LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062117\
Data File : BG027569.D

Acq On : 21 Jun 2017 20:47

Operator : SJ/JU

Sample - PB99877BL

Misc :

ALS Vial : 12 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-BG062117 .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

5.640 292 298 307 rVvB 61858 103594 3.53% 0.854%
6.087 366 374 385 rBV 563661 974117 33.23% 8.032%
rBv 560416 998851 34.08% 8.236%
8.038 698 706 719 rVB 534765 973127 33.20% 8.024%
8.508 778 786 794 rVB 87932 158484 5.41% 1.307%
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8.831 833 841 850 rBV 375158 681439 23.25% 5.619%
9.671 975 984 992 rBV 307409 581201 19.83% 4.792%
11.322 1258 1265 1276 rVB 119481 228015 7.78% 1.880%
13.713 1665 1672 1686 rBVY 848321 1318474 44.98% 10.872%
15.088 1900 1906 1914 rBV2 181496 304047 10.37% 2.507%

=
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11 16.575 2152 2159 2171 rBV 804437 1248456 42.59% 10.295%
12 17.838 2366 2374 2382 rBV2 293048 466837 15.93% 3.849%
13 20.417 2806 2813 2819 rBV 2243813 2931323 100.00% 24.171%
14 22.209 3110 3118 3127 rBV 321183 596448 20.35% 4.918%
15 25.846 3724 3737 3750 rVvB2 175325 562976 19.21% 4.642%

Sum of corrected areas: 12127389
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062117\
Data File : BG027569.D

Acq On : 21 Jun 2017 20:47

Operator : SJ/JU

Sample : PB99877BL

Misc :

ALS Vial :© 12 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG062117 .M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG027569.D
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Abundance TIC: BG027569.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062117\
Data File : BG027569.D

Acq On : 21 Jun 2017 20:47

Operator : SJ/JU

Sample : PB99877BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062117 .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-Pentanol, 2,4-dimethyl- Concentration Rank 3

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

5.64 13.07 ng 103594 1,4-Dichlorobenzene-d4 8.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 53
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 298 (5.640 min): BG027569.D (-292) (-) m/z 43.00 100.00%
43
59
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101 IRRRERAREE AR RS S
51 83 5.40 5.60 5.80 6.00
ot it e e e m/z 59.00 59.57%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8387: 2-Pentanol, 2,4-dimethyl-
59
5000 URRAE RS L U SR
5.40 5.60 5.80 6.00
43 101 m/z 101.00 20.46%
31 ‘ 83
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Abundance
43
" '5.40 5060 580 6.00
5000 59 m/z 58.00 14.28%
o 25 3! 37 83 g3 1%
LRI SRR SR SURL LR S SULELL SURLEL S SULLIL UL S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethy! ester
43 5.40 5.60 5.80 6.00
m/z 41.10 8.57%
57
5000
29 101
o 15 Y 51 || 73 83 95
m/z--> 10 20 30 40 50 60 70 8 90 100 110 540 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062117\
Data File : BG027569.D

Acq On : 21 Jun 2017 20:47

Operator : SJ/JU

Sample : PB99877BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062117 .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 unknown8.04 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.04 122.80 ng 973127 1,4-Dichlorobenzene-d4 8.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 17
Abundance Scan 706 (8.038 min): BG027569.D (-698) (-) m/z 132.00 100.00%
68
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7 5 : : : :
ol |.7:~,?.7.I,]19.?1.5,.. | W/Z 68.00 55.38%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 U UL L R I

7.80 8.00 8.20 8.40
m/z 66.00 35.04%

70
31 4 60
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o e A
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69 L
104 7.80 8.00 8.20 8.40
5000 m/z 134.00 32.35%
31 5l 8
ot el e e e
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R RREas T S
57 132 7.80 8.00 8.20 8.40
24 m/z 69.10 20.56%
116
5000 98
m/z--> 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062117\
Data File : BG027569.D

Acq On : 21 Jun 2017 20:47

Operator : SJ/JU

Sample - PB99877BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062117 .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-Pentanol, 2,4-d... 5.64 13.1 ng 103594 1 8.51 158484 20.0
unknown8.04 8.04 122.8 ng 973127 1 8.51 158484 20.0
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