7.83 8.23 9.04
9.01
3.46 8.71 11.59
Time-> 350 400 450 500 550 600 650 7.00 7.50 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 |
Abundance TIC: BG032558.D
20/61
1500000
1000000
13.97
500000 16.82
22.40
18.07
14.77 21.94
O T e e e L o o W B L B A B T e e ———————— S S S S
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: BG032558.D
1500000
1000000
500000
26.07
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG020518\
Data File : BG032558.D

Aca On : 6 Feb 2018 6:17

Operator : SJ/JU

Sample = J1453-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG012918_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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.46 7.70 ng 50892 1,4-Dichlorobenzene-d4 8.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 50
2 3-Hexanol. 2.4-dimethvl- 130 C8H180 013432-25-2 36
3 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 33
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 12
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 29 (3.461 min): BG032558.D (-23) (-) m/z 73.10 100.00%
741
5000
43.0
3.40 3.50 3.60 3.70 3.80 3.90
o A 1 I PP T P — m/z 43.05 36.95%
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 3.40 3.50 3.60 3.70 3.80 3.90
550 87.0 m/z 87.00 28.97%
29.0
0 NI ‘
LR IR I I UL IULIAS IR IR IR INLR S SRS BARES BRRES SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
45.0 73.0
3.40 3.50 3.60 3.70 3.80 3.90
5000 9.0 87.0 m/z 55.10 23.50%
' 57.0
15.0 105.0115.0 128.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4398: Silane, ethyltrimethyl-
73.0 3.40 3.50 3.60 3.70 3.80 3.90
m/z 45.00 11.48%
5000 59.0
87.0
43.0
o 29.0 [ L ‘ ~102.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 3.40 3.50 3.60 3.70 3.80 3.90
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG020518\
Data File : BG032558.D

Aca On : 6 Feb 2018 6:17

Operator : SJ/JU

Sample = J1453-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG012918_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 2 unknown8.23 Concentration Rank 1

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

8.23 95.36 ng 629901 1,4-Dichlorobenzene-d4 8.71
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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 17
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 841 (8.232 min): BG032558.D (-830) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0
40.0 541 |h 78.0 | 106.0 7.80 8.00 8.20 8.40 8.60
of S SSSORYAV RMMOO | NP5 ch SN N 1S | R m/z 134.00 33.02%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14560: Xenon
132.0
5000
7.80 8.00 8.20 8.40 8.60
66.0 m/z 68.10 31.75%
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
69.0 104.0 7.80 8.00 820 840 8.60
5000 ' m/z 66.00 23.31%
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 #14144: 5-Fluoro-2-chloropyrimidine
132.0 7.80 8.00 8.20 8.40 8.60
m/z 96.00 15.54%
5000
33.0 44.0 0.0 105.0
0'"W'L"I”"“'”éﬁ?”'l"”?9'”I"ﬂ'ﬁ'h'ﬁ%ﬁpl”"l‘”' T I R A R L
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.80 8.00 8.20 8.40 8.60
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_G\DATA\BG020518\
Data File : BG032558.D

Acq On : 6 Feb 2018 6:17

Operator : SJ/JU

Sample - J1453-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG012918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 7.7 ng 50892 1 8.71 132112 20.0
unknown8.23 8.23 95.4 ng 629901 1 8.71 132112 20.0
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