LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO081019\
Data File : BF116145.D

Aca On : 10 Aug 2019 12:42

Operator : HP/JU

Sample : K4152-36

Misc :

ALS Vial : 6 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-BF073019.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 2.146 3 10 27 rVB 1559152 2135462 55.36% 5.661%
2 5.469 571 575 599 rBY 2911024 3232004 83.78% 8.568%
3 6.481 742 747 765 rBVY 2953450 3746972 97.13% 9.934%
4 6.610 765 769 773 rBVY 3422699 3425210 88.79% 9.081%
5 6.834 804 807 818 rBVY 1089523 1037565 26.90% 2.751%
6 6.992 830 834 851 rBVY 2771279 2619302 67.90% 6.944%
7 7.398 899 903 923 rBY 2008736 2339432 60.64% 6.202%
8 8.116 1021 1025 1045 rBvV 1339302 1394020 36.14% 3.696%
9 9.192 1203 1208 1218 rBvY 3953159 3857691 100.00% 10.227%
10 9.586 1272 1275 1289 rBV 220497 252737 6.55% 0.670%

11 9.869 1319 1323 1338 rBV 1723335 1613888 41.84% 4._.279%
12 10.663 1454 1458 1474 rBV 1788413 1976845 51.24% 5.241%
13 11.357 1572 1576 1585 rBV 1493996 1536287 39.82% 4.073%
14 11.422 1585 1587 1596 rVB4 53018 72394 1.88% 0.192%
15 11.880 1661 1665 1675 rBV3 351846 574681 14.90% 1.524%

16 12.574 1780 1783 1793 rBV 121736 186307 4._.83% 0.494%
17 12.668 1795 1799 1808 rBV 712154 909302 23.57% 2.411%
18 12.804 1819 1822 1828 rVB 140600 186934 4._.85% 0.496%
19 12.939 1841 1845 1848 rBV 3280449 3094257 80.21% 8.203%
20 13.116 1873 1875 1880 rVB4 42414 47164 1.22% 0.125%

21 13.504 1939 1941 1944 rVB 51091 43776 1.13% 0.116%
22 13.857 1994 2001 2010 rBV5 123961 338605 8.78% 0.898%
23 14.004 2021 2026 2034 rBV 816768 995739 25.81% 2.640%
24 14.145 2048 2050 2053 rVB 64783 57592 1.49% 0.153%
25 14.451 2100 2102 2106 rVB 103157 89077 2.31% 0.236%

26 14.757 2151 2154 2157 rVB 123202 113571 2.94% 0.301%
27 14.827 2163 2166 2170 rVB 173611 169591 4._.40% 0.450%
28 15.086 2207 2210 2219 rVB2 172977 217242 5.63% 0.576%
29 15.468 2270 2275 2290 rVB 734837 1152335 29.87% 3.055%
30 15.886 2343 2346 2353 rVB 125106 165455 4._.29% 0.439%

31 16.380 2426 2430 2437 rBV2 80624 139048 3.60% 0.369%

Sum of corrected areas: 37720485
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\
Data File : BF116145.D

Aca On : 10 Aug 2019 12:42

Operator : HP/JU

Sample - K4152-36

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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: BF116145.D

3500000
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Abundance TIC: BF116145.D
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3000000
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1000000

500000
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Abundance TIC: BF116145.D

3500000
3000000
2500000
2000000
1500000

1000000 14.00 15.47

500000 13.86|| 1414 1445 14463 15.00
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R
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T
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\
Data File : BF116145.D

Aca On : 10 Aug 2019 12:42

Operator : HP/JU

Sample - K4152-36

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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.

2.15 41.16 ng 2135460 1,4-Dichlorobenzene-d4 6.84
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 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 11 (2.152 min): BF116145.D (-3) (-) m/z 73.00 100.00%
73
5000
43 - g7
37 | &7 2.20 2.30 2.40 2.50 2.60
Ot ot b e S e M7z 43.00  33.26%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 R RN R U UL U
43 O 2.20 2.30 2.40 2.50 2.60
87 m/z 87.00 26.13%
0 M\‘ 37\\\ 49 67 101
mz> 20 30 40 50 60 70 8 90 100 110 130 130
Abundance
73
87
2.20 2.30 2.40 2.50 2.60
5000 a1 55 m/z 55.00 23.10%
29
0 47 67 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy-
73 2.20 2.30 2.40 2.50 2.60
m/z 71.10 11.20%
5000
45
29
o 39 | 55 g7 101 [ §
m/z--> 20 3'0 40 50 60 7'0 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\
Data File : BF116145.D

Aca On : 10 Aug 2019 12:42

Operator : HP/JU

Sample - K4152-36

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 2 unknown6.61 Concentration Rank 1

R.T. EstConc Relative to ISTD

3425210 1,4-Dichlorobenzene-d4

MW  MolForm

1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10

2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 Xenon 132 Xe 007440-63-3 9

5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 769 (6.610 min): BF116145.D (-765) (-) m/z 132.00 100.00%
132
5000 68
20 54 % J 620 640 660 6.80 7.00
78 06 : : : : :
o g8 |ewr Y m/z 68.00 42.15%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- prop|ony|
57 132
74
116
5000 98 ||||||/|\|| | LI LI L
620 6.40 6.60 6.80 7.00
m/z 134.00 33.00%
SISSSSISIS SVSIVIRY S MY A -
m/z--> 20 40 100 120 140 160 180
Abundance
132
R S R s R
117 6.20 6.40 6.60 6.80 7.00
5000 m/z 65.95 28.33%
39 91
27 51 65 77 105
O T T T e e e T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethy!l- R EREma R m
132 6.20 6.40 6.60 6.80 7.00
117 m/z 69.05 17.25%
5000
39 51 65 77 3t
105 ‘ ‘
. i A W ol | Y N
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\
Data File : BF116145.D

Aca On : 10 Aug 2019 12:42

Operator : HP/JU

Sample - K4152-36

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.88 7.48 ng 574681 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 76
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 20
Abundance Scan 1665 (11.880 min): BF116145.D (-1661) (-) m/z 73.00 100.00%
43 60 1
5000 S
129
7
01115 143157171185199213227 256 11.60 11.80 12.00 12.20
0 m/z 43.00 81.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 LI BRI BUILN UL B
11. 60 11. 80 12. oo 12 20
m/z 60.00 79.54Y%
L M 143157171185199213
0||| ||||=||‘|H|
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 6073
11!60 11fso 12foo 12!20
5000 29 m/z 41.00 66.33%
129
87 115 171 214
o 101 143157 | 1859
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid A R B
3 60 73 11.60 11.80 12.00 12.20
m/z 57.00 63.19%
5000 129
29
199
‘ ‘ ‘ 143157 171 185 242
OI:II'ISII‘“III‘IHMI R R N RS R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\
Data File : BF116145.D

Aca On : 10 Aug 2019 12:42

Operator : HP/JU

Sample - K4152-36

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Benzene, 1,1"-(1,3-butadiyn... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.57 2.43 ng 186307 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fluoranthene 202 C16H10 000206-44-0 98
2 Pvrene 202 C16H10 000129-00-0 91
3 Benzene. 1.1"-(1.3-butadivne-1.4... 202 C16H10 000886-66-8 64
4 7H-Furol3.2-all11lbenzopvran-7-on... 202 C11H604 002009-24-7 47
5 I-Leucine, N-methyl-N-(2-methoxy... 499 C29H57NO5 1000328-55-2 40

Abundance Scan 1782 (12.568 min): BF116145.D (-1780) (-) m/z 201.95 100.00%

202

5000
101 12.20 12.40 12.60 12.80
123 150 174187 : : : :
0 m/z 200.00 21.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #62828: Fluoranthene
202
5000
12.20 12.40 12.60 12.80
101 m/z 101.00 17.70%

5 88 122135150  1741g7

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
202
12.20 12.40 12.60 12.80
5000 m/z 203.00 17.24%
101
o 39 6275 88 122135150 174187
T e e e e T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #62831: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis- R e e
202 12.20 12.40 12.60 12.80
m/z 201.00 16.57%
5000

75 88 101 150163176

27 51 126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\
Data File : BF116145.D

Aca On : 10 Aug 2019 12:42

Operator : HP/JU

Sample - K4152-36

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.67 11.84 ng 909302 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1799 (12.668 min): BF116145.D (-1795) (-) m/z 73.00 100.00%
43 B
57
5000 129
97 185 241
U5 ) 143157171 | 199513207 | 255 284 12.40 12.60 12.80 13.00
o} m/z 43.00 84 .36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
48 57 78
5000 129 I R E s e
nmnmnmnm
m/z 59.95 77.99%
143157171
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 AR SRR SRR SRR
57 12.40 12.60 12.80 13.00
5000 129 m/z 57.00 71.97%
29 87 185 228
101115 143157171 199,54
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72646: Tridecanoic acid B e
43 78 12.40 12.60 12.80 13.00
m/z 55.00 64.11%
57
5000 -
129 - 14
LT o™ | s Thaes
o,u.ﬂhww : .”w.“w.”w.”..“.J”...“..”..”,”“,”. I I o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 1300
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\
Data File : BF116145.D

Aca On : 10 Aug 2019 12:42

Operator : HP/JU

Sample - K4152-36

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 4,5-Dihydronaphtho(2,1-d)th... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.80 3.75 ng 186934 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene 202 C16H10 000129-00-0 90
2 Fluoranthene 202 C16H10 000206-44-0 76
3 4.5-Dihvdronaphtho(2.1-d)thiazol... 202 C11H10N2S 034176-49-3 58
4 1-Methvl-7.11-dithiaspirol5.51 u... 202 C10H18S2 107678-22-8 45
5 2,3-Dichlorobenzo[b]thiophene 202 C8H4CI2S 1000298-87-9 40

Abundance Scan 1821 (12.798 min): BF116145.D (-1819) (-) m/z 202.00 100.00%

202

5000

101 223
12.40 12.60 12.80 13.00 13.20

m/z 199.95 21.91%

o 119133 150165 186

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #62823: Pyrene

5000
12.40 12.60 12.80 13.00 13.20

m/z 100.95 20.29%

150 174

122

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
202
12.40 12.60 12.80 13.00 13.20
5000 m/z 201.00 17.95%

101

0 39 63 87 122 150 174
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #62423: 4,5-Dihydronaphtho(2,1-d)thiazol-2-amine
202 12.40 12.60 12.80 13.00 13.20
m/z 203.00 14_.91%

5000
115

27 45 63 84 101
R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\
Data File : BF116145.D

Aca On : 10 Aug 2019 12:42

Operator : HP/JU

Sample - K4152-36

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Cyclotetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.86 6.80 ng 338605 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 98
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 94
Abundance Scan 2002 (13.863 min): BF116145.D (-1994) (-) m/z 83.00 100.00%
5000
230 B
139 168 200 13.60 13.80 14.00 14.20
0 m/z 43.00 96 .33%
m/z--> 50 100 150 200 250 300 350
Abundance #58277: Cyclotetradecane
55
83
5000 LN UL SR UM IR
13.60 13.80 14.00 14.20
29 111 m/z 55.00 93.52%
196
ol \ h H L e e
m/z--> 50 150 200 250 300 350
Abundance
55 83
|13.60 13.80 14.00 14.20
5000 11 m/z 57.00 86.35%
29
0 139 167 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester R REEmEmEm e
57 13.60 13.80 14.00 14.20
83 m/z 69.00 86.11%
5000 111
Jll
oL T ]]80 gea182 210 o375 356
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\
Data File : BF116145.D

Aca On : 10 Aug 2019 12:42

Operator : HP/JU

Sample - K4152-36

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Squalene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.83 2.94 ng 169591 Perylene-d12 15.47
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 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 90
4 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 83
5 _psi.,.psi.-Carotene, 7,77,8,8",... 547 C40H66 000502-62-5 78
Abundance Scan 2166 (14.827 min): BF116145.D (-2163) (-) m/z 69.00 100.00%
69 W
5000
Tl 1400 12180 15,00 1520
149 : - : :
ol Al it A5 208 231 262 207 S "m/z 81.00 50.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
5000, 4t LRI B SULRUL UL U
14.60 14.80 15.00 15.20
o5 m/z 41.00 21.46%
137
o L I H 17 M‘161 191 217 273 299 341 367 410
rTrTTT rrrrrrTrTTT T TTTT T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
" 14.60 14.80 15.00 15,20
5000 m/z 68.00 12.33%
41
95 137
o 117 | 163 191 217 245 273 299 341 367 410
L I L L DL L DL UL L DL
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- LA L L BB L LR
69 14.60 14.80 15.00 15.20
a1 m/z 95.00 12.14%
95 123
L WP By
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\
Data File : BF116145.D

Aca On : 10 Aug 2019 12:42

Operator : HP/JU

Sample - K4152-36

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.09 3.77 ng 217242 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Hexacosane 366 C26H54 000630-01-3 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Docosane 310 C22H46 000629-97-0 86
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 2211 (15.092 min): BF116145.D (-2207) (-) m/z 57.00 100.00%
57
85
5000
127 14.80 15.00 15,20 15.40
155 183
oL , A 'l“’T D0 2929264 201 319 S| n/z 71.10  75.07%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 LRI UL B UL UL
85 1480 15.00 1520 15.40
29 m/z 43.00 61.39%
ol L || (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1éo 260 2éo 360 3éo '
Abundance
57
14.80 15.00 15,20 15.40
5000 85 m/z 85.10 59.60%
. 29 113 141 160 107 225 253 295 323 367
m/z--> 55 160 150 260 250 360 350 '
Abundance #141426: Heneicosane AR EEREE RS
57 14.80 15.00 15.20 15.40
m/z 55.00 22.29%
85
5000
29
oL L by Jli341?1‘169 197 225 253 296
m/z--> 55 100 1éo 260 2éo 360 3éo ' 14%0 1500 1520 1540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\
Data File : BF116145.D

Aca On : 10 Aug 2019 12:42

Operator : HP/JU

Sample - K4152-36

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.89 2.87 ng 165455 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Eicosane. 2-methvl- 296 C21H44 001560-84-5 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 2347 (15.892 min): BF116145.D (-2343) (-) m/z 57.00 100.00%
57
85
5000
L N SR SO B
141 169 210 15.60 15.80 16.00 16.20
0,....|,I lllli iy at208288 L “m/z 71.00 81.98%
m/z--> 0 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 L B BN BULILN U
15. 60 15. 80 16. 00 16 20
m/z 43.00 63.25%
29 113
0 \‘ J ‘ “\ h h‘ u‘ \ ﬂ.l \169 197 225 253 296
m/z--> 6 55 100 1%0 260 2éo 360 3%0 '
Abundance
57
15,60 15.80 16.00 16.20
5000 85 m/z 85.00 61.19%
0 29 113 141 169 197 225 267 295 365 393
m/z--> 6 55 160 1%0 260 2éo 360 3%0 '
Abundance #141430: Eicosane, 2-methyl- A BEaEEREE LS
57 15.60 15.80 16.00 16.20
m/z 99.00 21.13%
5000 85
29 253
Lz LU e e 107 o5 * e
m/z--> c') 5'0 1(')0 150 2(')0 250 3(')0 3%0 ' 15. 60 15. 80 16. 00 16 20

8270-BF073019.M Fri Aug 16 05:31:14 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\
Data File : BF116145.D

Aca On : 10 Aug 2019 12:42

Operator : HP/JU

Sample - K4152-36

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 12 Tetradecane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
16.38 2.41 ng 139048 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Docosane 310 C22H46 000629-97-0 87

Abundance Scan 2430 (16.380 min): BF116145.D (-2426) (-) m/z 57.00 100.00%
57
5000 \yﬁf\\~av~\*’/\NWWM-hwva~
NN BN SUNRE
141 162183 245 266 16.00 16.20 16.40 16.60
I | ezl 20 m/z 71.00 81.01%
m/z--> 50 100 150 200 250 300 350
Abundance #59879: Tetradecane
57
5000 85 NN BN SUNRE I
16.00 16.20 16.40 16.60
29 m/z 43.00 54 _.10%
e L
m/z--> 50 100 150 200 250 300 350
Abundance
57
16.00 16,20 16.40 16.60
5000 85 m/z 85.00 51.87%
. 29 13 141 169 197 205 253 205 323 367
m/z--> 55 160 1éo 260 2%0 360 3%0
Abundance #141426: Heneicosane | BLELELELE BN B LR I
57 16.00 16.20 16.40 16.60
m/z 55.00 24 .30%
1 M
5000
29 113
oL Tl 77,2 169 197 225 253 296
m/z--> 50 1(')0 1&'30 2(')0 25'30 3(')0 3&1;0 16.IOO 16.|20 16.|40 16.I60 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081019\
Data File : BF116145.D

Acq On : 10 Aug 2019 12:42

Operator : HP/JU

Sample - K4152-36

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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... 2.15 41.2 ng 2135460 1 6.84 1037570 20.0
unknown6.61 6.61 66.0 ng 3425210 1 6.84 1037570 20.0
n-Hexadecanoic acid 11.88 7.5 ng 574681 4 11.36 1536290 20.0
Benzene, 1,1°-(1,... 12.57 2.4 ng 186307 4 11.36 1536290 20.0
Octadecanoic acid 12.67 11.8 ng 909302 4 11.36 1536290 20.0
4,5-Dihydronaphth... 12.80 3.8 ng 186934 5 14.00 995739 20.0
Cyclotetradecane 13.86 6.8 ng 338605 5 14.00 995739 20.0
Squalene 14.83 2.9 ng 169591 6 15.47 1152340 20.0
Octacosane 15.09 3.8 ng 217242 6 15.47 1152340 20.0
Heneicosane 15.89 2.9 ng 165455 6 15.47 1152340 20.0
Tetradecane 16.38 2.4 ng 139048 6 15.47 1152340 20.0
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