LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG062817\
Data File : BG027728.D

Acq On 29 Jun 2017 6:01

Operator : SJ/JU

Sample : PB100128BL

Misc :

ALS Vial : 23 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BG062817 .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 height area % max. total

5.603 286 292 304 rVB 116067 189795 5.46% 1.305%
6.056 360 369 383 rBV 637978 1088416 31.32% 7.482%
rBv 639862 1155454 33.25% 7.943%
8.006 691 701 711 rBV 599087 1106772 31.85% 7.608%
8.477 773 781 791 rVB 106447 187116 5.38% 1.286%
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8.800 829 836 846 rBV 417098 779434 22.43% 5.358%
9.640 971 979 989 rBV 352010 665378 19.15% 4._.574%
11.291 1251 1260 1269 rBV 158488 296030 8.52% 2.035%
13.688 1660 1668 1680 rBY 1010971 1648119 47.43% 11.329%
15.063 1893 1902 1909 rBV2 251009 417384 12.01% 2.869%

=
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11 16.544 2147 2154 2171 rBV 882192 1443305 41.53% 9.921%
12 17.813 2363 2370 2380 rBv2 380292 617997 17.78% 4.248%
13 20.386 2802 2808 2821 rBV 2575589 3474968 100.00% 23.887%
14 22.172 3104 3112 3122 rVB 396195 748463 21.54% 5.145%
15 25.780 3711 3726 3739 rBv2 230512 728959 20.98% 5.011%

Sum of corrected areas: 14547590
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG062817\
Data File : BG027728.D

Acq On 29 Jun 2017 6:01

Operator : SJ/JU

Sample : PB100128BL

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG027728.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG062817\
Data File : BG027728.D

Acq On 29 Jun 2017 6:01

Operator : SJ/JU

Sample : PB100128BL

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.60 20.29 ng 189795 1,4-Dichlorobenzene-d4 8.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 3-Octanol 130 C8H180 000589-98-0 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 291 (5.598 min): BG027728.D (-286) (-) m/z 43.10 100.00%
a3
59
5000
6 | o “l’l 520 540 560 580 6.00
N R A= m/z 59.10 59.36%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 [rTrrrprrrrfrrr T T
5.20 5.40 5.60 5.80 6.00
59 m/z 58.10 17.12%
21 37 | 53 \‘ 67 778 o O
mz-> 10 20 30 4 50 60 7 8 0 1060 110
Abundance
59
5.20 5.40 5.60 5.80 6.00
5000 m/z 101.10 14 .94%
41
29 101
53 73 86
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- e
59 5.20 5.40 5.60 5.80 6.00
m/z 41.10 8.21%
5000 41
31
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m/z--> 10 20 40 50 60 70 80 90 100 110 520 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG062817\
Data File : BG027728.D

Acq On 29 Jun 2017 6:01

Operator : SJ/JU

Sample : PB100128BL

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .M
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 unknown8.01 Concentration Rank 1

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

8.01 118.30 ng 1106770 1,4-Dichlorobenzene-d4 8.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Bicyclo[4.2.0]octa-1,3,5-triene, ... 132 C10H12 028749-81-7 9
4 Xenon 132 Xe 007440-63-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 702 (8.012 min): BG027728.D (-691) (-) m/z 132.00 100.00%
32
5000 68
T R Jr | 750 750 8bo 550 640
..,....,....,...:,“.'..:,:!.. PO [ASE e . . m/z 68.10 43.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R A L I
760 7.80 8.00 820 8.40
78 m/z 134.00 32.96%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
7.60 7.80 8.00 8.20 8.40
5000 m/z 66.10 28.55%
104
66
14 27 37 4451 55 T 89 g7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- T
132 7.60 7.80 8.00 8.20 8.40
m/z 69.10 16 .55%
117
5000
39 91
51
27 105
..,”..,.”M,..”,u..4th?ﬁ.lt.“..h,§4.‘:.%ﬁ.ﬂ. T ;%q“""' ISR S U R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.60 7.80 8.00 8.20 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG062817\
Data File : BG027728.D

Acq On 29 Jun 2017 6:01

Operator : SJ/JU

Sample : PB100128BL

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .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-Pentanone, 4-hy... 5.60 20.3 ng 189795 1 8.48 187116 20.0
unknown8.01 8.01 118.3 ng 1106770 1 8.48 187116 20.0
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