LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM080918\
Data File : BM016288.D

Aca On : 09 Aug 2018 19:07

Operator : SJ/JU

Sample = J4369-06

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:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318 .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 5.187 318 323 334 rBV 108787 163050 6.04% 1.194%
2 5.663 399 404 419 rBV 358224 580943 21.51% 4.253%
3 7.310 678 684 702 rBV 192458 328053 12.15% 2.402%
4 7.663 737 744 761 rBV 888051 1396805 51.72% 10.226%
5 8.134 818 824 832 rBV 204866 346167 12.82% 2.534%

8.451 871 878 892 rBB 916116 1451941 53.77% 10.629%
9.322 1019 1026 1037 rBV 619131 1048699 38.83% 7.677%
10.945 1296 1302 1315 rBV 226177 375148 13.89% 2.746%
13.386 1711 1717 1725 rBV 1440882 1983966 73.47% 14.524%
14.769 1946 1952 1959 rBV2 258787 393430 14.57% 2.880%

=
QO ~NO®

11 16.257 2199 2205 2217 rBV 993079 1363278 50.48% 9.980%
12 17.504 2411 2417 2424 rBV 292836 407776 15.10% 2.985%
13 20.080 2850 2855 2861 rBV 2252611 2700528 100.00% 19.770%
14 21.633 3114 3119 3125 rBV 411862 535586 19.83% 3.921%
15 23.968 3510 3516 3524 rVB 303978 584493 21.64% 4._.279%

Sum of corrected areas: 13659863
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016288.D

Aca On : 09 Aug 2018 19:07

Operator : SJ/JU

Sample : J4369-06

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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: BM016288.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016288.D

Aca On : 09 Aug 2018 19:07

Operator : SJ/JU

Sample : J4369-06

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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.

5.19 9.42 ng 163050 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 1-Butene. 4-ethoxv- 100 C6H120 044611-46-3 23
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
5 Butane 58 C4H10 000106-97-8 22

Abundance Scan 324 (5.193 min): BM016288.D (-318) (-) m/z 43.05 100.00%
43.0
5000 59.1
61 1°|1-° 480 500 520 540 560
S T FOSSuvov| NS S E— m/z 59.10 43.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 S SRR R I
480 500 520 5.40 5.60
59.0 1010 m/z 101.00 17.03%
210 | 510 || 69.0 830910 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester
43.0
o 250 500 520 540 560
5000 m/z 58.10 11.34%
20.0 101.0
A 1 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3753: 1-Butene, 4-ethoxy- A o L
31.0 480 500 520 5.40 5.60
m/z 41.10 10.72%
59.0
5000
41.0 85.0
‘ |, 510] 71.0
miz--> 0 20 30 40 50 60 70 8 90 100 110 | 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016288.D

Aca On : 09 Aug 2018 19:07

Operator : SJ/JU

Sample : J4369-06

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 unknown7.66 Concentration Rank 2

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

7.66 80.70 ng 1396810 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 18
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 16
3 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 14

Abundance Scan 743 (7.657 min): BM016288.D (-737) (-) m/z 132.00 100.00%
132.0

5000 68.1
40.1 T T
i 54.0 | 8 %lll 60 740 7.60 7.80 8.00
el bl JSO L 60 W Tm/z 68.10  44.97%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14015: 1H-Benzimidazole, 2-methyl-
132.0

5000 LI L L L L L L L L
7.40 7.60 7.80 8.00
390 3. m/z 66.10 42 _.92%
270 . 52.0 || 77.0 90.0 104.0
.,...n.,...!I,....il!...,..!.,...u,....!n!...,.!-..,.l.l?.?...., N
m/z--> 20 30 40 50 70 80 90 100 110 120 130 140
Abundance #13740. 1,3 Cyclopentanedione, 2-chloro-
132.0
A
7.40 7.60 7.80 8.00
5000 m/z 134.00 31.85%
2.0 57.0 69.0
H ‘ , 800 1030 ‘
m/z--> 20 30 40 50 70 80 90 100 110 120 130 140
Abundance #13684. 3H-1,2-Dithiol-3-one, 5-methyl- T
132.0 740 760 780 800

m/z 69.10 23.79%

5000 67.0 A
44.0 .
O 570 103.0 |

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 4 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM080918\
Data File : BM016288.D

Acq On : 09 Aug 2018 19:07

Operator : SJ/JU

Sample - J4369-06

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM072318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.19 9.4 ng 163050 1 8.13 346167 20.0
unknown7 .66 7.66 80.7 ng 1396810 1 8.13 346167 20.0
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