LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091619\
Data File : BG042842.D

Aca On : 16 Sep 2019 9:35

Operator : HP/JU

Sample : PB123104BL

Misc :

ALS Vial : 3 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\HPCHEMI\BNA G\METHODS\8270-BG091219.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 3.217 16 22 31 rvv2 57899 116437 1.79% 0.384%
2 3.293 31 35 42 rVB 46498 65744 1.01% 0.217%
3 5.685 434 442 451 rBV 1309128 2075964 31.95% 6.849%
4 7.271 704 712 725 rVB 1372564 2396241 36.88% 7.905%
5 7.653 767 777 787 rBVY 1245948 2170383 33.40% 7.160%

8.117 847 856 864 rBV 285394 501385 7.72% 1.654%
8.446 903 912 921 rBV 913361 1622566 24.97% 5.353%
9.275 1044 1053 1063 rBvV 764067 1391072 21.41% 4 _.589%
10.926 1325 1334 1342 rBV 379546 689926 10.62% 2.276%
13.364 1741 1749 1759 rBV 2209110 3385122 52.10% 11.167%

=
QO ~NO®

11 14.739 1974 1983 1991 rBV 672015 1081260 16.64% 3.567%
12 16.219 2226 2235 2245 rBV 1852612 2962027 45.59% 9.772%
13 17.477 2441 2449 2458 rBV 1001241 1521896 23.42% 5.021%
14 20.086 2886 2893 2900 rBV 4919226 6497535 100.00% 21.435%
15 20.591 2973 2979 2987 rVB5 29562 79085 1.22% 0.261%

16 21.754 3169 3177 3184 rBV2 1093296 1852698 28.51% 6.112%
17 23.317 3437 3443 3447 rVB2 44077 79257 1.22% 0.261%

18 24.145 3578 3584 3592 rVB3 48059 104515 1.61% 0.345%
19 25.027 3723 3734 3745 rBvV2 587091 1719542 26.46% 5.673%

Sum of corrected areas: 30312655
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091619\
Data File : BG042842.D

Aca On - 16 Sep 2019 9:35

Operator : HP/JU

Sample : PB123104BL

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG091219 .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: BG042842.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091619\
Data File : BG042842.D

Aca On : 16 Sep 2019 9:35

Operator : HP/JU

Sample : PB123104BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 1 1-Pentene, 2-methyl- Concentration Rank 3

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

3.22 4.64 ng 116437 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 87
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 50
3 Cvclobutanone. 2-methvl- 84 C5H80 001517-15-3 50
4 1-Hexene. 2.5-dimethvl- 112 C8H16 006975-92-4 47
5 2H-Pyran-2,6(3H)-dione, dihydro-... 142 C7H1003 004160-82-1 47

Abundance Scan 23 (3.223 min): BG042842.D (-16) (-) m/z 56.10 100.00%
56
5000 84
3.20 3.30 3.40 3.50 3.60
o .1...,....1??... 8 S Tw/z 41.10  48.12%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1455: Cyclohexane
56 84
5000
3.20 3.30 3.40 3.50 3.60
- m/z 84.05 44 _92%
e S B I L B B R SR R R
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1478: 1-Pentene, 2-methyl-
56
13203.30 3.40 3503.60
5000 27 m/z 55.05 32.64%
84
i S B I L B B L SR R R
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1431: Cyclobutanone, 2-methyl-
56 3.20 3.30 3.40 3.50 3.60
m/z 69.10 19.66%
5000 84
28
O o I I e o
miz-> 0 50 100 150 200 250 300 350 400 450 500 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091619\
Data File : BG042842.D

Aca On : 16 Sep 2019 9:35

Operator : HP/JU

Sample : PB123104BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 unknown3.29 Concentration Rank 4

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

3.29 2.62 ng 65744 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 39
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 1-Propanol. 3-mercapto- 92 C3H80S 019721-22-3 9
4 3-Hexanol. 2.4-dimethvl- 130 C8H180 013432-25-2 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 34 (3.288 min): BG042842.D (-31) (-) m/z 73.05 100.00%
73
5000 43

3.20 3.40 3.60

.l 105 207 514

Ol > | M/Z  43.10 37.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 A A
43 3.20 3.40 3.60

‘ | m/z 55.10 26.15%
101
0 L BRI S SRR SR S SIS IR I S

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73
a1 320 340  3.60
5000 m/z 87.10 20.40%
15[ ‘ I
oAbyt
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2423: 1-Propanol, 3-mercapto- A A A A
1 3.20 3.40 3.60
58 m/z 70.95 12.11%
92
5000
o -~
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091619\
Data File : BG042842.D

Aca On : 16 Sep 2019 9:35

Operator : HP/JU

Sample : PB123104BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 3 unknown7.65 Concentration Rank 1

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

7.65 86.58 ng 2170380 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 27
2 N-(-phenvlisopropvD)benzaldimine 223 C16H17N 1000379-01-3 10
3 Xenon 132 Xe 007440-63-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 776 (7.647 min): BG042842.D (-767) (-) m/z 132.00 100.00%
132
5000 68
96 U UL L LR
40 7.40 7.60 7.80 8.00
ob g L {166 207 284 486 | 5726810 50.090%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14491: 5-Aminoindole
132
5000 A
7.40 7.60 7.80 8.00
o6 104 m/z 66.10 34.41%
0 14 39L L
mz> 0 50 100 150 200 250 300 350 400 450 500
Abundance #80319: N-(-phenylisopropyl)benzaldimine
132
740 7.60 7.80 8.00
5000 m/z 134.00 33.02%
105
ol 5L | 165 208
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14560: Xenon LA L L LB L
182 7.40 7.60 7.80 8.00
m/z 69.10 20.12%
5000
66
0 AL SIS L BARLEL S UL S BN U SUUILE I LR L
mz-> 0 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG091619\
Data File : BG042842.D

Acq On : 16 Sep 2019 9:35

Operator : HP/JU

Sample : PB123104BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG091219_M
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]
1-Pentene, 2-methyl- 3.22 4.6 ng 116437 1 8.12 501385 20.0
unknown3 .29 3.29 2.6 ng 65744 1 8.12 501385 20.0
unknown? .65 7.65 86.6 ng 2170380 1 8.12 501385 20.0
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