LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119599.D

Aca On : 28 Mar 2020 6:27

Operator : CG/JU

Sample : L2029-03

Misc :

ALS Vial : 32 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 F\METHODS\8270-BF031820.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 2.216 18 22 28 rvB 114078 135902 1.77% 0.226%
2 5.039 495 502 510 rBV 874882 1119409 14.54% 1.864%
3 5.445 565 571 574 rBVY 6751731 6422900 83.43% 10.697%
4 6.457 737 743 746 rBVY 5943057 6256382 81.27% 10.420%
5 6.833 803 807 810 rBVY 1879512 1632073 21.20% 2.718%
6 6.986 829 833 837 rBVY 5157422 4754677 61.76% 7.919%
7 7.392 897 902 905 rBVY 3919866 3669725 47.67% 6.112%
8 8.116 1020 1025 1028 rBvV 2527616 2121750 27 .56% 3.534%
9 9.198 1203 1209 1212 rBVvV 7787945 7452268 96.81% 12.411%
10 9.310 1220 1228 1232 rVB2 90858 104080 1.35% 0.173%

11 9.586 1271 1275 1279 rBV 548535 426485 5.54% 0.710%
12 9.874 1319 1324 1327 rBV 2951674 2528994 32.85% 4.212%
13 10.663 1453 1458 1461 rBV 4535991 3987177 51.79% 6.640%
14 11.363 1572 1577 1580 rBV 3170509 2715645 35.28% 4.523%
15 12.774 1814 1817 1820 rBV 470644 363671 4.72% 0.606%

16 12.851 1828 1830 1834 rVB 100450 81257 1.06% 0.135%
17 12.951 1842 1847 1851 rBV 7642639 7698145 100.00% 12.821%
18 13.186 1883 1887 1894 rBV 100764 95149 1.24% 0.158%

19 13.480 1934 1937 1941 rBV 328155 267134 3.47% 0.445%
20 13.527 1942 1945 1947 rBV 143351 115289 1.50% 0.192%

21 13.857 1997 2001 2021 rBV 394443 718127 9.33% 1.196%
22 14.004 2021 2026 2029 rBV 2309015 2186131 28.40% 3.641%
23 14.174 2051 2055 2059 rBV 358453 309370 4.02% 0.515%
24 14.480 2103 2107 2111 rBV 579596 501201 6.51% 0.835%
25 14.786 2155 2159 2164 rBV 570206 559760 7.27% 0.932%

26 14.862 2168 2172 2177 rVB 89402 80246 1.04% 0.134%
27 15.127 2212 2217 2226 rBV 516981 592729 7.70% 0.987%
28 15.462 2268 2274 2278 rBV2 1434726 1786589 23.21% 2.975%
29 15.509 2278 2282 2291 rVB 435905 596135 7.74% 0.993%
30 15.945 2350 2356 2362 rBV 302907 463294 6.02% 0.772%

31 16.456 2437 2443 2451 rBV 124593 214997 2.79% 0.358%
32 17.050 2538 2544 2553 rBV3 42592 86865 1.13% 0.145%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119599.D

Aca On : 28 Mar 2020 6:27

Operator : CG/JU

Sample : L2029-03

Misc :

ALS Vial : 32 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
Title

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 60043556
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\

BF119599.D

28 Mar 2020 6:27

CG/JuU

L2029-03

32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119599.D

Aca On : 28 Mar 2020 6:27

Operator : CG/JU

Sample : L2029-03

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

5.04 13.72 ng 1119410 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 502 (5.039 min): BF119599.D (-495) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.1 HR RN SRS LU I
480 500 5.20 5.40
o....,....','=..':|,....Eﬁ3.'(.’..',|....,....,....,....,....,297.-9. m/z 59.00 59.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L I
59.0 480 500 520 5.40
0
150 1010 m/z 58.00 18.21%
Wl ) ) 83.0 !
e L L I S L S S BN B S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
480 5.00 520 5.40
5000 m/z 101.10 15.39%
41.0
101.0
0'”'?%ﬂ'wb”1W'”'l'”'J'”'I'”'I'”'I'”'I'”'I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8344: 3-Hexanol, 4-methyl- A L e ma
59.0 4.80 500 5.20 5.40
m/z 41.00 8.40%
5000 41.0
L
O'E%?JL'M”“Mi”k'ﬁk'W"'W"”I'”'I'”'I”"P"' R U UL U
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119599.D

Aca On : 28 Mar 2020 6:27

Operator : CG/JU

Sample : L2029-03

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Hexadecanoic acid, butyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.77 3.33 ng 363671 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 58
3 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 040482-05-1 43
4 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 037910-65-9 43
5 Butyl 4,8,12-trimethyl-tridecanoate 312 C20H4002 1000336-63-2 40

Abundance Scan 1816 (12.768 min): BF119599.D (-1814) (-) m/z 55.95 100.00%
56.0
5000
85.0 129.0 257.3 12.40 12.60 12.80 13.00
185.1 213.
0 L e 2611 m/z 57.00 54.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, butyl ester
56.0
12.40 12.60 12.80 13.00
29.0 m/z 43.05 35.88%
33.0 129 0 257.0
0 L || ll A .Il i 157. O 185 0 213 0 | |I 283 0 312 0
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
12.40 12.60 12.80 13.00
5000 m/z 41.00 33.20%
29.0
129.0
0 l‘A | f h \8?‘%0 H L sl 157 0 185 0 213 0 \ 2l 0281 0 312.0
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance #12891: Cyclopentanecarboxylic acid, 2-amino-, trans- I e e R B
56.0 12.40 12.60 12.80 13.00
m/z 55.00 32.16%
5000
30.0 100.0 129.0
0”"\”'”'\ |‘|I||‘||||‘|||||||||||||||||||||||||||||||||||||||||||| - e T T e ;
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12140 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119599.D

Aca On : 28 Mar 2020 6:27

Operator : CG/JU

Sample : L2029-03

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Octadecanoic acid, butyl ester Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.48 2.44 ng 267134 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 91
2 Butvl mvristate 284 C18H3602 000110-36-1 72
3 Urea. N.N"-di-2-propenvl- 140 C7H12N20 001801-72-5 38
4 Trifluoroacetic acid. 4-methvlpe... 198 C8H13F302 000327-71-9 37
5 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 32

Abundance Scan 1937 (13.480 min): BF119599.D (-1934) (-) m/z 56.00 100.00%
56.0
5000
129.1 285.3
3.0
185.1 2412 13.20 13.40 13.60 13.80
0 Lol g i ASTO R To1302402 | | 3404 Lt Te 00 62, 79w
m/z--> 50 100 150 200 250 300
Abundance #177148: Octadecanoic acid, butyl ester
56.0
5000
285.0 340.0 13.20 13.40 13.60 13.80
\ 129.0 m/z 43.00 42.34%
3.0 185.0 241.0 |
oLl .L“.B,.u., ol | as70 T 213020 | | suo |
m/z--> 50 100 150 200 250 300
Abundance #131257: Butyl myristate
56.0
13.20 13.40 13.60 13.80
0
5000 20,0 m/z 55.00 31.00%
129.0
0 — \JI M‘U':““:‘Il‘ Iu‘ll \I |‘1|57|.0|‘ I‘I T I‘w . Jl |‘255|0| I‘I T
m/z--> 50 100 150 200 250 300
Abundance #18265: Urea, N,N-di-2-propeny!l- T R T e T
56.0 13.20 13.40 13.60 13.80
m/z 41.05 29.48%
5000{ 300
85.0
m/z--> 50 100 150 200 250 300 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119599.D

Aca On : 28 Mar 2020 6:27

Operator : CG/JU

Sample : L2029-03

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
Quant Title : 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 Sulfurous acid, octadecyl 2... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.86 6.57 ng 718127 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 81
2 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 74
3 Isobutvl tetradecvl carbonate 314 C19H3803 959275-58-2 68
4 Carbonic acid. isobutvl octadecv... 370 C23H4603 1000314-61-5 62
5 Tetradecane 198 C14H30 000629-59-4 53
Abundance Scan 2002 (13.862 min): BF119599.D (-1997) (-) m/z 57.10 100.00%

5000

111.1
13.60 13.80 14.00 14.20

m/z 43.10 69.53%

0 . 139.2 168.2 190.9 224.3 267.3
T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43.0
71.0
5000
13.60 13.80 14.00 14.20
m/z 55.05 50.83%
125.0 253.0
ob el ll 155.0 183.0 224.0 253
et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #178452: Oxalic acid, isobutyl tetradecyl ester
57.0
PR T e
13.60 13.80 14.00 14.20
5000 m/z 71.10 43.12%
29.0
e ..”,”.w.”.“.” S R AAE R R RARES EERES R L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #156543: Isobutyl tetradecyl carbonate
57.0 13.60 13.80 14.00 14.20
m/z 85.10 33.90%
5000
83.0
29.0
0 M H‘ Al ‘ 139.0 168.0 196.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119599.D

Aca On : 28 Mar 2020 6:27

Operator : CG/JU

Sample : L2029-03

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 6 Heptacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.17 2.83 ng 309370 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 87
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 86
Abundance Scan 2054 (14.168 min): BF119599.D (-2051) (-) m/z 57.00 100.00%
51.0
5000
99.1 13.80 14.00 14.20 14.40
141.0
ol bl 50 1832 2810 m/z 43.00 57.24%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
51.0
5000 NN SRR B
13.80 14.00 14.20 14.40
m/z 71.05 47 .50%
0 2?,0| | ,9?'0‘1 141.0 183.0 225.0 267.0  323.0 380.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane
57.0
13.80 14.00 14.20 14.40
5000 m/z 85.05 34.46%
99.0
0 2700 | |l )y, 1410 1830 2250 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane R RS Ly
57.0 13.80 14.00 14.20 14.40
m/z 55.00 21.33%
5000
99.0
m/z--> 50 100 150 200 250 300 350 ' 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119599.D

Aca On : 28 Mar 2020 6:27

Operator : CG/JU

Sample : L2029-03

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 7 Hentriacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.48 4.59 ng 501201 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2107 (14.480 min): BF119599.D (-2103) (-) m/z 57.00 100.00%
57.0
5000
| Jem 11 1551 et eie 4150 1440 14560 1480
Ol A b g 70 1830 225 2810 | 'm/z 43.05 57.52%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57.0
5000 A TN B U SRR
14.20 14.40 14.60 14.80
m/z 71.05 52.19%
ol | g?l.od 141.0 183.0 225.0 267.0 323.0  380.0
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #223851: Hentriacontane
57.0
1420 14.40 14.60 14.80
5000 m/z 85.05 39.50%
99.0
ol Il f 1) | 1410 183.0 2250 267.0 309.0 351.0 393.0 436.0
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #141426: Heneicosane R AR B R EER RS
57.0 14.20 14.40 14.60 14.80
m/z 55.05 19.90%
5000
99.0
0l15.0] ] | ‘]\J 141.0 183.0 225.0 296.0
m/z--> 50 100 150 200 250 300 350 400 ' 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119599.D

Aca On : 28 Mar 2020 6:27

Operator : CG/JU

Sample : L2029-03

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 8 Nonadecane, 9-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.79 6.27 ng 559760 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 93
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Hexacosane 366 C26H54 000630-01-3 86
Abundance Scan 2160 (14.792 min): BF119599.D (-2155) (-) m/z 57.10 100.00%
57.1
5000 85.0
113.1 14.40 14.60 14.80 15.00 15.20
141.1169.1  211.2 239.2 267.2 295.2 323.3
o.”“”J”J“LWLJLAWn”“”q”““”q“”.”w””“”w””“”q””“. m/z 71.10  52.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129499: Nonadecane, 9-methyl-
57.0
85.0
5000 | BB BNLEL L N LI L L L LB L
14.40 14.60 14.80 15.00 15.20
140.0 m/z 43.05 49_42%
29.0 11.0
o | 197.0  239.0267.0
m/z--> 20 40 60 80 1001201401601802002202402602803003503&0
Abundance #175557: Tetracosane
57.0
14.40 14.60 14.80 15.00 15.20
5000 85.0 m/z 85.05 39.32%
29.0 113.0
0 ‘ J\ Lo 14101690197022502530281030903380
m/z--> 20 40 60 8|0 100 120 14'10 1('30 180 200 220 240 260 280 300 320 340
Abundance #141426: Heneicosane e RRREEE e
57.0 14.40 14.60 14.80 15.00 15.20
m/z 55.05 18.74%
85.0
5000
29.0 113.0
o L iy }4101690197022502530 2960
m/z--> 2'0 4'0 60 80 1(')0 120 140 160 180 200 220 240 260 280 300 320 340 14.40 14.60 14.80 15.00 15.20

8270-BF031820.M Tue Mar 31 02:01:46 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119599.D

Aca On : 28 Mar 2020 6:27

Operator : CG/JU

Sample : L2029-03

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 9 Pentacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.13 6.64 ng 592729 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octadecane 254 C18H38 000593-45-3 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 2218 (15.133 min): BF119599.D (-2212) (-) m/z 57.00 100.00%
57.0
5000 85.1

14.80 15.00 15.20 15.40

|f132141116911972 239.3 2810

0 ..J, e e eoks 81D | m/z 43.05 54.94%
miz--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000
85.0 14.80 15.00 15.20 15.40
m/z 71.00 54 _.23%
29.0
ol [ ﬂ130141016901970225025302810 323.0351.0380.0
i B Sl e
miz--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
14.80 15.00 15.20 15.40
5000 850 m/z 85.10 41.13%
13.
29 | ﬁ 14101690 211.0239.0267.0295.0323.0352.0
i Ly A S R R
miz--> 50 150 200 250 300 350
Abundance #194494: Hexacosane R R
57.0 14.80 15.00 15.20 15.40
m/z 55.00 21.97%
5000 85.0
29.0 13 141.0
o 30 1410169.0107.0225.0253.0 2950 366.0
e ....,. T A S oo e
mz--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119599.D

Aca On : 28 Mar 2020 6:27

Operator : CG/JU

Sample : L2029-03

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 10 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.94 5.19 ng 463294 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 2355 (15.939 min): BF119599.D (-2350) (-) m/z 57.00 100.00%
57.0
5000
99.1
15.60 15.80 16.00 16.20
155.2
ol by, J592 am2 210 m/z 71.05 53.48%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000

15.60 15.80 16.00 16.20
m/z 43.05  49.76%

99.0
o |Jjjﬂdmw1%onm2mom% 367.0
e B : I e e B e e LA
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
15.60 15.80 16.00 16.20
5000 m/z 85.10 40.21%
99.0
oL 270 L] pevo 183.0 2250 267.0 309.0 3650
— . T T T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0 15.60 15.80 16.00 16.20
m/z 55.05 18.51%
5000
99.0
o229 | ) J | 1410 1830 2250 26602960
et e e e e e R ELEREREEEEEEEE
m/z--> 50 100 150 200 250 300 350 15 60 15. 80 16.00 16.20

8270-BF031820.M Tue Mar 31 02:01:47 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119599.D

Aca On : 28 Mar 2020 6:27

Operator : CG/JU

Sample : L2029-03

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 11 Heneicosane, 11-(1-ethylpro... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.46 2.41 ng 214997 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 1ll1-(l-ethvilpropvl)- 366 C26H54 055282-11-6 86
2 Hentriacontane 437 C31H64 000630-04-6 86
3 Nonadecane 268 C19H40 000629-92-5 83
4 Octacosane 394 C28H58 000630-02-4 74
5 Heptacosane 380 C27H56 000593-49-7 68
Abundance Scan 2444 (16.462 min): BF119599.D (-2437) (-) m/z 57.05 100.00%
5%.0
5000
%0.1 16.20 16.40 16.60 16.80
141.1 191.0 : : :
o..~.,.J..*.1|,.".4..-,-.-...-,.... 8 M/zZ 43.00 53.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43.0
5000 LR SO BRI SUMLLN U
85.0 1620 16,40 16.60 16.80
m/z 71.00 48 .85%
oL L1 1270 1600 2250 2950 3370
m/z--> 50 100 1éo 200 250 360 350 400 '
Abundance #223851: Hentriacontane
57.0
16.20 16.40 16.60 16.80
5000 m/z 85.05 38.05%

99.0
Il | | ; 1410 183.0 2250 267.0 309.0 351.0 393.0 436.0

0.‘..,....,....,....,.... T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane
57.0 16.20 16.40 16.60 16.80
m/z 55.00 19.18%
5000
99.0
ol2Blol 14 i | 40 1830 2250 2980
m/z--> 50 100 150 200 250 300 350 400 16. 20 16. 40 16. 60 16. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032720\
Data File : BF119599.D

Acq On : 28 Mar 2020 6:27

Operator : CG/JU

Sample : L2029-03

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF031820_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]
2-Pentanone, 4-hy... 5.04 13.7 ng 1119410 1 6.83 1632070 20.0
Hexadecanoic acid... 12.77 3.3 ng 363671 5 14.00 2186130 20.0
Octadecanoic acid... 13.48 2.4 ng 267134 5 14.00 2186130 20.0
Sulfurous acid, o... 13.86 6.6 ng 718127 5 14.00 2186130 20.0
Heptacosane 14.17 2.8 ng 309370 5 14.00 2186130 20.0
Hentriacontane 14 .48 4.6 ng 501201 5 14.00 2186130 20.0
Nonadecane, 9-met... 14.79 6.3 ng 559760 6 15.46 1786590 20.0
Pentacosane 15.13 6.6 ng 592729 6 15.46 1786590 20.0
Hexacosane 15.94 5.2 ng 463294 6 15.46 1786590 20.0
Heneicosane, 11-(... 16.46 2.4 ng 214997 6 15.46 1786590 20.0
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