LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG062817\
Data File : BG027719.D

Acq On : 28 Jun 2017 21:28

Operator : SJ/JU

Sample : PB100124BL

Misc :

ALS Vial : 16 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

5.604 285 292 303 rBV 119910 192567 4._.70% 1.198%
6.056 362 369 385 rvB 687381 1167977 28.49% 7.263%
rBv 675583 1249220 30.47% 7.769%
8.007 693 701 712 rBV 652985 1194785 29.14% 7.430%
8.477 773 781 788 rBV 100868 183264 4_47% 1.140%
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8.800 829 836 846 rBV 453067 840477 20.50% 5.227%
9.640 970 979 988 rBV 381436 724224 17 .66% 4._.504%
11.291 1253 1260 1270 rVB 154308 291992 7.12% 1.816%
13.688 1660 1668 1676 rBY 1142856 1814204 44.25% 11.282%
15.063 1893 1902 1911 rVB2 253361 417305 10.18% 2.595%

=
QO ~NO®

11 16.550 2147 2155 2170 rBV 1054211 1707903 41.66% 10.621%
12 17.813 2362 2370 2379 rBV2 412647 655028 15.98% 4.073%
13 20.392 2802 2809 2818 rBV 2859791 4099972 100.00% 25.496%
14 22.172 3104 3112 3121 rVB 425270 782163 19.08% 4._.864%
15 25.780 3710 3726 3740 rBV2 237926 759469 18.52% 4.723%

Sum of corrected areas: 16080550
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG062817\
Data File : BG027719.D

Acq On : 28 Jun 2017 21:28

Operator : SJ/JU

Sample : PB100124BL

Misc :

ALS Vial : 16 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: BG027719.D

2500000
2000000
1500000

1000000
6.06 7.61 8.01

500000 8.80 9.64
5.60 8.48 A 11.29

L s —

Time--> 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG027719.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: BG027719.D
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Time--> 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG062817\
Data File : BG027719.D

Acq On : 28 Jun 2017 21:28

Operator : SJ/JU

Sample : PB100124BL

Misc :

ALS Vial : 16 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.60 21.02 ng 192567 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 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10

Abundance Scan 291 (5.598 min): BG027719.D (-285) (-) m/z 43.10 100.00%
43
59
5000
1 520 540 560 580 6.00
..,....,....,...37.-,':...?1..~:I;....,....,??..,....,'....,. m/z 59.10 61.72%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR UL L
520 5.40 5.60 5.80 6.00
59 m/z 58.10 19.12%
21 37 | 53 \‘ 67 77 83 o1 1?1
mz> 10 20 30 4 S0 60 70 80 90 160 110
Abundance
59
520 540 5.60 5.80 6.00
5000 m/z 101.10 17.76%
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 e
59 520 5.40 5.60 5.80 6.00
m/z 41.10 8.60%
5000 41
31
| T
"|'%§'|" jll""Ml""léﬁlkl""l' "'I""I"'g?l""l'
m/z--> 10 20 40 50 60 70 80 90 100 110 520 540 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 : BG027719.D

Acq On : 28 Jun 2017 21:28

Operator : SJ/JU

Sample : PB100124BL

Misc :

ALS Vial : 16 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.

8.01 130-39 ng 1194790 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 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 702 (8.013 min): BG027719.D (-693) (-) m/z 132.00 100.00%
5000 68
40 % J 7.60 7.80 8.00 820 8.40
54 : : : : :
qrer | asus ) m/z 68.10 43.39%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A
760 7.80 8.00 8.20 8.40
21 51 78 m/z 134.00 32.99%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
7.60 7.80 8.00 820 8.40
5000 67 m/z 66.10 27.47%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A e
57 132 7.60 7.80 8.00 8.20 8.40
24 m/z 69.10 16.30%
5000 og 0
I I qu\,\‘,,h_ 158 189 WD & U
m/z--> 40 60 80 100 120 140 160 180 760 7.80 8.00 8.20 8.40

8270-BG062817.M Thu Jun 29 15:30:44 2017 Page: 4



Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG062817\
Data File : BG027719.D

Acq On : 28 Jun 2017 21:28

Operator : SJ/JU

Sample : PB100124BL

Misc :

ALS Vial : 16 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 21.0 ng 192567 1 8.48 183264 20.0
unknown8.01 8.01 130.4 ng 1194790 1 8.48 183264 20.0
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