LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM033017\
Data File : BM009467.D

Aca On : 31 Mar 2017 03:16

Operator : SJ/MA

Sample : PB97831BL

Misc :

ALS Vial : 16 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_.975 316 321 332 rVB 340731 499528 5.26% 0.987%
2 5.428 391 398 408 rBVY 3460602 4837381 50.93% 9.561%
3 7.016 660 668 679 rBY 3222093 4980509 52.44% 9.844%
4 7.381 723 730 741 rBVY 2997626 4850028 51.06% 9.586%
5 7.851 804 810 817 rBV 543557 829860 8.74% 1.640%

8.175 858 865 872 rBV 2296085 3665045 38.59% 7.244%
9.022 998 1009 1019 rBV 1896868 3107158 32.71% 6.141%
10.651 1278 1286 1297 rBV 621052 1050949 11.06% 2.077%
13.110 1698 1704 1712 rBV 3985074 5936793 62.50% 11.734%
14.498 1931 1940 1949 rBV2 772358 1258534 13.25% 2.487%

=
QO ~NO®

11 15.986 2187 2193 2207 rBV 3182759 4408815 46.42% 8.714%
12 17.245 2401 2407 2416 rVB 1045190 1523328 16.04% 3.011%
13 19.862 2846 2852 2858 rBV 8279317 9498329 100.00% 18.773%
14 21.421 3112 3117 3123 rBV 1664900 2120615 22.33% 4.191%
15 23.744 3505 3512 3523 rVB 1037001 2027805 21.35% 4.008%

Sum of corrected areas: 50594677
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM033017\
Data File : BM009467.D

Aca On : 31 Mar 2017 03:16

Operator : SJ/MA

Sample : PB97831BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEMI\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: BM009467.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM033017\
Data File : BM009467.D

Aca On : 31 Mar 2017 03:16

Operator : SJ/MA

Sample : PB97831BL

Misc :

ALS Vial : 16 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.

4.97 12.04 ng 499528 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Dimethadione 129 C5H7NO3 000695-53-4 42
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
5 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 17

Abundance Scan 320 (4.969 min): BM009467.D (-316) (-) m/z 43.10 100.00%
431
5000
101.1 IENARBENARRERAREE LR
4.60 4.80 5.00 5.20 5.40
Oyt 230, ] 2380 1eL0 2810 47759 10  53.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A R SR R

460 4.80 5.00 5.20 5.40
m/z 101.10 15.85%

15.0 ‘ 101.0
-
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
B B e o e B
4.60 480 5.00 5.20 5.40
5000 m/z 58.05 14.40%
129.0
. 15.0 70.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7975: Acetic acid, 1,1-dimethylethy!| ester
43.0 4.60 480 5.00 5.20 5.40
m/z 41.10 7.90%
5000
101.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.60 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM033017\
Data File : BM009467.D

Aca On : 31 Mar 2017 03:16

Operator : SJ/MA

Sample : PB97831BL

Misc :

ALS Vial : 16 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 unknown7.38 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.38 116.89 ng 4850030 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 730 (7.381 min): BM009467.D (-723) (-) m/z 132.00 100.00%
132.0
68.1
5000
96.1 B S S SN SRR
40.1 280 7.00 7.20 7.40 7.60 7.80
0 : m/z 68.10 57.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56.0 132.0
5000 RIS RS R AR

7.00 7.20 7.40 7.60 7.80
m/z 66.10 44.60%

27.0

c.”wﬂmwwnﬂl”w?ﬁ%.”..JM.HW.”..”..”..”..”w.”w.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132.0
R
090 o 7.00 7.20 7.40 7.60 7.80
5000 m/z 134.00 33.00%
31.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine A B R aa e
132.0 7.00 7.20 7.40 7.60 7.80
m/z 69.10 25.66%
97.0
5000
a0 100 ‘
on.wntwthluwhnn,”” e e 9/ GREMBBAED I S,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.00 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM033017\
Data File : BM009467.D

Acq On : 31 Mar 2017 03:16

Operator : SJ/MA

Sample : PB97831BL

Misc :

ALS Vial : 16 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_97 12.0 ng 499528 1 7.85 829860 20.0
unknown? .38 7.38 116.9 ng 4850030 1 7.85 829860 20.0
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