LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF051820\
Data File : BF120356.D

Aca On : 18 May 2020 21:49

Operator : MA/SJ

Sample : L2500-01

Misc :

ALS Vial : 19 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-BF051420.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 5.210 527 531 550 rBY 6178760 7315799 99.87% 11.986%
2 5.881 642 645 655 rBV3 37603 104765 1.43% 0.172%
3 6.263 705 710 732 rBVY 5554469 7325175 100.00% 12.001%
4 6.598 764 767 778 rBVY 1338173 1606692 21.93% 2.632%
5 6.757 789 794 810 rBVY 5282949 5633728 76.91% 9.230%
6 7.175 860 865 877 rBY 4287614 4632582 63.24% 7 .590%
7 7.887 982 986 997 rBVY 2191353 2187873 29.87% 3.585%
8 8.969 1164 1170 1173 rBV 7240862 6925819 94.55% 11.347%
9 9.051 1182 1184 1188 rBV2 81439 81306 1.11% 0.133%
10 9.092 1188 1191 1194 rVB 280847 236234 3.22% 0.387%

11 9.363 1234 1237 1241 rBV 997633 882946 12.05% 1.447%
12 9.581 1271 1274 1278 rBV 202414 182645 2.49% 0.299%
13 9.639 1278 1284 1293 rVV 2123631 1978795 27.01% 3.242%
14 9.822 1309 1315 1317 rBV3 70224 119954 1.64% 0.197%
15 10.081 1356 1359 1364 rVB 320216 282943 3.86% 0.464%

16 10.304 1393 1397 1399 rBvV 169028 179800 2.45% 0.295%
17 10.433 1414 1419 1431 rBV 3387641 3521738 48.08% 5.770%
18 10.557 1437 1440 1448 rBV 489930 630108 8.60% 1.032%
19 10.757 1470 1474 1476 rBV3 53286 90729 1.24% 0.149%
20 11.004 1513 1516 1518 rBV 503307 407296 5.56% 0.667%

21 11.033 1518 1521 1525 rVB 228093 229119 3.13% 0.375%
22 11.122 1532 1536 1539 rBV 1693624 1562500 21.33% 2.560%
23 11.428 1585 1588 1593 rBV 479560 380161 5.19% 0.623%
24 11.669 1625 1629 1636 rBV2 584288 679458 9.28% 1.113%
25 11.833 1654 1657 1660 rBV 440249 346096 4.72% 0.567%

26 12.222 1718 1723 1727 rBV2 390153 550047 7.51% 0.901%
27 12.333 1738 1742 1744 rBV 210166 219296 2.99% 0.359%
28 12.375 1744 1749 1750 rBV3 53887 79376 1.08% 0.130%
29 12.451 1759 1762 1767 rBV 343141 381971 5.21% 0.626%
30 12.557 1775 1780 1783 rBV 197067 266781 3.64% 0.437%

31 12.592 1783 1786 1789 rVB 284121 250779 3.42% 0.411%
32 12.710 1802 1806 1815 rVB 4906959 5347541 73.00% 8.761%
33 12.951 1844 1847 1851 rVB2 306541 299408 4._.09% 0.491%
34 13.292 1902 1905 1908 rBV 283065 284968 3.89% 0.467%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF051820\
Data File : BF120356.D

Aca On : 18 May 2020 21:49

Operator : MA/SJ

Sample : L2500-01

Misc :

ALS Vial : 19 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-BF051420.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.616 1957 1960 1968 rVB2 632733 823447 11.24% 1.349%

36 13.757 1980 1984 1990 rBV 1473987 1593776 21.76% 2.611%
37 13.933 2012 2014 2019 rVB 360268 340584 4._.65% 0.558%
38 14.239 2063 2066 2070 rBV 436265 512847 7.00% 0.840%
39 14.533 2114 2116 2120 rVB 437585 400123 5.46% 0.656%
40 14.839 2165 2168 2171 rVB 506469 505300 6.90% 0.828%

41 15.151 2217 2221 2224 rBVY 908315 1277753 17.44% 2.093%
42 15.563 2289 2291 2295 rVB 331786 378265 5.16% 0.620%

Sum of corrected areas: 61036523
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120356.D

Aca On : 18 May 2020 21:49

Operator : MA/SJ

Sample : L2500-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000
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Time-->
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3000000

2000000

1000000

0
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12.71

Time-->

T
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11.00

9.50

12.00
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13.00
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7000000

6000000

5000000
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0

13.62|| 13.093 14.24

TIC: BF120356.D

15.15

13.76

14.53 14.84

Time-->

1
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14.00 14.50
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15.50 16.00

I
17.50

T
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120356.D

Aca On : 18 May 2020 21:49

Operator : MA/SJ

Sample : L2500-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 19

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

9.09 2.39 ng 236234 Acenaphthene-d10 9.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 80
2 Pvridine. 2-butvl-. 1-oxide 151 C9H13NO 031396-32-4 36
3 N-Cvclopropvl-p-fluorobenzvlamine 165 C10H12FN 1000250-88-9 35
4 Cvclohexanol. 3.3.5-trimethvl- 142 C9H180 000116-02-9 35
5 Cyclopentanol, 1-(methylenecyclo... 138 C9H140 086951-58-8 25

Abundance Scan 1191 (9.092 min): BF120356.D (-1188) (-) m/z 43.00 100.00%
43
109
5000 151
_V_l_l—|_l_l_|_|—|_|_l_l_|—rl_|_l_l—|_l_l_|_"
| 57 69 8|5 5 123 137 169 8.80 9.00 9.20 9.40
bl kB8 S I m/z 109.05  66.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000
8.80 9.00 9.20 9.40
57 69 g5 m/z 151.10 43.50%
169
,;;3',%?,.] el ,.|,|., ,..||.,|,.,|?7|,|,.u..,1|2:3, oL 92 on
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109
8.80 9.00 9.20 9.40
5000 151 m/z 41.00 17 .94%
93 122
32 79 134
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #34294: N-Cyclopropy!l-p-fluorobenzylamine R e R M
109 8.80 9.00 9.20 9.40
m/z 85.00 13.32%
5000
83
43
57 95 124
...,....JMJLJ\kzgu;.m.k,.l..,ﬂ.%ﬁﬁ.{§?.ﬂ§?..,....,....,
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120356.D

Aca On : 18 May 2020 21:49

Operator : MA/SJ

Sample : L2500-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 Hexadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

10.08 2.86 ng 282943 Acenaphthene-d10 9.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Octadecane 254 C18H38 000593-45-3 78
3 Dodecane. 3-methvl- 184 C13H28 017312-57-1 72
4 Decane. 2.4-dimethvl- 170 C12H26 002801-84-5 72
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 72

Abundance Scan 1359 (10.081 min): BF120356.D (-1356) (-) m/z 57.00 100.00%

57
5000

9.80 10.00 10.20 10.40
113
141 168183 226 301 m/z 43.00 60.36%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83028: Hexadecane
57
5000 85 IIIIIIIIIIIIIIIIIII
980 10. OO 10. 20 10 40
m/z 71.05 48.76%
29 1 113 ;1 169 197 226
A R o L L e B S R S mama s b RAA.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R Rl RAREEE R SRR R
9.80 10.00 10.20 10.40
5000 85 m/z 85.05 31.48%
41
" 113 141 169 197 o995 254
ﬂmﬁwﬁmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48848: Dodecane, 3-methyl- R e AR RSG aaa
57 9.80 10.00 10.20 10.40
m/z 41.00 27 .94%
5000
4 85
155
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 980 10. OO 10. 20 10 40

8270-BF051420.M Tue May 19 06:51:03 2020 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120356.D

Aca On : 18 May 2020 21:49

Operator : MA/SJ

Sample : L2500-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 Bacchotricuneatin c Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.56 8.07 ng 630108 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 98
2 Tridecane 184 C13H28 000629-50-5 91
3 Eicosane 282 C20H42 000112-95-8 90
4 Tetradecane 198 C14H30 000629-59-4 87
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 1441 (10.563 min): BF120356.D (-1437) (-) m/z 57.00 100.00%
57
5000
85
113 10.20 10.40 10.60 10.80
ob S A 4 L 140160 183 215 240 301 33 | L2oTo0 00 6g.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #178298: Bacchotricuneatin ¢

m 112

95

5000

10.20 10.40 10.60 10.80
m/z 43.10 48.29%

173191 216 245
SEEEE—
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance
57
RS BA R AR B R
10.20 10.40 10.60 10.80
5000 m/z 85.05 30.18%
41
85
113 141 184
mﬁmmwwmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 VL
Abundance #129492: Eicosane B i B R R

57 10.20 10.40 10.60 10.80
m/z 41.10 21.19%

5000

4 85

IIIIIIIIIIIIIIIIJIIIIIIIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII T TTTT TTr T TTTT IIIIII

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10 20 10. 40 10. 60 10.80

‘ h‘\ (118 141 169 197 205 253 282
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120356.D

Aca On : 18 May 2020 21:49

Operator : MA/SJ

Sample : L2500-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 Heptadecane, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.00 5.21 ng 407296 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 86
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 78
4 Undecane. 3.5-dimethvl- 184 C13H28 017312-81-1 74
5 Tetracosane 338 C24H50 000646-31-1 72
Abundance Scan 1515 (10.998 min): BF120356.D (-1513) (-) m/z 57.05 100.00%
g7
5000
85
41 S WA A
113 10.60 10.80 11.00 11.20 11.40
0 ,....,| e WL 160177192200 233 302 Thnzz 43.00  61.32%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83024: Hexadecane
g7
5000 41 LU UL IR B
i 85 10,60 10.80 11.00 11.20 11.40
m/z 71.05 49_.12%
2 I 113 141 169 226
mz-> 20 Jo 60 85 160 150 140 160 180 200 220 240 260 280 300
Abundance
43
10,60 10.80 11.00 11.20 11.40
5000 m/z 85.05 34.57%
71

99 127 155 183 211 239784
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #152416: Tridecane, 1-iodo- e e
57 10.60 10.80 11.00 11.20 11.40
m/z 41.00 25.84%
5000 85
4
113 183
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 60 10 80 11. OO 11. 20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120356.D

Aca On : 18 May 2020 21:49

Operator : MA/SJ

Sample : L2500-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 Decane, 3,8-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.03 2.93 ng 229119 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 90
2 Tetradecane 198 C14H30 000629-59-4 86
3 Eicosane 282 C20H42 000112-95-8 86
4 Octacosane 394 C28H58 000630-02-4 86
5 Heptadecane 240 C17H36 000629-78-7 78

Abundance Scan 1520 (11.028 min): BF120356.D (-1518) (-) m/z 57.00 100.00%

g7

5000

T
-

10.80 11.00 11.20 11.40
m/z 71.05 61.22%

141 159 183 200215230 246

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #38349: Decane, 3,8-dimethyl-
85
5000 LINLINLINLEN LI LI L L L LN L LI
10 80 11. OO 11. 20 11. 40
4 m/z 43.00 36.50%
113 1,
170
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R R R R SRR e e S R
10.80 11.00 11.20 11.40
5000 41 85 m/z 85.10 33.03%
26 113 141 19 198
W‘wﬁmﬁwwmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129492: Eicosane A L s ma e
5[7 10.80 11.00 11.20 11.40

m/z 55.05 19.25%

5000

|
L

h Loy M3 141 169 197211 239 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 80 11. OO 11. 20 11. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120356.D

Aca On : 18 May 2020 21:49

Operator : MA/SJ

Sample : L2500-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 Tridecane, 6-propyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.43 4.87 ng 380161 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Tridecane. 6-propvl- 226 C16H34 055045-10-8 74
3 Pentadecane 212 C15H32 000629-62-9 72
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 64
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 64
Abundance Scan 1588 (11.428 min): BF120356.D (-1585) (-) m/z 57.00 100.00%
57
M
85
4 L B B
113 11. 20 11. 40 11.60 11.80
bbb 2, 41 169 197 215230246 268 304 43700 56 530
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83025: Hexadecane
57
..J W
5000 LR S B I U
g5 nmnmnmnm
4 m/z 71.00 48.22%
24 ,| gl 13 1e tsues 226
m/z--> ﬁo Jo éo 85 160 150 150 160 180 200 220 240 260 2éo 360
Abundance
43
71 R BN DU B B
11.20 11.40 11.60 11.80
5000 m/z 85.10 34.17%

99 126 154 183
198 226
ﬂmmmwmwmﬂm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71393: Pentadecane Sl A e ma s B
57 11.20 11.40 11.60 11.80
m/z 41.00 20.15%

5000
4

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.20 11. 40 11. 60 11. 80

‘ Il (118 1 169184 212
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120356.D

Aca On : 18 May 2020 21:49

Operator : MA/SJ

Sample : L2500-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.67 8.70 ng 679458 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 Octadecanoic acid 284 C18H3602 000057-11-4 64
5 Pentadecanoic acid 242 C15H3002 001002-84-2 59
Abundance Scan 1629 (11.669 min): BF120356.D (-1625) (-) m/z 60.00 100.00%
43
5000 129
83 01 157 185 213 ...|.||||T/|||||||||llll
256 11.40 11.60 11.80 12.00
0 239 | 274 301318 m/z 73.00 93.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid
43
5000 129 L R fTJ---u U
11.40 11.60 11.80 12.00
157 1g5 213 256 m/z 57.00 85.28%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance
73 mmuud

I A
43 11.40 11.60 11.80 12.00
5000 129 m/z 43.05 83.89%
185 228
27 97
113 149166 o1y
WWWWTWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 NNW\J
Abundance #72643: Tridecanoic acid I ma B BAREEma
43 73 11.40 11.60 11.80 12.00
m/z 55.00 67.84%
5000 129

I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120356.D

Aca On : 18 May 2020 21:49

Operator : MA/SJ

Sample : L2500-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

11.83 4.43 ng 346096 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Eilcosane 282 C20H42 000112-95-8 80
3 3.5-Dimethvldodecane 198 C14H30 107770-99-0 78
4 Docosane 310 C22H46 000629-97-0 72
5 Tetracosane 338 C24H50 000646-31-1 72

Abundance Scan 1656 (11.828 min): BF120356.D (-1654) (-) m/z 57.00 100.00%

57
5000

11.60 11.80 12.00 12.20

300

113 136 154172 197 221

248263

(o} m/z 43.05 60.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83025: Hexadecane
5|7
5000 LA L L L L I
85 11. 60 11. 80 12. 00 12 20
4 m/z 71.05 45.32%
24 ,| | | | 113 141 169184 226
et e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
e R B S
11.60 11.80 12.00 12.20
5000 m/z 85.05 36.02%
41 85
2 113 141 169 197 225 253 282
Wmmwwwwwmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59888: 3,5-Dimethyldodecane B o B e
57 11.60 11.80 12.00 12.20
m/z 41.00 25.49%
5000
4 85
15 ‘L I 1p0 126141 169 98
R A R e A R ma i e e R LA s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. 60 11. 80 12. 00 12 20

8270-BF051420.M Tue May 19 06:51:06 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120356.D

Aca On : 18 May 2020 21:49

Operator : MA/SJ

Sample : L2500-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.22 7.04 ng 550047 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptacosane 380 C27H56 000593-49-7 87
4 Nonadecane 268 C19H40 000629-92-5 86
5 Tridecane, l-iodo- 310 C13H271 035599-77-0 86
Abundance Scan 1723 (12.222 min): BF120356.D (-1718) (-) m/z 57.00 100.00%
g7
5000 85
113 12.00 12.20 12.40 12.60
b b T I 169 205 235 261 300\ "m/z 43.00 56.87%
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57
5000 85 RRR SN SUMARN SN B
12,00 12.20 12.40 12.60
29 m/z 71.10 54 _.66%
AR e e 20
m/z--> 50 100 150 200 250 300 350
Abundance
57
o 1200 12.20 1240 12.60
5000 m/z 85.05 38.91%
29
13 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane R B B
57 12.00 12.20 12.40 12.60
m/z 55.00 22 .84%
5000
85
29 (113 141 169 107 225 253 281 323 351 380
m/z--> 50 100 1&'30 200 250 300 350 12,00 12.20 12.40 12.60

8270-BF051420.M Tue May 19 06:51:07 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120356.D

Aca On : 18 May 2020 21:49

Operator : MA/SJ

Sample : L2500-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.45 4.79 ng 381971 Chrysene-di12 13.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance o Scan 1762 (12.451 min): BF120356.D (-1759) (-) m/z 60.00 100.00%
43 &
5000 129
85 185 a1 ) A
11 157 05222 m%%MM 1220 1240 1260 12.80

e m/z 73.00 99.08%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131261: Octadecanoic acid
43 73

5000
1220 12140 12160 1280
m/z 43.00 95.08%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance
43 73
R EmEEs e
12.20 12.40 12.60 12.80
5000 256 m/z 57.05 94 .86%
129
27 97 213
113 197 185 239
mmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95854: Pentadecanoic acid R B e
43 73 12.20 12.40 12.60 12.80
m/z 55.00 81.22%
5000
2
.‘1..‘,‘.‘.. e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.20 12.40 12.60 12.80

8270-BF051420.M Tue May 19 06:51:07 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120356.D

Aca On : 18 May 2020 21:49

Operator : MA/SJ

Sample : L2500-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 Tricosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.95 3.76 ng 299408 Chrysene-di12 13.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 81
2 Undecane. 3-methvl- 170 C12H26 001002-43-3 74
3 Hexadecane 226 C16H34 000544-76-3 74
4 Undecane. 5-methvl- 170 C12H26 001632-70-8 64
5 Heptacosane 380 C27H56 000593-49-7 58
Abundance Scan 1847 (12.951 min): BF120356.D (-1844) (-) m/z 57.00 100.00%
57
5000 85
4 215 12:60 12.80 13.00 13.20
113 141 . . . .
0 ,,| b ST 197 | 234 260278 300 821 1 ThsoT 71,05 54.87%
m/z--> mmmmmmmmmmmmmmmm
Abundance #164579: Tricosane
57
5000 85 R U DU BUNLEE
12 60 12. 80 13. 00 13.20
4 m/z 43.00 52.35%
m/z--> i&&mmmmmmmmmmmmﬁ
Abundance
57
12:60 12,80 13.00 13.20
5000 m/z 85.05 39.28%
85
41
141
15 112 170
WWWTWWWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83025: Hexadecane R B .
57 12.60 12.80 13.00 13.20
m/z 41.00 17.43%
5000
4 85
25 ‘\ | ‘113 141 169 107 226
m/z--> 25 45 éo 80 100 120 140 160 180 200 220 240 260 280 300 350 12 60 12. 80 13. 00 13 20

8270-BF051420.M Tue May 19 06:51:08 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120356.D

Aca On : 18 May 2020 21:49

Operator : MA/SJ

Sample : L2500-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 13 Tetracosane Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
13.29 3.58 ng 284968 Chrysene-di12 13.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Dodecane 170 C12H26 000112-40-3 87
4 Hexadecane 226 C16H34 000544-76-3 86
5 Hentriacontane 437 C31H64 000630-04-6 86

Abundance Scan 1905 (13.292 min): BF120356.D (-1902) (-) m/z 57.00 100.00%
57
5000 85

13.00 13.20 13.40 13.60
I 141 169 230
— l,.J 4l|d 2 J09188207 27 203 285309 339358 | m/z 71.10 53.43%

m/z--> 50 100 150 200 250 300 350
Abundance #175555: Tetracosane
57
5000 85 LA L L L L LB LB
13. OO 13 20 13. 40 13 60
113 m/z 43.00 49 .56%
29 ] | Yt 169 197 225 253 338
AT 281 308 S
m/z--> 50 100 150 200 250 300 350
Abundance
57
I EAmEmEEE RS
13.00 13.20 13.40 13.60
5000 m/z 85.05 39.99%
85
29
113 141 169 197 225 253 281 323 351 380
—— T T T T T e T
m/z--> 50 100 150 200 250 300 350
Abundance #38318: Dodecane e AmEmEEE
57 13.00 13.20 13.40 13.60
m/z 55.00 22 .44%
5000
85
29
L } ' | ‘113 141 170
! | i |
— Attt I EAmEmEEE RS
m/z--> 50 100 150 200 250 300 350 13. OO 13 20 13. 40 13 60

8270-BF051420.M Tue May 19 06:51:08 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120356.D

Aca On : 18 May 2020 21:49

Operator : MA/SJ

Sample : L2500-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 14 3-Eicosene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.62 10.33 ng 823447 Chrysene-di12 13.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 95
2 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 91
3 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 91
4 Dotriacontvl heptafluorobutvrate 662 C36H65F702 1000351-84-2 91
5 Octacosyl heptafluorobutyrate 606 C32H57F702 1000351-83-6 91
Abundance Scan 1961 (13.622 min): BF120356.D (-1957) (-) m/z 57.00 100.00%
57
5000
97
13.40 13.60 13.80 14.00
41
oAb FEars 28t 2r6st6382  h77 43.05  62.55%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #127771: 3-Eicosene, (E)-
57
97
5000 LR UL BRI SULBULE IR
1340 13.60 13.80 14.00
m/z 71.10 47 .57%
2 139 182 224 280
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57
o7 " 13.40 13.60 13.80 14.00
5000 m/z 55.00 46.42%
139 181 920 264 336 381 532
mﬁwﬁwﬁmﬁwﬁm
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242842: Octatriaconty| pentafluoropropionate A L R REmms e
57 13.40 13.60 13.80 14.00
m/z 85.10 34 .60%
97
5000
20| | 39181 205 281 341376415 460 532 577 678
mz-> 0 50 160 1%0 200 250 300 350 400 450 500 550 600 650 13140 13.60 13.80 14.00

8270-BF051420.M Tue May 19 06:51:09 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120356.D

Aca On : 18 May 2020 21:49

Operator : MA/SJ

Sample : L2500-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 15 Octadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.93 4.27 ng 340584 Chrysene-di12 13.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Hexacosane 366 C26H54 000630-01-3 95
3 Tricosane 324 C23H48 000638-67-5 94
4 Heptadecane 240 C17H36 000629-78-7 94
5 Docosane 310 C22H46 000629-97-0 93
Abundance Scan 2013 (13.927 min): BF120356.D (-2012) (-) m/z 57.00 100.00%
57
5000 85
127 167193 231260 300 13.60 13.80 14.00 14.20
A b 250, 267108 S0 300332 30 %4 h/z 71.10  51.45%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #105886: Octadecane
57
5000 85 L U B DU BURRS
Bmwmmmmm
- m/z 43.10 41 .85%
m/z--> 56 160 1éo 260 2éo 360 3éo 460 4éo
Abundance
57
13.60 13.80 14.00 14.20
5000 g5 m/z 85.10 38.15%
113
29 141 169 197 225 253 295 366
m/z--> 56 160 1éo 260 2éo 360 3éo 460 4%0
Abundance #164578: Tricosane R BEEEE B
57 13.60 13.80 14.00 14.20
m/z 55.00 23.78%
5000 85
113 324
141
AL P 29T | e
m/z--> 50 100 150 200 250 300 350 400 450 1360 1380 1400 1420

8270-BF051420.M Tue May 19 06:51:09 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120356.D

Aca On : 18 May 2020 21:49

Operator : MA/SJ

Sample : L2500-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 16 Heptacosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.24 6.44 ng 512847 Chrysene-di12 13.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 98
2 Octacosane 394 C28H58 000630-02-4 96
3 Docosane 310 C22H46 000629-97-0 91
4 Hexadecane 226 C16H34 000544-76-3 80
5 Heneicosane 296 C21H44 000629-94-7 80

Abundance Scan 2066 (14.239 min): BF120356.D (-2063) (-) m/z 57.05 100.00%
57
5000 85
14.00 14.20 14.40 14.60
ol ,I. L 133155 183 211 240262284304 336360 397 | ns7 71.10  54.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57
5000 LR B SURRUL ISR I
85 14.00 14.20 14.40 14.60
m/z 43.00 51.02%
290 | | ] 113 141 169 107 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
" 14:00 14.20 14.40 14.60
5000 g5 m/z 85.05 41.21%
29
113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400
Abundance #153223: Docosane B e e A
57 14.00 14.20 14.40 14.60
m/z 55.00 22 .14%
5000 85 M
113
m/z--> éo 100 1%0 200 250 300 350 400 14.00 14.20 14.40 14.60

8270-BF051420.M

Tue May 19 06:51:10 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120356.D

Aca On : 18 May 2020 21:49

Operator : MA/SJ

Sample : L2500-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 17 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14 .53 6.26 ng 400123 Perylene-d12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 99
2 Octacosane 394 C28H58 000630-02-4 96
3 Hexacosane 366 C26H54 000630-01-3 93
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 83
5 Heneicosane 296 C21H44 000629-94-7 81

Abundance Scan 2115 (14.527 min): BF120356.D (-2114) (-) m/z 57.00 100.00%

5000

14.20 14.40 14.60 14.80

113 141163 190211233 267 292316 346 379 406 436

0! m/z 71.10 58.04%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57
5000 TT [T T T T [T T I T[T T T T [TTTT]
85 14.20 14.40 14.60 14.80
m/z 43.05 53.72%
29
| (113 141 169 197 225 253 281 323 351 380
A A e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R a R mamEE L
14.20 14.40 14.60 14.80
5000 g5 m/z 85.00 33.68%
29
113 141 169 197 225 253 281 309 337 365 394
T T T T T e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #194495: Hexacosane A RAREE R
57 14.20 14.40 14.60 14.80
m/z 55.00 16.34%
5000 85
29 113
[ L[4 260 197 225 253 281 309 337 °0°
I L AL o o B e B Euanan e o R a R mamEE L
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80

8270-BF051420.M Tue May 19 06:51:10 2020 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120356.D

Aca On : 18 May 2020 21:49

Operator : MA/SJ

Sample : L2500-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 18 2-Bromo dodecane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.84 7.91 ng 505300 Perylene-di12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
2 Decane. l1-iodo- 268 C10H211 002050-77-3 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Docosane 310 C22H46 000629-97-0 86

Abundance Scan 2168 (14.839 min): BF120356.D (-2165) (-) m/z 57.00 100.00%
57
5000 85
113 141 14.60 14.80 15.00 15.20
— ,I. LA A7y 109192 224245 271 305 334 365 396 425 | 7y 71.05  55.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #100330: 2-Bromo dodecane
57
5000 a5 L B B UL B
mmmmmmmm
s J m/z 43.00 49.13%
113 169
"dhl' '“”!J'H'I""I"'?ﬁ&"'l N DA U
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
o " 14.60 14.80 15.00 15.20
5000 m/z 85.10 43.17%
29
155
127 183 268
m/z--> 55 160 1éo 260 250 360 3éo 460 '
Abundance #209566: Octacosane R B o
57 14.60 14.80 15.00 15.20
m/z 55.00 18.58%
5000 85
29
] ] J (113 141 169 197 225 253 281 309 337 365 394
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3&'30 4(')0 ! 14|60 14. 80 15. 00 15 20

8270-BF051420.M Tue May 19 06:51:11 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120356.D

Aca On : 18 May 2020 21:49

Operator : MA/SJ

Sample : L2500-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420._.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 19 Hentriacontane Concentration Rank 9

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

15.56 5.92 ng 378265 Perylene-d12 15.15

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 96
2 Behenvl chloride 344 C22H45CI 042217-03-8 87
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Octacosane 394 C28H58 000630-02-4 87

Abundance Scan 2291 (15.563 min): BF120356.D (-2289) (-) m/z 57.00 100.00%

7

5000

15.20 15.40 15.60 15.80
m/z 71.10 56.21%

o 141163 191 231 275299 339361383409 442
m/z--> 50 100 150 200 250 300 350 400 450

Abundance #223851: Hentriacontane
5000 LA L L L L L B
15.20 15.40 15.60 15.80
m/z 43.05 48 .54%
113
141 169 197 225 253 280 309 351 379 407 436
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
R AR maEE
15.20 15.40 15.60 15.80
5000 85 m/z 85.10 44 .26%
29
113 141 344
169 195217 245 273 301
A e A e e e T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #185535: Heptadecane, 9-octyl- R AR EEEEE T
57 15.20 15.40 15.60 15.80
m/z 55.00 19.56%
5000 85
113
DL 141 169 107 229 267 204 303 352
e e T e e e R AR maEE
m/z--> 50 100 150 200 250 300 350 400 450 15.20 15. 40 15. 60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051820\
Data File : BF120356.D

Acq On : 18 May 2020 21:49

Operator : MA/SJ

Sample - L2500-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051420_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]
2,4,7,9-Tetrameth. .. 9.09 2.4 ng 236234 3 9.64 1978800 20.0
Hexadecane 10.08 2.9 ng 282943 3 9.64 1978800 20.0
Bacchotricuneatin c 10.56 8.1 ng 630108 4 11.12 1562500 20.0
Heptadecane, 2-me... 11.00 5.2 ng 407296 4 11.12 1562500 20.0
Decane, 3,8-dimet... 11.03 2.9 ng 229119 4 11.12 1562500 20.0
Tridecane, 6-propyl- 11.43 4.9 ng 380161 4 11.12 1562500 20.0
n-Hexadecanoic acid 11.67 8.7 ng 679458 4 11.12 1562500 20.0
Eicosane 11.83 4.4 ng 346096 4 11.12 1562500 20.0
Heptadecane 12.22 7.0 ng 550047 4 11.12 1562500 20.0
Octadecanoic acid 12.45 4.8 ng 381971 5 13.76 1593780 20.0
Tricosane 12.95 3.8 ng 299408 5 13.76 1593780 20.0
Tetracosane 13.29 3.6 ng 284968 5 13.76 1593780 20.0
3-Eicosene, (E)- 13.62 10.3 ng 823447 5 13.76 1593780 20.0
Octadecane 13.93 4.3 ng 340584 5 13.76 1593780 20.0
Heptacosane 14.24 6.4 ng 512847 5 13.76 1593780 20.0
Octacosane 14.53 6-3 ng 400123 6 15.15 1277750 20.0
2-Bromo dodecane 14.84 7.9 ng 505300 6 15.15 1277750 20.0
Hentriacontane 15.56 5.9 ng 378265 6 15.15 1277750 20.0
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