LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091317\

Data File : BF098512.D

Aca On : 14 Sep 2017 1:55 Instrument :
Operator : SJ/JU BNA_F

Sample - 15140-15 ClientSampleld :
Misc - RL-11-12.25-24.5
ALS Vial : 30 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 F\METHODS\8270-BF091117.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 3.563 244 251 260 rBV 123345 206766 6.56% 0.752%
2 4.840 464 468 482 rBV 103928 157437 5.00% 0.573%
3 5.263 536 540 559 rBVY 2918476 3055706 96.99% 11.112%
4 6.310 713 718 734 rBVY 3096940 3150396 100.00% 11.456%
5 6.428 734 738 742 rBVY 3404426 2951271 93.68% 10.732%
6 6.657 773 777 784 rBVY 1208149 1071476 34.01% 3.896%
7 6.810 799 803 814 rBVY 2725185 2374565 75.37% 8.635%
8 7.222 869 873 886 rBY 1942651 1885544 59.85% 6.857%
9 7.704 952 955 960 rBV 49139 56596 1.80% 0.206%
10 7.940 991 995 998 rBVY 1653869 1411418 44.80% 5.133%
11 8.869 1150 1153 1161 rBV3 25936 33351 1.06% 0.121%

12 9.016 1173 1178 1181 rBV 3344357 2882529 91.50% 10.482%
13 9.410 1242 1245 1249 rVB 254405 194525 6.17% 0.707%
14 9.686 1288 1292 1296 rBV 1547229 1352907 42.94% 4.920%

15 10.339 1398 1403 1409 rBV2 21436 33857 1.07% 0.123%
16 10.475 1423 1426 1435 rVB 1178483 1087746 34.53% 3.956%
17 10.592 1443 1446 1454 rVB 53836 73375 2.33% 0.267%
18 11.169 1540 1544 1547 rBV 1376168 1155655 36.68% 4.202%
19 11.192 1547 1548 1551 rVB 72312 44582 1.42% 0.162%
20 12.380 1746 1750 1753 rBV 99803 100313 3.18% 0.365%
21 12.575 1781 1783 1786 rBV2 43398 45224 1.44% 0.164%
22 12.604 1786 1788 1791 rVB 95127 75021 2.38% 0.273%
23 12.751 1809 1813 1816 rBV 2237093 1896309 60.19% 6.896%
24 13.651 1963 1966 1969 rBV2 90375 82837 2.63% 0.301%

25 13.804 1987 1992 1995 rBV 1160897 1107439 35.15% 4.027%
26 14.810 2160 2163 2171 rVB 60900 95073 3.02% 0.346%
27 15.204 2225 2230 2238 rVB 727845 917400 29.12% 3.336%

Sum of corrected areas: 27499318
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091317\
Data File : BF098512.D

Aca On : 14 Sep 2017 1:55

Operator : SJ/JU

Sample : 15140-15

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF091117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF098512.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091317\
Data File : BF098512.D

Aca On : 14 Sep 2017 1:55

Operator : SJ/JU

Sample : 15140-15

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF091117 .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 4

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

4.84 2.94 ng 157437 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetone 58 C3H60 000067-64-1 9
3 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 9

Abundance Scan 468 (4.840 min): BF098512.D (-464) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
| 82.9 | 4.60 4.80 5.00 5.20
o} SUSESEESSSSNSY N | NSIISUUSTHY | NSNS . IS E— m/z 59.00 57.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L IS LS LN L
4.60 4.80 5.00 5.20
59.0 1010 m/z 101.00 17.65%
0 270 | 510 ‘ 690 830910 [
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
460 4.80 500 520
5000 m/z 58.00 16.93%
58.0
150 57,
S U SR IS SULILIL UL I UL SULIL LS WL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3224: 4-Penten-2-one, 4-methyl- A e A RAN
43.0 4.60 4.80 5.00 5.20
m/z 41.00 10.03%
5000
o 20 550 630 740 83\'0 98.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091317\
Data File : BF098512.D

Aca On : 14 Sep 2017 1:55

Operator : SJ/JU

Sample : 15140-15

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF091117 .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 unknown6.43 Concentration Rank 1

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

6.43 55.09 ng 2951270 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Xenon 132 Xe 007440-63-3 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 738 (6.428 min): BF098512.D (-734) (-) m/z 132.00 100.00%
13p.0
5000 68.0
00 540 || 0 S0 L obo 650 640 ko k0
o} P bt el m/z 68.00 43.91%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 i oo e e ok
410 70 o m/z 134.00  33.02%
0 “‘ S‘LO\‘ H’l ....“luuH. e
m/z--> 100 120 140 160 180
Abundance
57.0 132.0
74.0 600 6.20 640 6.60 6.80
5000 ggo 1160 m/z 66.00 28.44%
0 158.0 189.0
m/z--> Jo eb 85 160 120 150 1éo 1éo \
Abundance #14560: Xenon | BSLLES NLALALELE BL IL HL
182.0 6.00 6.20 6.40 6.60 6.80
m/z 69.00 16.78%
5000
66.0
0"'I""I"‘l''I""I"" 'l" R TTTTTTTT T T T T T T
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF091317\
Data File : BF098512.D

Acq On : 14 Sep 2017 1:55

Operator : SJ/JU

Sample - 15140-15

Misc :

ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117_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... 4.84 2.9 ng 157437 1 6.66 1071480 20.0
unknown6 .43 6.43 55.1 ng 2951270 1 6.66 1071480 20.0
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