LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG062817\
Data File : BG027734.D

Acq On 29 Jun 2017 9:57

Operator : SJ/JU

Sample - 13931-03

Misc :

ALS Vial : 29 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

5.604 286 292 302 rVB 166273 274895 6.61% 1.688%
6.056 361 369 381 rBV 667274 1103559 26.54% 6.777%
rBv 592089 1070922 25.76% 6.577%
8.007 693 701 709 rBV 680897 1227851 29.53% 7.541%
8.477 773 781 789 rVB 106711 191158 4._.60% 1.174%
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8.800 828 836 849 rBvV 488048 875428 21.06% 5.376%
9.640 971 979 989 rBV 411258 777555 18.70% 4._775%
11.291 1253 1260 1267 rBVY 160791 307028 7.38% 1.886%
13.683 1660 1667 1675 rBV 1149670 1880979 45.24% 11.552%
15.063 1894 1902 1909 rBV2 255885 427130 10.27% 2.623%

=
QO ~NO®

11 16.544 2147 2154 2165 rBV 1145251 1836147 44.16% 11.276%
12 17.807 2362 2369 2381 rBV2 400105 651111 15.66% 3.999%
13 20.392 2802 2809 2815 rBV 2925895 4157595 100.00% 25.533%
14 22.173 3103 3112 3122 rBV 409375 777217 18.69% 4.773%
15 25.780 3714 3726 3739 rBv2 221733 724726 17.43% 4.451%

Sum of corrected areas: 16283301
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG062817\
Data File : BG027734.D

Acq On 29 Jun 2017 9:57

Operator : SJ/JU

Sample - 13931-03

Misc :

ALS Vial : 29 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: BG027734.D
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Abundance TIC: BG027734.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG062817\
Data File : BG027734.D

Acq On 29 Jun 2017 9:57

Operator : SJ/JU

Sample - 13931-03

Misc :

ALS Vial : 29 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 28.76 ng 274895 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 50
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Octanol 130 C8H180 000589-98-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 291 (5.598 min): BG027734.D (-286) (-) m/z 43.10 100.00%
a3
59
5000
N o 550 50 560 sE0 Gbo
N 2 = R T m/z 59.10 60.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 U UL U
5.20 5.40 5.60 5.80 6.00
m/z 101.10 15.93%
25 3 37 83 g3 101
I S " D" A N A PPt
Abundance
59
520 540 560 580 6.00
5000 41 m/z 58.10 15.78%
31
69 a7
15 53 98
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- P T TPt Pt
59 5.20 5.40 5.60 5.80 6.00
m/z 41.10 8.31%
5000
101
15 ! \3\1 ! ‘ 53\\\ 69 83
m/z--> 10 20 30 40 5'0 6|O 7'0 8|0 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 : BG027734.D

Acq On 29 Jun 2017 9:57

Operator : SJ/JU

Sample - 13931-03

Misc :

ALS Vial : 29 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.

8.01 128.47 ng 1227850 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 35
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 10
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 702 (8.013 min): BG027734.D (-693) (-) m/z 132.00 100.00%
132
5000 68
6 R R
40 54 ‘ 75 104 7.60 7.80 8.00 8.20 8.40
48 62
....,...:ll!...,:.l..,....',....??.5.‘?,..!.,.'.'..,.1.1.5.,....,-'...,... m/z 68.10 41.26%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR LA UL RN
7.60 7.80 8.00 8.20 8.40
0,
31384451 78 m/z 134.00 31.69%
'”'ﬂ'MIJ'WH”'P'JI”'W'”'P'”I”'W'”'P'“I“'W'”
m/z--> 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 28.67%
3B 44 g7 105
51 60 70 78 g4 115
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14395: 1,3,5-Trifluorobenzene A
132 7.60 7.80 8.00 8.20 8.40
m/z 69.10 16.73%
5000
63 81
337 4450 57 | 75 | 8894200 112 ‘
mz> 90 4 9 80 70 80 00 160 1o 130 10 10 | | 750 750 80 820 840
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG062817\
Data File : BG027734.D

Acq On 29 Jun 2017 9:57

Operator : SJ/JU

Sample - 13931-03

Misc :

ALS Vial : 29 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 28.8 ng 274895 1 8.48 191158 20.0
unknown8.01 8.01 128.5 ng 1227850 1 8.48 191158 20.0
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