LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070317\

Data File : BG027842.D

Acq On = 3 Jul 2017 21:32 Instrument :
Operator : SJ/JU BNA_G

Sample - 13997-04 ClientSampleld :
Misc - MW13-13-14-GRAB
ALS Vial : 14 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
1 3.664 8 13 21 rBV 36306 67286 4_46% 0.783%
2 3.723 21 23 33 rvB 10194 15087 1.00% 0.176%
3 5.579 334 339 352 rvB 45202 74905 4_97% 0.872%
4 6.032 409 416 427 rBVY 304858 527340 34.98% 6.140%
5 7.595 673 682 700 rvB 310566 578062 38.34% 6.731%
6 7.982 740 748 762 rBV 304581 556896 36.94% 6.484%
7 8.453 821 828 838 rvB 93294 163314 10.83% 1.902%
8 8.776 876 883 891 rBY 207991 384048 25.47%  4.472%
9 9.616 1018 1026 1038 rBvV 171478 333091 22.09% 3.878%
10 11.267 1300 1307 1314 rBV 133684 264932 17.57% 3.085%
11 12.888 1578 1583 1591 rVB2 11469 19871 1.32% 0.231%

12 13.664 1708 1715 1723 rBV 536931 833176 55.27% 9.701%
13 14.475 1846 1853 1866 rBV 119322 188380 12.50% 2.193%
14 15.045 1942 1950 1958 rVvB2 233341 398367 26.42% 4._.639%
15 15.838 2080 2085 2091 rVB2 12161 16039 1.06% 0.187%

16 16.525 2195 2202 2213 rBV 509665 795018 52.74% 9.257%
17 16.702 2228 2232 2240 rBV2 12617 21313 1.41% 0.248%
18 17.789 2410 2417 2428 rBV2 352829 560225 37.16% 6.523%
19 20.368 2849 2856 2862 rBV 1123575 1507551 100.00% 17.554%
20 22.142 3150 3158 3170 rVB 349895 637133 42.26% 7.419%

21 23.717 3422 3426 3434 rVB6 13983 27501 1.82% 0.320%
22 25.726 3755 3768 3783 rVB2 193066 618664 41.04% 7.204%

Sum of corrected areas: 8588199
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO70317\

Data File : BG027842.D

Acq On > 3 Jul 2017 21:32

Operator : SJ/JU

ﬁ?ggle i 13997-04 MW13-13-14-GRAB
ALS Vvial : 14 Sample Multiplier: 1

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

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG027842.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO70317\

Data File : BG027842.D

Acg On 3 Jul 2017 21:32

Operator : SJ/JU

a?ggle i 13997-04 MW13-13-14-GRAB
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .M
Quant Title : 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.58 9.17 ng 74905 1,4-Dichlorobenzene-d4 8.45
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 40
3 3-Octanol 130 C8H180 000589-98-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25

Abundance Scan 339 (5.579 min): BG027842.D (-334) (-) m/z 43.10 100.00%
43
59
5000
101 AR RS SRR
53, | 83 | 520 5.40 5.60 5.80 6.00
. A MU, m/z 59.10 61.88%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR AR LR AR
520 5.40 5.60 5.80 6.00
59 101 m/z 101.10 17.58%
21 36 53| 67 7783 91 |
mz> % 30 40 50 60 70 80 80 100 110 130 130
Abundance
59
520 540 560 580 6.00
5000 m/z 58.10 15.91%
41
29 101
53 73 86
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13639: 3-Octanol
59 520 5.40 5.60 5.80 6.00
m/z 41.10 9.19%
5000 29 41 83
101
‘ ‘ M‘ 53, 69 77 | a1 ‘ 112 129
m/z--> 20 30 ' 50 60 7'0 80 90 100 110 120 130 520 5.40 5.60 5.80 6.00

8270-BG062817.M Wed Jul 05 01:25:01 2017 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO70317\

Data File : BG027842.D

Acg On 3 Jul 2017 21:32

Operator : SJ/JU

a?ggle i 13997-04 MW13-13-14-GRAB
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .M
Quant Title : 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 3 unknown7.98 Concentration Rank 1

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

7.98 68.20 ng 556896 1,4-Dichlorobenzene-d4 8.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
2 N-(-phenylisopropyl)benzaldimine 223 C16H17N 1000379-01-3 10
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 748 (7.982 min): BG027842.D (-740) (-) m/z 132.10 100.00%
132
5000 68
96 A R U S
40 54 78 | 107 7.60 7.80 8.00 8.20 8.40
B ] A | N ——— m/z 68.10 40.52%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 A R IR S
7.60 7.80 8.00 8.20 8.40
33 44 o 105 m/z 134.00 32.31%
m/z--> 45 60 80 160 120 140 160 180 200 220
Abundance
132
7.60 7.80 8.00 8.20 8.40
5000 m/z 66.10 29.33%
105
39 51 65 77 117 146 165 180 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #52379: Tranylcypromine-propiony! B R e R
57 132 7.60 7.80 8.00 8.20 8.40
24 m/z 69.10 16.92%
5000 g 0
. .,....qu‘..ﬁh.st. HW..LW..“‘. S R }??IIII — NN A W
m/z--> 40 100 120 140 160 180 200 220 7.60 7.80 8.00 8.20 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO70317\

Data File : BG027842.D

Acg On : 3 Jul 2017 21:32

Operator : SJ/JU

a?ggle i 13997-04 MW13-13-14-GRAB
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .M
Quant Title : 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... 5.58 9.2 ng 74905 1 8.45 163314 20.0
unknown7 .98 7.98 68.2 ng 556896 1 8.45 163314 20.0
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