LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111217\

Data File : BF100488.D

Aca On - 12 Nov 2017 14:34 Instrument :
Operator : SJ/JU BNA_F

Sample  : 16403-01 Gl
Misc i 110817-JETT-F-D-B
ALS Vial : 57 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 17 21 29 rvB 86430 134865 3.05% 0.521%
2 5.122 512 516 524 rBV 247206 259196 5.85% 1.002%
3 5.516 578 583 586 rBY 1642437 1454633 32.85% 5.621%
4 6.516 749 753 757 rBVY 1168260 978083 22.09% 3.780%
5 6.669 774 779 782 rBVY 2742131 2485040 56.13% 9.603%

6.898 815 818 822 rvB 1010930 864280 19.52% 3.340%
7.063 841 846 849 rvB 3161328 3276444 74.00% 12.661%
7.469 908 915 918 rBV 2547508 2794219 63.11% 10.798%
1288771 1067061 24.10% 4.123%
9.263 1214 1220 1223 rBV 4256227 4427581 100.00% 17.110%
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11 9.645 1282 1285 1293 rBV 189450 150972 3.41% 0.583%
12 9.939 1329 1335 1343 rVB 1112240 1046039 23.63% 4.042%
13 10.645 1452 1455 1461 rVB 50892 45336 1.02% 0.175%
14 10.722 1464 1468 1472 rBV 1490781 1473818 33.29% 5.695%
15 11.422 1583 1587 1591 rBV 978982 831240 18.77% 3.212%

16 12.822 1822 1825 1828 rBV 91086 64948 1.47% 0.251%
17 13.010 1852 1857 1860 rBV 3206842 3215337 72.62% 12.425%

18 14.063 2032 2036 2042 rVB 832009 762454 17 .22% 2.946%
19 15.545 2283 2288 2297 rBV 410329 546152 12.34% 2.111%

Sum of corrected areas: 25877698
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111217\

BF100488.D

12 Nov 2017 14:34

SJ/Ju

16403-01

57 Sample Multiplier: 1

Z:\HPCHEM1\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\HPCHEMI\BNA F\DATA\BF111217\
Data File : BF100488.D

Aca On : 12 Nov 2017 14:34

Operator : SJ/JU

Sample : 16403-01

Misc :

ALS Vial : 57 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 4

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

2.21 3.12 ng 134865 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 72
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 43
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 1-Propene-1-thiol 74 C3H6S 000925-89-3 9

Abundance Scan 21 (2.210 min): BF100488.D (-17) (-) m/z 73.05 100.00%
74.0
5000 43.0
55.1 871
2.20 2.30 2.40 2.50 2.60
S N 1 N PPN NI AN m/z 43.05 43.81%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000 L S AN R AN U
430 550 220 2.30 2.40 2.50 2.60
87.0 m/z 55.10 28 .50%
27.0
"'I'”'I""I”'Hb"'MM'M'I“'”IQ49'H'2”I""I”'%q¥9"
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
73.0
2.20 2.30 2.40 2.50 2.60
5000 m/z 87.10 25.04%
43.0
20 150 290 53.0 63.0 88.0
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #4436: Pentane, 3-methoxy-
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.05 12.10%
5000
45.0
29.0
‘\ %5.0 ‘ 101.0 e T T
m/z--> 0 10 20 3'0 4'0 50 60 7'0 80 90 100 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\HPCHEMI\BNA F\DATA\BF111217\
Data File : BF100488.D

Aca On : 12 Nov 2017 14:34

Operator : SJ/JU

Sample : 16403-01

Misc :

ALS Vial : 57 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.12 6.00 ng 259196 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 50
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10

Abundance Scan 516 (5.122 min): BF100488.D (-512) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 AR SRS R LR
| 83.0 | 206.9 4.80 500 5.20 5.40
S S o L m/z 59.00 52 .94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R L I I
59.0 480 500 520 540
0
150 1010 m/z 101.10 17.78%
\M‘ i Tl 83'0 \‘
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
480 500 520 540
5000 500 m/z 58.00 15.23%
101.0
15.0 83.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8344: 3-Hexanol, 4-methyl- s e E Rma
59.0 480 500 5.20 5.40
m/z 41.10 8.28%
5000 41.0
L
E%?ﬂt'w”“MWJ”'PL'W"”I'”'I”"I”"P"W"" AR RN AN AR
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111217\
Data File : BF100488.D

Aca On : 12 Nov 2017 14:34

Operator : SJ/JU

Sample : 16403-01

Misc :

ALS Vial : 57 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.67 Concentration Rank 2

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

6.67 57.51 ng 2485040 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 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
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): BF100488.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 IREBE ARSI S
401 540 | 6.40 6.60 6.80 7.00
..,....,....,...:,“.'...,:!..,::.-.|,..'..,5?‘.‘.?,..!.,.196.?....,....,"...,.. m/z 68.10 39.79%
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 U I L UL A
6.40 6.60 6.80 7.00
310 510 ‘ m/z 134.00 32.74%
| P H | !
mz-> 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 24.85%
41.0 97.0
53.0
79.0 117.0
wwmw@wmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole T lll\l | BLELLEL
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.64%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
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\BF111217\
Data File : BF100488.D

Acq On : 12 Nov 2017 14:34

Operator : SJ/JU

Sample - 16403-01

Misc :

ALS Vial : 57 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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... 2.21 3.1 ng 134865 1 6.90 864280 20.0
2-Pentanone, 4-hy... 5.12 6.0 ng 259196 1 6.90 864280 20.0
unknown6 .67 6.67 57.5 ng 2485040 1 6.90 864280 20.0
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