LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG021720\

Data File : BG044463.D

Acq On : 18 Feb 2020 1:31 Instrument :
Operator : CG/JU BNA_G

Sample - L1546-11 ClientSampleld :
Misc - INDIAN-ISLAND-
ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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_G\METHODS\8270-BG013020.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 height area % max. total
1 4.994 318 324 332 rBvY 50973 82748 2.10% 0.379%
2 5.470 398 405 422 rBV 1069891 1751171 44.51% 8.030%
3 7.062 668 676 691 rBvY 1029364 1869091 47.51% 8.571%
4 7.891 809 817 825 rBV 253490 427056 10.86% 1.958%
5 8.214 863 872 883 rBY 891632 1550507 39.41% 7.110%

9.048 1005 1014 1026 rBV 623913 1187945 30.20% 5.448%
10.687 1286 1293 1310 rBV 323173 594065 15.10% 2.724%
13.149 1705 1712 1725 rBV 1751380 2747169 69.83% 12.598%
13.983 1848 1854 1864 rBVY 58659 97375 2.48% 0.447%
14.530 1940 1947 1956 rBV2 530230 834845 21.22% 3.828%

=
QO ~NO®

11 16.016 2193 2200 2213 rBV 1354720 2123629 53.98% 9.738%
12 17.274 2406 2414 2420 rBV 667799 1019171 25.91% 4.674%
13 19.324 2759 2763 2769 rVvV 33176 54679 1.39% 0.251%
14 19.689 2817 2825 2832 rBV 38460 70646 1.80% 0.324%
15 19.888 2853 2859 2871 rBV 2817856 3934123 100.00% 18.041%

16 21.187 3075 3080 3086 rBV 237080 423909 10.78% 1.944%
17 21.516 3129 3136 3142 rBV 702012 1149262 29.21% 5.270%
18 21.721 3167 3171 3176 rVB2 39505 53727 1.37% 0.246%
19 22.309 3267 3271 3278 rBvV4 51141 100623 2.56% 0.461%
20 22.967 3379 3383 3391 rVB2 66913 120851 3.07% 0.554%

21 23.737 3509 3514 3521 rVB2 64949 123758 3.15% 0.568%
22 24.595 3650 3660 3678 rVB2 425635 1344722 34.18% 6.167%
23 25.711 3844 3850 3860 rVB3 53167 145677 3.70% 0.668%

Sum of corrected areas: 21806749
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG021720\
Data File : BG044463.D

Acq On : 18 Feb 2020 1:31

Operator : CG/JU

Sample - L1546-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.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: BG044463.D
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8270-BG013020-M Tue Feb 18 11:41:19 2020 Page: 2



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG021720\
Data File : BG044463.D

Acq On : 18 Feb 2020 1:31

Operator : CG/JU

Sample - L1546-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.M
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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.99 3.88 ng 82748 1,4-Dichlorobenzene-d4 7.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 42
3 3-Pentanol 88 C5H120 000584-02-1 32
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25

Abundance Scan 323 (4.988 min): BG044463.D (-318) (-) m/z 43.10 100.00%
43
59
5000
73 101 ANARENAERE AR AR R
| 51 | I 83 | 4.60 4.80 5.00 5.20 5.40
-ttt m/z 59.10 53.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 NS R RS L
460 4.80 5.00 5.20 5.40
m/z 101.10 20.26%
o 25 31 37 | 83 g3 101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 460 480 500 520 540
5000 m/z 58.10 14 .24%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2090: 3-Pentanol
59 460 4.80 5.00 5.20 5.40
m/z 41.10 11.34%
5000 31
41
o 15 2] “‘_ 53 170 87
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG021720\
Data File : BG044463.D

Acq On : 18 Feb 2020 1:31

Operator : CG/JU

Sample - L1546-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.M
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 Behenic alcohol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.19 7.38 ng 423909 Chrysene-di12 21.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
Abundance Scan 3081 (21.193 min): BG044463.D (-3075) (-) m/z 57.10 100.00%
57
83
5000
LRSS B SRR BRI B
3 139 191 226 20.80 21.00 21.20 21.40 21.60
oL 3 I, . 168 246 273 297 342 n/z 43.10 769050
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
55 83
5000 111 LA L I L L B L L L B
20.80 21.00 21.20 21.40 21.60
2 m/z 55.10 75.99%
ol i ] m” ‘\ I “\ , 167 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
20.80 21.00 21.20 21.40 21.60
5000 111 m/z 83.10 74 .43%
29
o 139 167 196 233 266 204
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester e e e EEams e
20.80 21.00 21.20 21.40 21.60
83 m/z 97.10 68.76%
5000 111
29
o J I \h139 163182 210 237255 356
m/z--> 50 100 150 200 250 300 350 20.80 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG021720\
Data File : BG044463.D

Acq On : 18 Feb 2020 1:31

Operator : CG/JU

Sample - L1546-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.M
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 4 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

22 .97 2.10 ng 120851 Chrysene-di12 21.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Hentriacontane 437 C31H64 000630-04-6 86
3 Tetratetracontane 619 C44H90 007098-22-8 86
4 Heneicosane 296 C21H44 000629-94-7 83
5 Triacontane 422 C30H62 000638-68-6 83

Abundance Scan 3384 (22.973 min): BG044463.D (-3379) (-) m/z 57.10 100.00%

5000

:

22.60 22.80 23.00 23.20

0 m/z 71.10 77.03%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57
5000 LA L L L L L L L B

22.60 22.80 23.00 23.20
m/z 85.10 64 .87%

M\ 141 183 225 281 337 394

m/z--> O 5|0 100 1é0 200 250 300 350 4(|)O 4é0 5CI)O 55|O 6CI)O
Abundance
57
AU UV
22.60 22.80 23.00 23.20
5000 m/z 43.10 56.88%

99
26 141 183 225 267 309 351 393 436

i

e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane R ERRREEEE
57 22.60 22.80 23.00 23.20
m/z 41.10 22.24%
5000

I

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L N

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 22 60 22. 80 23. OO 23.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG021720\
Data File : BG044463.D

Acq On : 18 Feb 2020 1:31

Operator : CG/JU

Sample - L1546-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.M
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 5 Hexatriacontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.71 2.17 ng 145677 Perylene-d12 24 .59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 90
2 Tetratetracontane 619 C44H90 007098-22-8 86
3 2-methyloctacosane 408 C29H60 1000376-72-8 86
4 Heneicosane 296 C21H44 000629-94-7 83
5 Docosane 310 C22H46 000629-97-0 80
Abundance Scan 3850 (25.711 min): BG044463.D (-3844) (-) m/z 57.10 100.00%

5000

-

25.40 25.60 25.80 26.00

341

0 m/z 71.10 61.66%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #235973: Hexatriacontane
57
5000 LA L L L L L L LN LB |

25.40 25.60 25.80 26.00
m/z 43.10 54.92%

Hd 141 183 225 281 323 379 421 463 506

2\“ |

m/z--> Cl) 5|0 1(|)O 1é0 200 250 300 350 400 450 5CI)O 55|O 6CI)O /—\/\M\/\/\Mﬁw\
Abundance
57
AR AR AU
25.40 25.60 25.80 26.00
5000 m/z 85.10 54.27%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

HE

O R A e e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane T T
57 25.40 25.60 25.80 26.00
m/z 41.10 19.58%
o WWW
99
ol 28 11| | | 141 183 225 267 309365
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 25. 40 25. 60 25 80 26. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG021720\
Data File : BG044463.D

Acq On : 18 Feb 2020 1:31

Operator : CG/JU

Sample - L1546-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.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]
2-Pentanone, 4-hy... 4 .99 3.9 ng 82748 1 7.89 427056 20.0
Behenic alcohol 21.19 7.4 ng 423909 5 21.52 1149260 20.0
Octacosane 22.97 2.1 ng 120851 5 21.52 1149260 20.0
Hexatriacontane 25.71 2.2 ng 145677 6 24.59 1344720 20.0
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