LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100412.D

Aca On : 11 Nov 2017 1:13

Operator : SJ/JU

Sample : 16332-06

Misc :

ALS Vial : 30 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 F\METHODS\8270-BF110817.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 2.210 18 21 34 rvVB 84113 136741 2.74% 0.412%
2 5.128 514 517 526 rVB 314108 350730 7.02% 1.057%
3 5.522 579 584 587 rBY 2577250 2493558 49.90% 7.517%
4 6.522 749 754 756 rBVY 1870757 1526887 30.56% 4.603%
5 6.545 756 758 763 rVB 86939 82431 1.65% 0.248%
6 6.675 774 780 783 rBVY 4000642 4029788 80.65% 12.147%
7 6.728 786 789 795 rVB 97179 81149 1.62% 0.245%
8 6.904 815 819 822 rBVY 1190608 1031175 20.64% 3.108%
9 7.063 841 846 849 rVB 3853075 3707864 74.21% 11.177%
10 7.469 905 915 918 rBVY 3039833 3239104 64.83% 9.764%

11 8.181 1032 1036 1040 rBV 1472095 1321702 26.45% 3.984%
12 9.263 1214 1220 1223 rBV 4967286 4996677 100.00% 15.062%
13 9.939 1331 1335 1343 rVB 1453200 1248930 25.00% 3.765%
14 10.727 1464 1469 1472 rBV 2532061 2385396 47.74% 7.190%
15 11.422 1584 1587 1591 rBV 1105809 1029923 20.61% 3.105%

16 12.886 1830 1836 1842 rVB2 39217 55880 1.12% 0.168%
17 13.010 1852 1857 1861 rBV 3496053 3748015 75.01% 11.298%

18 14.063 2032 2036 2044 rVB 1041174 952974 19.07% 2.873%
19 15.545 2283 2288 2300 rVB 555571 755468 15.12% 2.277%

Sum of corrected areas: 33174392
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

2 \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111017\
: BF100412.D

: 11 Nov 2017 1:13

: SJ/JU

: 16332-06

: 30 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF110817 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100412.D

Aca On : 11 Nov 2017 1:13

Operator : SJ/JU

Sample : 16332-06

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 4

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

2.21 2.65 ng 136741 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 74
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 43
3 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 40
4 Boronic acid. ethvl-. dimethvl e... 102 C4H11B02 007318-82-3 12
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 21 (2.210 min): BF100412.D (-18) (-) m/z 73.10 100.00%
5000 43.0 {F
' 55.1
87.0
369].|| | 2.20 2.30 2.40 2.50 2.60
O rrrrrrrprrrrprrrrprrrrpreT T T et m/z 43.00 37.99%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl- \NL/‘
73.0
5000 A USRI U IS AR
43.0 2.20 2.30 2.40 2.50 2.60
- 950 87.0 m/z 55.10 29.02%
0 29\0350 L, ‘ 670\ . 80.0
miz--> 5T 15 %0 % % 3 40 4'5 50 55 60 65 70 75 80 85 90 95
Abundance
73.0
2.20 2.30 2.40 2.50 2.60
5000 m/z 87.05 20.63%
43.0
0 2.0 15.0 29035 9 53.0 60.066.0 81.0 88.0
ARy LA ) LAY ML) L) KA AL LARLY KAL) RS LAAE) ML) RARLA AL LARSY AL AR RS LA
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #7506: 2-Methyl-5-hexen-3-ol
73.0 2.20 2.30 2.40 2.50 2.60
550 m/z 45.00 15.68%
43.0
5000
27.0
0 15\'0 \M Al ‘ n \ 81.0
m/z--> 0 5 10 15 20 25 30 35 4'0 4'5 50 5'5 60 6|5 70 75 80 85 90 95 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100412.D

Aca On : 11 Nov 2017 1:13

Operator : SJ/JU

Sample : 16332-06

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.13 6.80 ng 350730 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 32
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 517 (5.128 min): BF100412.D (-514) (-) m/z 43.00 100.00%
43.0
59.0
5000
1o 480 500 520 540
S IYY Y - O~ OO = SN B 7~ - 1
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LS UL UL L
59.0 480 500 520 540
m/z 101.10 17.70%
31.0 g3 1010
O RRRAARAA RN Raa0s Rasts RERSA RARRRASSR RSN LARM NARRS A AR LA RS
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 m/z 58.00 15.29%
41.0
29.0 101.0
ol 73.0 86.0
mmmwwmwwmw
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester L e
59.0 4.80 5.00 5.20 5.40
m/z 41.05 9.21%
5000 41.0
0 A A =X 1260 1420
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100412.D

Aca On : 11 Nov 2017 1:13

Operator : SJ/JU

Sample : 16332-06

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 3 unknown6.67 Concentration Rank 1

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

6.67 78.16 ng 4029790 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 779 (6.669 min): BF100412.D (-774) (-) m/z 132.00 100.00%
132.0
5000 8.1
IEEBEAREE SR UL S
401 40 | 9.1 6.40 6.60 6.80 7.00
0 ..,....,....,...:,“.'..:,....,.:..,....,??.9 bt et || Mz 68.10 42 .89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IREBEAREE SR UL S
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.66%
0 L1 H 1N 1
LA AR AR SRS UL AR RS NS RN RS LU S SN BARAE SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 27.48%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole e e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.99%
5000
104.0
ol 140 270 390 510 00770 g0 || 150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF111017\
Data File : BF100412.D

Acq On : 11 Nov 2017 1:13

Operator : SJ/JU

Sample - 16332-06

Misc :

ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817 .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... 2.21 2.6 ng 136741 1 6.90 1031180 20.0
2-Pentanone, 4-hy... 5.13 6.8 ng 350730 1 6.90 1031180 20.0
unknown6 .67 6.67 78.2 ng 4029790 1 6.90 1031180 20.0
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