LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108467.D

Aca On : 24 Aug 2018 17:06

Operator : JU/SJ

Sample : J4581-02

Misc :

ALS Vial : 8 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-BF080818 .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 2.372 3 6 20 rvB 866391 1127417 32.84% 3.047%
2 5.248 492 495 504 rvB 119860 160572 4.68% 0.434%
3 5.631 555 560 563 rBY 3030742 2877445 83.82% 7.776%
4 6.625 723 729 741 rVB 3010443 3196159 93.10% 8.637%
5 6.772 749 754 757 rBVY 3338290 3103815 90.41% 8.387%
6 7.001 789 793 796 rBVY 1000973 870900 25.37% 2.353%
7 7.154 815 819 823 rBVY 2421122 2215936 64.55% 5.988%
8 7.560 883 888 891 rBVY 1975578 2045911 59.60% 5.529%
9 8.283 1006 1011 1014 rBV 1335175 1147012 33.41% 3.100%
10 9.354 1188 1193 1197 rBV 3396843 3432867 100.00% 9.277%

11 9.748 1255 1260 1263 rBV 1001744 804579 23.44% 2.174%
12 10.042 1305 1310 1314 rBV 1345700 1368495 39.86% 3.698%
13 10.842 1440 1446 1457 rBV 2381912 2552525 74.36% 6.898%
14 11.542 1560 1565 1567 rBV 1621341 1434224 41.78% 3.876%
15 11.566 1567 1569 1572 rVB 352487 282452 8.23% 0.763%

16 11.613 1572 1577 1581 rBV 69443 74032 2.16% 0.200%
17 11.871 1618 1621 1626 rBV 30468 37160 1.08% 0.100%
18 12.042 1646 1650 1653 rBV 348301 355533 10.36% 0.961%
19 12.071 1653 1655 1660 rvB2 105909 108662 3.17% 0.294%

20 12.154 1666 1669 1672 rBV2 80005 97783 2.85% 0.264%
21 12.336 1696 1700 1703 rBV 47526 42877 1.25% 0.116%
22 12.595 1741 1744 1747 rBV2 50212 64620 1.88% 0.175%
23 12.683 1756 1759 1761 rBV2 35574 37910 1.10% 0.102%
24 12.760 1768 1772 1776 rBV 536361 464374 13.53% 1.255%
25 12.830 1780 1784 1786 rBV3 46054 52936 1.54% 0.143%

26 12.995 1805 1812 1817 rBV 434822 544571 15.86% 1.472%
27 13.130 1830 1835 1838 rBV 3694888 3406576 99.23% 9.206%

28 13.207 1844 1848 1852 rBV3 33881 57478 1.67% 0.155%
29 13.318 1865 1867 1873 rVB2 60684 82007 2.39% 0.222%
30 13.424 1881 1885 1888 rBV2 47450 49304 1.44% 0.133%
31 13.589 1909 1913 1917 rVB5 27452 37162 1.08% 0.100%
32 13.677 1924 1928 1930 rBV2 68612 71473 2.08% 0.193%
33 13.830 1951 1954 1958 rVB 46835 50150 1.46% 0.136%
34 13.942 1968 1973 1975 rBV2 39078 49447 1.44% 0.134%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108467.D

Aca On : 24 Aug 2018 17:06

Operator : JU/SJ

Sample : J4581-02

Misc :

ALS Vial : 8 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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.007 1980 1984 1987 rBV2 102613 102690 2.99% 0.277%

36 14.195 2011 2016 2019 rBV2 1186321 1245699 36.29% 3.366%
37 14.218 2019 2020 2028 rVB 201988 149235 4 _.35% 0.403%
38 14.324 2035 2038 2040 rVB 89383 77738 2.26% 0.210%
39 14.630 2087 2090 2094 rVB 120611 108189 3.15% 0.292%
40 14.954 2140 2145 2149 rVvB2 172081 239595 6.98% 0.647%

41 15.036 2156 2159 2163 rVB 297053 314145 9.15% 0.849%
42 15.283 2196 2201 2204 rBVY 116859 192810 5.62% 0.521%
43 15.318 2204 2207 2212 rVB2 187775 232109 6.76% 0.627%
44 15.612 2253 2257 2264 rVB 74875 119614 3.48% 0.323%
45 15.677 2264 2268 2272 rBVY 98494 137912 4.02% 0.373%

46 15.754 2272 2281 2293 rVB2 617974 1125900 32.80% 3.043%
47 16.201 2352 2357 2365 rVB 174586 278386 8.11% 0.752%
48 16.753 2446 2451 2463 rVB2 97221 214783 6.26% 0.580%
49 17.353 2548 2553 2558 rBV2 45196 100076 2.92% 0.270%
50 17.853 2633 2638 2644 rVB 30780 62389 1.82% 0.169%

Sum of corrected areas: 37005634
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082418\

Data File : BF108467.D

Aca On : 24 Aug 2018 17:06

Operator : JU/SJ

a?ggle ; J4581-02 EPLO3A2
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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: BF108467.D

3500000 6.77

5.63
3000000 6.62

2500000 7.15

2000000 7.56

1500000
1000000}.37 7.00

500000

L 5L JU@ LJ

T ——— T T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF108467.D

3500000 9.35
3000000
2500000 10.84

2000000
11.54
1500000 8.28 10.04

1000000

12.76
500000 .57 12.04 12.99

o) A | S JL L ."le 11.871&‘271\‘12.34 1215962.83 )| [13.2382

T T T T ™
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF108467.D

3500000
3000000
2500000
2000000
1500000

14.19

1000000
15.75

04
. 14.63 14:!.5 16.20
££32 : K 1]53@2- 19% % 1675 17.35 17.85

T T T I I N
14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00

500000

O———
Time--> 13.50

T
18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082418\

Data File : BF108467.D

Aca On : 24 Aug 2018 17:06

Operator : JU/SJ

a?ggle ; J4581-02 EPLO3A2
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.37 25.89 ng 1127420 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 32

Abundance Scan 6 (2.372 min): BF108467.D (-3) (-) m/z 73.10 100.00%
741
5000 43.1
55.1 87.1
| 2.40 250 2.60 2.70 2.80
o) 1 PR O Y E T {0 BV W £
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 A AR A AR S
43.0 2.40 2.50 2.60 2.70 2.80
" 550 87.0 m/z 55.10 31.34%
29.0
0 L MA
RIS I L UL LR IR IR LI SIS IR LS BERAN BARAN SRRAN SRR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 U LA U AR R
2.40 2.50 2.60 2.70 2.80
5000 41.0 55.0 m/z 87.10 28 .55Y%
29.0
o 1, | “ Al “‘ 99.0 112.0 129.0
m/z--> 0 10 20 §0 40 §0 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl- s R
73.0 2.40 2.50 2.60 2.70 2.80
m/z 41.10 14 _.45%
5000 /\
43.0
oL 20 150 280 I 500 | 880
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 240 250 2.60 2.70 2.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082418\

Data File : BF108467.D

Aca On : 24 Aug 2018 17:06

Operator : JU/SJ

a?ggle ; J4581-02 EPLO3A2
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

5.25 3.69 ng 160572 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 495 (5.248 min): BF108467.D (-492) (-) m/z 43.10 100.00%
431
5000 590
101.1
| 83.1 | 5.00 5.20 5.40 5.60
L 11 o 1Y m/z 59.05 50.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LRI UL UL I
59.0 500 520 540 5.60
m/z 101.10 18.39%
3L0 | 830 o3,01010
O R s B L B e B e e e R
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
" 500 520 540 5.60
5000 m/z 58.10 13.46%
101.0
o 180 30 | %89 g0 g0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4425: Butane, 1-ethoxy- R e o e RRN
59.0 5.00 5.20 5.40 5.60
31.0 m/z 41.05 8.01%
5000 41.0
73.0
oL 120 | L 51.0“ | 87.0 1020
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082418\

Data File : BF108467.D

Aca On : 24 Aug 2018 17:06

Operator : JU/SJ

a?ggle ; J4581-02 EPLO3A2
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 unknown6.77 Concentration Rank 1

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

6.77 71.28 ng 3103820 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
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 754 (6.772 min): BF108467.D (-749) (-) m/z 132.00 100.00%
13%.0
5000 68.1
96.1 T T T T T
40.0 541 J 6.40 6.60 6.80 7.00 7.20
ol 4820 | st m/z 68.10 46.55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 T
6.40 6.60 6.80 7.00 7.20
33.0 105.0 m/z 134.00 33.00%
51.0 70.0 86.0
01 T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 6.40 6.60 6.80 7.00 7.20
5000 980 1160 m/z 66.10 30.32%
0 |||||||||‘|‘|‘|‘|||‘M|||“|||H“||‘|“|||‘H||||:|I-5|8|.0|||||]|-8|9.|0|
m/z--> 20 40 100 120 140 160 180
Abundance #14511. (5 MethyI-2-pyridyl)acetonitrile A e
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 18.85%
5000
39.0 65.0 e ‘
0 |'"'H'““'fj"”u""%qqq'l" M Y S S AR SR A SRR
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082418\

Data File : BF108467.D

Aca On : 24 Aug 2018 17:06

Operator : JU/SJ

a?ggle ; J4581-02 EPLO3A2
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 5 Phenanthrene, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.04 4.96 ng 355533 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 92
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 92
3 Anthracene. 1l-methvl- 192 C15H12 000610-48-0 92
4 Phenanthrene. l-methvl- 192 C15H12 000832-69-9 92
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 78

Abundance Scan 1650 (12.042 min): BF108467.D (-1646) (-) m/z 43.10 100.00%

43.1 .0

5000
| 11.80 12.00 12.20 12.40
Obrrrrrerr e m/z 72.95 92.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54750: Phenanthrene, 2-methyl-
192.0
5000 LA B L L L L L

11,80 12.00 12.20 12.40
m/z 60.00 88.90%

.0
o 39.0 63.0 115.0 139.0
A T TTTT TTTT I TT 1T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54735: Anthracene, 2-methyl-
192.0
P T T e T
11.80 12.00 12.20 12.40
5000 m/z 57.10 82.87%
165.0
o150 300 630 830 1150 139.0
A IIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54739: Anthracene, 1-methyl- R e o e
192.0 11.80 12.00 12.20 12.40
m/z 192.10 81.78%
5000
165.0
o 410 630 96.0 1150 139.0
A IIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 80 12. 00 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082418\

Data File : BF108467.D

Aca On : 24 Aug 2018 17:06

Operator : JU/SJ

a?ggle ; J4581-02 EPLO3A2
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Hexadecane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .95 3.85 ng 239595 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 90
2 Hentriacontane 437 C31H64 000630-04-6 81
3 Heptacosane 380 C27H56 000593-49-7 81
4 Hexacosane 366 C26H54 000630-01-3 81
5 Octacosane 394 C28H58 000630-02-4 81
Abundance Scan 2144 (14.948 min): BF108467.D (-2140) (-) m/z 57.10 100.00%
57.
5000
10 0160 2451 s0ss 14160 14,80 1500 1520
ob—— ' : m/z 43.05 87 .59%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #94352: Hexadecane, 2-methyl-
57.0
5000 AR SR LI B B
14.60 14.80 15.00 15.20
990 197.0 m/z 59.00 70.70%
Jzo [LL{ ]340 | 2a00
m/z--> 0 50 100 150 200 250 300 350 400 '
Abundance #223852: Hentriacontane
57.0
14.60 14.80 15.00 15.20
5000 m/z 55.10 60.29%
99.0
. LU 2410 1890 2250 2670 3080 ss0ase
m/z--> 0 50 100 150 200 250 300 350 400 '
Abundance #202661: Heptacosane L B o
57.0 14.60 14.80 15.00 15.20
m/z 71.10 55.53%
5000
99.0
o150 | L4t 141.0 183.0 225.0 267.0 309.0  380.0
m/z--> 0 50 1(')0 150 2(')0 250 300 350 400 ' 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082418\

Data File : BF108467.D

Aca On : 24 Aug 2018 17:06

Operator : JU/SJ

a?ggle ; J4581-02 EPLO3A2
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Squalene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.04 5.58 ng 314145 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 3.7.11-Tridecatrienenitrile. 4.8... 231 C16H25N 006006-01-5 72
4 2.6-Octadiene. 2.6-dimethvl- 138 C10H18 002792-39-4 53
5 1,5-Heptadiene, 2,6-dimethyl- 124 C9H16 006709-39-3 52
Abundance Scan 2160 (15.042 min): BF108467.D (-2156) (-) m/z 69.10 100.00%
69.1
5000 /
A A
07. 137 1 14.80 15.00 15.20 15.40
oL, ?9}0,".1 Vho Aoy 28OL 2812 2783 8413 7z 81.05 50.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 L SR BN SO RO
14,80 15.00 15.20 15.40
m/z 41.05 26.56%
oL L] }07 0137? 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
' 14.80 15.00 15.20 15.40
5000 m/z 95.10 12.40%
ol28. o’ L }07 191.0 231.0 273.0 341.0 410.0 WN}\W
m/z--> éo 100 150 200 250 300 350 400
Abundance #86903: 3,7,11-Tridecatrienenitrile, 4,8,12-trimethyl- EEEE BRI
69.0 14.80 15.00 15.20 15.40
m/z 68.10 11.14%
5000
136.0
0 27\\\9 IL. J JHOS Oh h 175.0 23':"0
m/z--> 50 100 150 200 250 300 350 400 14,80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082418\

Data File : BF108467.D

Aca On : 24 Aug 2018 17:06

Operator : JU/SJ

a?ggle ; J4581-02 EPLO3A2
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 9 Tetratetracontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.20 4.95 ng 278386 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Eicosane 282 C20H42 000112-95-8 87
5 Docosane 310 C22H46 000629-97-0 87

Abundance Scan 2357 (16.201 min): BF108467.D (-2352) (-) m/z 57.05 100.00%

5000

:

13.1 15.80 16.00 16.20 16.40 16.60
169.1 239.2
m/z 43.10 62.59%

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane

3

5000

15.80 16.00 16.20 16.40 16.60
m/z 71.05 57.28%

o 169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #175557: Tetracosane
57.0

E

15.80 16.00 16.20 16.40 16.60
5000 m/z 85.10 42 _91%

1130 160.0 225.0 281.0 338.0

s

Ol e S P e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane T T e T
57.0 15.80 16.00 16.20 16.40 16.60
m/z 55.05 20.81%
h ML/\M
ol 13 O 169.0 225, o 281. o 365 0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15. 80 16. OO 16 20 16. 40 16. 60
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082418\

BF108467.D

24 Aug 2018 17:06

JussJ

J4581-02 EEo
8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.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 10 2-methyloctacosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
16.75 3.82 ng 214783 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 87
2 Octacosane 394 C28H58 000630-02-4 83
3 5-Ethvl-5-methvInonadecane 310 C22H46 1000360-42-7 80
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 74
5 Heptadecane 240 C17H36 000629-78-7 72

Abundance Scan 2450 (16.748 min): BF108467.D (-2446) (-) m/z 57.10 100.00%
51.1
99.0 16.40 16.60 16.80 17.00
155.1 197 2 280.1 . . . .
ol ALy A | m/z 71.10 60.93%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000 A A U UL B
16,40 16.60 16.80 17.00
99.0 m/z 43.10 60.52%
o 280 | | | ﬂ,] 1410 1830 2250 267.0 309.0  365.0304.0
m/z--> 50 100 1%0 " 200 250 300 350
Abundance #209566: Octacosane
57.0
16.40 16.60 16.80 17.00
5000 m/z 85.10 46.95%
99.0
o 27,0 ] Ly 1410 183.0 2250  281.0  337.0 394.0
m/z--> 50 100 150 200 250 300 350
Abundance #153231: 5-Ethyl-5-methylnonadecane B L B A M
57.0 16.40 16.60 16.80 17.00
m/z 55.10 27 .09%
5000
113.0
. |1 ‘ 550 2110 2500210
m/z--> 50 100 150 260 250 300 350 ' 16,40 16.60 16.80 17.00

8270-BF080818.

M Mon Aug 27 13:13:11 2018
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082418\

Data File : BF108467.D

Acq On : 24 Aug 2018 17:06

Operator : JU/SJ

a?ggle ; J4581-02 EPLO3A2
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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]
Butane, 2-methoxy... 2.37 25.9 ng 1127420 1 7.00 870900 20.0
2-Pentanone, 4-hy... 5.25 3.7 ng 160572 1 7.00 870900 20.0
unknown6.77 6.77 71.3 ng 3103820 1 7.00 870900 20.0
Phenanthrene, 2-m... 12.04 5.0 ng 355533 4 11.54 1434220 20.0
Hexadecane, 2-met... 14.95 3.9 ng 239595 5 14.19 1245700 20.0
Squalene 15.04 5.6 ng 314145 6 15.75 1125900 20.0
Tetratetracontane 16.20 5.0 ng 278386 6 15.75 1125900 20.0
2-methyloctacosane 16.75 3.8 ng 214783 6 15.75 1125900 20.0
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