LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100219\
Data File : BF117313.D

Aca On : 2 Oct 2019 21:23

Operator :© JU

Sample : K5095-04 5X

Misc :

ALS Vial : 23 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF091319.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 2.328 34 41 61 rvB 587268 869655 3.08% 2.891%
2 3.799 285 291 309 rBV 392101 612233 2.17% 2.036%
3 4.581 404 424 427 rBV 7728115 28238233 100.00% 93.884%
4 6.634 770 773 781 rVB2 272332 357629 1.27% 1.189%

Sum of corrected areas: 30077750
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100219\
Data File : BF117313.D

Aca On : 2 0Oct 2019 21:23

Operator : JU

Sample : K5095-04 5X

Misc :

ALS Vial :© 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF091319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF117313.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100219\
Data File : BF117313.D

Aca On : 2 Oct 2019 21:23

Operator :© JU

Sample : K5095-04 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1,3,5-Cycloheptatriene Concentration Rank 3

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

3.80 34.24 ng 612233 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Toluene 92 C7HS8 000108-88-3 95
2 1.3.5-Cvcloheptatriene 92 C7HS8 000544-25-2 86
3 Cvclobutene. 2-propenvlidene- 92 C7H8 052097-85-5 78
4 1.6-Heptadien-3-vne 92 C7HS8 005150-80-1 64
5 2,5-Norbornadiene 92 C7H8 000121-46-0 64

Abundance Scan 291 (3.799 min): BF117313.D (-285) (-) m/z 91.00 100.00%
el
5000
39 5 65 340 360 380 4.00 420
O . TNMOOT N NSRS | R m/z 92.00 56.57%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #2449: Toluene
91
5000 USRS SR AR
3.40 3.60 3.80 4.00 4.20
m/z 65.00 11.62%
39 51 65
0 27 | 45 %57 | 74 85
miz--> R e N A
Abundance
91
340 360 380 4.00 420
5000 m/z 39.00 8.16%
39 65
oL 2 15 2 45 51 57 71 77 85
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2475: Cyclobutene, 2-propenylidene- e
91 3.40 3.60 3.80 4.00 4.20
m/z 63.00 8.00%
5000
39 65
7 lasSt | m
L UL SR UL SUR LI UL SR ULILLS ULILN USRS SRR AR
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100219\
Data File : BF117313.D

Aca On : 2 Oct 2019 21:23

Operator :© JU

Sample : K5095-04 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4 Benzene, 1,2,3-trimethyl- Concentration Rank 4

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

6.63 20.00 ng 357629 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Mesitvlene 120 C9H12 000108-67-8 94
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 90
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 87

Abundance Scan 772 (6.628 min): BF117313.D (-770) (-) m/z 105.05 100.00%
105
5000 120
39 51 65 7|7 91 150 6.20 6.40 6.60 6.80 7.00
Obrerrrrprrrrprredprre g ior et el el peiiaee || m/z 120.05  39.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
6.20 6.40 6.60 6.80 7.00
m/z 76.95 13.14%
15 27 % 81 es TS|
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105
120 6.20 6.40 6.60 6.80 7.00
5000 m/z 119.10 11.96%
15 27 39 51 65 o9
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9410: Benzene, 1,2,4-trimethyl-
105 6.20 6.40 6.60 6.80 7.00
m/z 91.10 9.79%
5000 120
28 39 51 65 77 91
0'W}ﬁW”MI”Jﬁ”'M”WM“W”ML'“L“'JHW”wh””P'“P”W'“W“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF100219\
Data File : BF117313.D

Acq On : 2 Oct 2019 21:23

Operator : JU

Sample - K5095-04 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
1,3,5-Cycloheptat. ... 3.80 34.2 ng 612233 1 6.80 357629 20.0
Benzene, 1,2,3-tr... 6.63 20.0 ng 357629 1 6.80 357629 20.0
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