LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022520\
Data File : BG044578.D

Aca On = 25 Feb 2020 15:45

Operator : CG/JU

Sample : PB126985BL

Misc :

ALS Vial : 5 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-BG022420 .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 4.968 313 320 328 rBV 33416 56876 1.21% 0.318%
2 5.450 395 402 415 rBV 375687 604847 12.84% 3.384%
3 7.048 666 674 688 rBV 209331 374632 7.95% 2.096%
4 7.871 806 814 824 rBV 179445 303737 6.45% 1.700%
5 8.194 860 869 879 rBV 755434 1291378 27.42% 7.226%

9.028 1003 1011 1030 rBV 574535 1048773 22.27% 5.868%
10.674 1283 1291 1301 rBV 233777 433033 9.19% 2.423%
13.135 1703 1710 1725 rBV 1684595 2616692 55.56% 14.641%
14.516 1938 1945 1954 rBV 428069 676390 14.36% 3.785%
16.003 2192 2198 2216 rBV 1438217 2236366 47.48% 12.513%

=
QO ~NO®

11 17.260 2405 2412 2422 rBV 600028 909370 19.31% 5.088%
12 19.880 2851 2858 2869 rBV 3415497 4709670 100.00% 26.352%
13 21.502 3127 3134 3145 rBV 637282 1066471 22.64% 5.967%
14 22.289 3263 3268 3275 rVB2 44418 76100 1.62% 0.426%
15 22.947 3375 3380 3387 rVB2 63902 111915 2.38% 0.626%

16 23.711 3505 3510 3521 rVB2 69558 151961 3.23% 0.850%
17 24.563 3646 3655 3674 rVB2 383576 1203812 25.56% 6.736%

Sum of corrected areas: 17872023
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022520\
Data File : BG044578.D

Aca On : 25 Feb 2020 15:45

Operator : CG/JU

Sample : PB126985BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._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: BG044578.D
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Abundance TIC: BG044578.D
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Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG044578.D
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022520\
Data File : BG044578.D

Aca On : 25 Feb 2020 15:45

Operator : CG/JU

Sample : PB126985BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._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 unknown4.97 Concentration Rank 2

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

4.97 3.75 ng 56876 1,4-Dichlorobenzene-d4 7.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 36
3 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 25
4 3-Octanol 130 C8H180 000589-98-0 17
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 17

Abundance Scan 320 (4.968 min): BG044578.D (-313) (-) m/z 43.05 100.00%
43
59
5000
101 NARBENARRE RN AR
51 | 73 gq | 460 4.80 5.00 520 5.40
el Sl LS4 Tn/z 59,10 55.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 R R IR L
460 4.80 5.00 5.20 5.40
m/z 101.10 22.01%
15 31 101
25, 37, 53.| 83 ,
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
- 460 480 500 520 5.40
5000 m/z 58.05 15.60%
29 101
15 37 51 73 83
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8367: n-Propyl t-butyl ether
59 460 4.80 5.00 5.20 5.40
m/z 41.10 11.71%
5000 M 101
29
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022520\
Data File : BG044578.D

Aca On : 25 Feb 2020 15:45

Operator : CG/JU

Sample : PB126985BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Docosane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
22.95 2.10 ng 111915 Chrysene-di12 21.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Octadecane 254 C18H38 000593-45-3 87
5 Heptadecane 240 C17H36 000629-78-7 86

Abundance Scan 3380 (22.947 min): BG044578.D (-3375) (-) m/z 57.10 100.00%
57
113 22.60 22.80 23.00 23.20
155 183 . . . .
—_— .k.ll,.‘.ﬂ.n e A8 s m/z 71.10 71.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #153222: Docosane
57
5000 85 RSB UUREE B
22. 60 22. 80 23. 00 23.20
m/z 43.10 65.98%
2901 || 118 141 160 197 225 253 281 310
m/z--> 55 160 1%0 260 250 360 3%0 460 '
Abundance
57
o 22.60 22.80 23.00 23.20
5000 m/z 85.05 58.89%
29 113
141 169 197 225 253 296
m/z--> 55 160 1%0 260 250 360 3%0 460 '
Abundance #223852: Hentriacontane RS B ma B
57 22.60 22.80 23.00 23.20
m/z 55.05 26.28%
o T MM‘AM\AW
113 141
|7, 141 169 107 225 253 281 309 337 365 437
m/z--> % 1& ﬁo ﬂ)z% %o ﬁ)4& ! 2%wmwwwwo'
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022520\
Data File : BG044578.D

Aca On : 25 Feb 2020 15:45

Operator : CG/JU

Sample : PB126985BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._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 Hentriacontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.71 2.52 ng 151961 Perylene-d12 24 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 90
2 Triacontane 422 C30H62 000638-68-6 86
3 Sulfurous acid. butvl undecvl ester 292 C15H3203S 1000309-17-8 86
4 Octadecane 254 C18H38 000593-45-3 83
5 Octacosane 394 C28H58 000630-02-4 80
Abundance Scan 3510 (23.711 min): BG044578.D (-3505) (-) m/z 57.10 100.00%

.

5000 85
113 141 23.40 23.60 23.80 24.00
169 211 253 284
,|,, i 82T 4% Tm/z 71.10 64.24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
5000 LA L L L L L L LN |

23.40 23.60 23.80 24.00
m/z 43.10 58.57%

113
141 169 197 225 253 280 309

351 379 407 436

}

m/z--> 50 100 150 200 250 300 350 400
Abundance
57
A e R
23.40 23.60 23.80 24.00
5000 85 m/z 85.10 49 .14%
113 141
29 169 197 225 253 281 309 337 365 393 422
T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #137567: Sulfurous acid, butyl undecy! ester R e A REARE RS
57 23.40 23.60 23.80 24.00
m/z 55.10 23.21%
5000
85
H I L

m/z--> 100 150 200 250 300 350 400 23. 40 23 60 23 80 24. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG022520\
Data File : BG044578.D

Acq On = 25 Feb 2020 15:45

Operator : CG/JU

Sample : PB126985BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG022420_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]
unknown4 .97 4 .97 3.8 ng 56876 1 7.87 303737 20.0
Docosane 22.95 2.1 ng 111915 5 21.50 1066470 20.0
Hentriacontane 23.71 2.5 ng 151961 6 24.57 1203810 20.0
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