LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM032217\
Data File : BM009324.D

Aca On : 22 Mar 2017 18:47

Operator : SJ/MA

Sample : PB97680BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\HPCHEM1I\BNA M\METHODS\8270-BM032217 .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 heiaht area % max. total
1 4.981 317 322 336 rVB 662416 913867 10.78% 1.696%
2 5.434 392 399 409 rBVY 4010507 5559883 65.60% 10.318%
3 7.022 660 669 679 rBY 3672350 5662821 66.82% 10.509%
4 7.392 724 732 740 rBVY 3673792 5667289 66.87% 10.517%
5 7.857 805 811 820 rVB 609053 979593 11.56% 1.818%

8.181 858 866 875 rBV 2767842 4390218 51.80% 8.147%
9.028 1003 1010 1020 rBV 2196657 3617383 42.68% 6.713%
10.657 1280 1287 1295 rBV 712946 1187839 14.02% 2.204%
13.121 1699 1706 1713 rBV 4535820 6641099 78.36% 12.324%
14.504 1934 1941 1950 rBV2 914802 1355590 15.99% 2.516%

=
QO ~NO®

11 15.992 2188 2194 2205 rBV 3303811 4564108 53.85% 8.470%
12 17.251 2401 2408 2414 rBV 1078699 1512917 17.85% 2.808%
13 19.868 2847 2853 2859 rBV 7050411 8475351 100.00% 15.728%
14 21.427 3113 3118 3123 rVB 1423498 1766587 20.84% 3.278%
15 23.750 3507 3513 3522 rVB 818812 1592713 18.79% 2.956%

Sum of corrected areas: 53887258
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM032217\
Data File : BM009324.D

Aca On : 22 Mar 2017 18:47

Operator : SJ/MA

Sample : PB97680BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM009324.D
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Abundance TIC: BM009324.D
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Abundance TIC: BM009324.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM032217\
Data File : BM009324.D

Aca On : 22 Mar 2017 18:47

Operator : SJ/MA

Sample : PB97680BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

4.98 18.66 ng 913867 1,4-Dichlorobenzene-d4 7.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Octanol. 2-methvl- 144 C9H200 000628-44-4 17
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 322 (4.981 min): BM009324.D (-317) (-) m/z 43.05 100.00%
43.0
59.1
5000
to1.1 a0 4k 500 550 540
Ot il 830 | w87 2070 | Teg 10 55,730
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRS RN RN RS
460 4.80 5.00 5.20 5.40
59.0 m/z 101.10 16.74%
270 g3 1010
L I I SIS I I B LA WA WA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
460 480 500 520 5.40
5000 m/z 58.05 15.32%
43.0
o 27.0 850 111.0 220
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3602: l—Propen—Z—oI, acetate L2 ERLEL I L LB LI B BRI N
43.0 460 4.80 5.00 5.20 5.40
m/z 41.05 9.27%
5000
15.0 ‘ 720 100.0
0...‘. N —
m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM032217\
Data File : BM009324.D

Aca On : 22 Mar 2017 18:47

Operator : SJ/MA

Sample : PB97680BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.39 Concentration Rank 1

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

7.39 115.71 ng 5667290 1,4-Dichlorobenzene-d4 7.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
2 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 14
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
4 1.3-Cyclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 732 (7.392 min): BM009324.D (-724) (-) m/z 132.00 100.00%
13%.0
68.1
5000
40.0 96.0 I L UL L
7.00 7.20 7.40 7.60 7.80
0 190.8 209 "m/z 68.10 59.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U UGN IR I I

7.00 7.20 7.40 7.60 7.80
m/z 66.10  43.54%

310 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132.0
T
7.00 7.20 7.40 7.60 7.80
5000 m/z 134.00 33.14%
104.0
63.0
39.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14013: 1H-Benzimidazole, 2-methyl- A R
132.0 7.00 7.20 7.40 7.60 7.80
m/z 69.10 25.76%
5000

63.0 104.0
15.0 3? .0 oL [T |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.00 720 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM032217\
Data File : BM009324.D

Acq On : 22 Mar 2017 18:47

Operator : SJ/MA

Sample : PB97680BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM032217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.98 18.7 ng 913867 1 7.86 979593 20.0
unknown? .39 7.39 115.7 ng 5667290 1 7.86 979593 20.0
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