LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118707.D

Aca On : 25 Jan 2020 3:34

Operator : CG/JU

Sample : L1241-07

Misc :

ALS Vial : 25 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-BF012020.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 2.157 6 12 21 rVB 1193674 1655621 27.44% 3.417%
2 2.263 27 30 38 rvB2 43802 68290 1.13% 0.141%
3 5.087 507 510 515 rVB 64872 76006 1.26% 0.157%
4 5.487 573 578 581 rBVY 4726408 4506193 74.69% 9.300%
5 6.492 743 749 760 rBV 4442377 4647408 77.03% 9.591%
6 6.863 809 812 816 rBY 1707052 1376065 22.81% 2.840%
7 7.022 835 839 842 rBVY 4846226 4031747 66.83% 8.320%
8 7.422 902 907 910 rBVY 3226547 2934267 48.64% 6.056%
9 8.145 1026 1030 1034 rBV 2145158 1761577 29.20% 3.635%
10 8.822 1138 1145 1152 rBV 103078 106518 1.77% 0.220%

11 9.222 1208 1213 1216 rBV 6607997 6033225 100.00% 12.451%
12 9.610 1275 1279 1282 rBV 671074 513628 8.51% 1.060%
13 9.898 1324 1328 1332 rBV 2409511 2042358 33.85% 4._.215%
14 10.686 1457 1462 1465 rBV 3814655 3462949 57.40% 7.147%
15 10.775 1474 1477 1480 rVB 221281 163961 2.72% 0.338%

16 11.339 1569 1573 1576 rBv2 119211 120145 1.99% 0.248%
17 11.380 1576 1580 1584 rBV 2099379 1868025 30.96% 3.855%
18 11.692 1628 1633 1638 rVB 64799 63901 1.06% 0.132%
19 11.874 1660 1664 1665 rBV 95893 93569 1.55% 0.193%
20 11.910 1665 1670 1685 rVB 658976 751773 12.46% 1.551%

21 12.233 1722 1725 1735 rBV 262273 292978 4._86% 0.605%
22 12.616 1783 1790 1798 rBV3 166923 356133 5.90% 0.735%
23 12.692 1799 1803 1817 rVB 196774 277933 4.61% 0.574%
24 12.863 1826 1832 1845 rBV 340674 457192 7.58% 0.944%
25 12.963 1845 1849 1853 rBV 5591755 5145253 85.28% 10.618%

26 13.857 1998 2001 2013 rBV 496497 583659 9.67% 1.205%
27 14.015 2024 2028 2032 rBV 1649136 1437668 23.83% 2.967%
28 14.180 2053 2056 2064 rBvV 62150 67427 1.12% 0.139%
29 14.486 2105 2108 2119 rBV 100323 121878 2.02% 0.252%
30 14.792 2157 2160 2165 rVB 114614 113281 1.88% 0.234%

31 14.868 2170 2173 2176 rVB 64311 67380 1.12% 0.139%
32 15.133 2214 2218 2222 rBV 137413 172016 2.85% 0.355%
33 15.480 2271 2277 2281 rBV 1410784 1771012 29.35% 3.655%
34 15.509 2281 2282 2290 rVB 143359 160022 2.65% 0.330%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118707.D

Aca On : 25 Jan 2020 3:34

Operator : CG/JU

Sample : L1241-07

Misc :

ALS Vial : 25 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.951 2352 2357 2362 rBV 117053 180571 2.99% 0.373%

36 16.004 2362 2366 2375 rVV6 42688 91951 1.52% 0.190%
37 16.456 2438 2443 2459 rVB3 80206 186664 3.09% 0.385%
38 16.933 2518 2524 2537 rVB5 47834 156639 2.60% 0.323%
39 17.056 2540 2545 2553 rVB4 34300 70838 1.17% 0.146%
40 17.727 2651 2659 2673 rVB4 168450 467909 7.76% 0.966%

Sum of corrected areas: 48455630
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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\BF012420\

BF118707.D

25 Jan 2020 3:34

CG/JuU

L1241-07

25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF118707.D

5.49 7.02

6.49

7.42

6.86

5.09

0
Time-->

T
5.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF118707.D

12.96

10.69

9.90

8.15 11.38

11.91

9.61
1184 11'691%7 12}63 121826&2.8:L

E??

Time-->

12.00

13.00

10.00

9.50 10.50 11.00 11.50 12.50

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF118707.D

14.02
15.48

13.86

1p.51 198b0 16.46 17.73

14.18 14.49 144%7 1513 16.93.06

0
Time-->

™1
13.50

18.50

T T
17.50 18.00

16.00 16.50

17.00

14.00

15.00

14.50 15.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118707.D

Aca On : 25 Jan 2020 3:34

Operator : CG/JU

Sample : L1241-07

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 2

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

2.16 24 .06 ng 1655620 1,4-Dichlorobenzene-d4 6.86
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 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 1-(2-Methoxvethoxv)-2-methvl-2-p... 162 C8H1803 1000364-24-4 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23

Abundance Scan 12 (2.157 min): BF118707.D (-6) (-) m/z 73.05 100.00%
7B
5000 j\
43 55 87 A S —
37 | - 220 2.30 2.40 2.50 2.60
Obrr ot e S e e mM/Z 43.05  32.47%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 H N U IR U U
43 O 2.20 2.30 2.40 2.50 2.60
87 m/z 87.05 26 .36%
0 M\‘ 37\\\ 49 67, 101
mz> 20 30 40 50 60 70 8 90 100 110 130 130
Abundance
73
87 RN U IR U U
2.20 2.30 2.40 2.50 2.60
5000 a1 55 m/z 55.05 23.10%
29
0 47 67 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- A Bama
73 220 2.30 2.40 2.50 2.60

m/z 40.95 11.00%

5000 43
58
29 ‘ 87
”,”Nhh”.H:”,”.W.H.P:H,HJW.”.“.”,”.w.”.“.”

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118707.D

Aca On : 25 Jan 2020 3:34

Operator : CG/JU

Sample : L1241-07

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.91 8.05 ng 751773 Phenanthrene-d10 11.38
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 1670 (11.910 min): BF118707.D (-1665) (-) m/z 73.00 100.00%

5000

11.60 11.80 12.00 12.20
m/z 43.10 80.88%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid
43 8
11.60 11.80 12.00 12.20
m/z 59.95 80.29%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
73
43
11.60 11.80 12.00 12.20
5000 m/z 57.05 67.14%
129
97 185 228
27
o 113 | 149166 | 200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95851: Pentadecanoic acid
3 73 11.60 11.80 12.00 12.20
m/z 41.05 60.98%
5000 129

-

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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118707.D

Aca On : 25 Jan 2020 3:34

Operator : CG/JU

Sample : L1241-07

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 cis-10-Heptadecenoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.23 3.14 ng 292978 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-10-Heptadecenoic acid 268 C17H3202 029743-97-3 90
2 1-Dodecanol 186 C12H260 000112-53-8 72
3 Acetic acid. trifluoro-. undecvl... 268 C13H23F302 053800-01-4 62
4 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 60
5 Cyclohexane, 1-(cyclohexylmethyl... 208 C15H28 054934-92-8 58
Abundance Scan 1724 (12.227 min): BF118707.D (-1722) (-) m/z 55.00 100.00%

5000

8

11
12.00 12.20 12.40 12.60

1
125 147 166 185 208

0! m/z 69.00 80.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117468: cis-10-Heptadecenoic acid
55
69
41 83
5000 97 LA L L L L L LB
12.00 12.20 12.40 12.60
- m/z 41.05 64 .52%
2 ‘ 151
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
41 55 69
83 T T T T T T
12.00 12.20 12.40 12.60
5000 97 m/z 43.10 58.74%
111
a 125140

168
o!

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

Abundance #116954: Acetic acid, trifluoro-, undecy! ester e LR e S st
12.00 12.20 12.40 12.60

m/z 83.10 51.34%

3

5000

:

141154168181 199
R B
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118707.D

Aca On : 25 Jan 2020 3:34

Operator : CG/JU

Sample : L1241-07

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 1-Hexadecanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.62 3.81 ng 356133 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 64
2 1-Hexvl-2-nitrocvclohexane 213 C12H23N02 118252-04-3 64
3 Oleic Acid 282 C18H3402 000112-80-1 60
4 Acetic acid. trifluoro-. dodecvl... 282 C14H25F302 006222-00-0 58
5 1,19-Eicosadiene 278 C20H38 014811-95-1 58

Abundance Scan 1791 (12.621 min): BF118707.D (-1783) (-) m/z 55.10 100.00%

5000

264 12.40 12.60 12.80 13.00
m/z 41.10 75.45%

137151165180

222
o 207

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95980: 1-Hexadecanol

12.I40 12!60 12.I80 13.I00
m/z 69.00  73.54%

5000

12

5
139154168 196 224

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
T e S A
41 69 83 97 12.40 12.60 12.80 13.00
5000 m/z 83.05 58.35%
111
127 167
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129338: Oleic Acid e S Raa e
55 &9 12.40 12.60 12.80 13.00
8397 m/z 67.00 57.21%

5000

T T I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118707.D

Aca On : 25 Jan 2020 3:34

Operator : CG/JU

Sample : L1241-07

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 9
R.T. EstConc Area Relative to ISTD R.T.

12.69 2.98 ng 277933 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 62
3 n-Decanoic acid 172 C10H2002 000334-48-5 55
4 Tetradecanoic acid 228 C14H2802 000544-63-8 50
5 Undecanoic acid 186 C11H2202 000112-37-8 47

Abundance Scan 1803 (12.692 min): BF118707.D (-1799) (-) m/z 43.10 100.00%

57 78

5000

12.40 12.60 12.80 13.00

0 m/z 73.00 95.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73
43 57
129
5000 28 284 LA L L L LB LB
12. 40 12 60 12. 80 13. OO
m/z 57.10 89.26%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 73
R R R R R R SRy
12.40 12.60 12.80 13.00
5000| 129 m/z 55.05 76.16%
87 242
143 199
115 185
101 157171 213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39470: n-Decanoic acid LI i e I e
60 12.40 12.60 12.80 13.00
m/z 59.95 75.38%
41
5000 129
ZI
115 172
101 143
Ot ‘ L, M o ‘H RRRES ..%.57..l. R e R R SRR o o R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118707.D

Aca On : 25 Jan 2020 3:34

Operator : CG/JU

Sample : L1241-07

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Oleic Acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.86 6.36 ng 457192 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 90
2 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 64
3 Tetradecvl trifluoroacetate 310 C16H29F302 006222-02-2 64
4 n-Nonadecanol-1 284 C19H400 001454-84-8 60
5 1-Heneicosanol 312 C21H440 015594-90-8 60

Abundance Scan 1832 (12.863 min): BF118707.D (-1826) (-) m/z 43.05 100.00%

a3
57
97
5000 83

151166 185199 222 541 264 12. 60 12. 80 13. 00 13. 20
A m/z 41.10 69 .86%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129338: Oleic Acid
5
97

5000 R EEEmEman e
12. 60 12. 80 13. 00 13. 20

m/z 57.10 63.79%

D

111
264

125

151165180 207222934

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
69 g3 R e e
97 12.60 12.80 13.00 13.20
5000 m/z 55.00 61.91%
29 111
1pe 141
. 166180196 222 269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152720: Tetradecyl trifluoroacetate R AR,
12.60 12.80 13.00 13.20
4 69 83 m/z 97.05 51.35%

97

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 60 12. 80 13. 00 13. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118707.D

Aca On : 25 Jan 2020 3:34

Operator : CG/JU

Sample : L1241-07

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.86 8.12 ng 583659 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 1l-Heneicosanol 312 C21H440 015594-90-8 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 93
Abundance Scan 2002 (13.863 min): BF118707.D (-1998) (-) m/z 57.05 100.00%

5000

:

13.60 13.80 14.00 14.20

153168 280

196 222238

0 m/z 83.10 99.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127769: 5-Eicosene, (E)-
55
83
4
13.60 13.80 14.00 14.20
m/z 55.00 91.82%
0 26 I 126 153168 196 223 252 280
ERS A RARRNE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 83
R R R e e e e
41 13.60 13.80 14.00 14.20
5000 111 m/z 97.05 90.40%
0 26 139154 182 210 238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131391: n-Nonadecanol-1
55 13.60 13.80 14.00 14.20
m/z 43.05 87.27%
4
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118707.D

Aca On : 25 Jan 2020 3:34

Operator : CG/JU

Sample : L1241-07

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 11
R.T. EstConc Area Relative to ISTD R.T.
15.95 2.04 ng 180571 Perylene-di12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Triacontane 422 C30H62 000638-68-6 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2357 (15.951 min): BF118707.D (-2352) (-) m/z 57.05 100.00%
7
85
5000
141 169 197 225 15.60 15.80 16.00 16.20
0| 1| LAl c:s A S | Tw/z 71.05  77.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129491: Eicosane
57
5000 85 D SRR B SRR
29 15 60 15. 80 16. oo 16.20
m/z 43.05 63.69%
0 “ || H H u\ \\3\1“\11‘169 197 225 253 282
m/z--> éo 100 1éo 260 2éo 300 3éo 460
Abundance
57
15,60 15.80 16.00 16.20
5000 85 m/z 85.10 63.08%
113 141
ol L 7T 109 197 225 253 281 309 337 365 303 422
m/z--> éo 160 150 260 250 360 3éo 460
Abundance #209565: Octacosane R
57 15.60 15.80 16.00 16.20
m/z 99.10 22.00%
5000 85
29 113
oLl || | 7] 141 169 107 225 253 281 309 337 365 394
m/z--> éo 160 1éo 260 250 360 3éo 460 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118707.D

Aca On : 25 Jan 2020 3:34

Operator : CG/JU

Sample : L1241-07

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Triacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.46 2.11 ng 186664 Perylene-di12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2444 (16.462 min): BF118707.D (-2438) (-) m/z 57.10 100.00%
57
85
5000
UL ISR BN SUNRN B
141 169 197 224 253 284 16.20 16.40 16.60 16.80
ol "'-ll--"---'---,-----~--,-....,....3,5?...,... m/z 71.10 80.15%
m/z--> 50 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85 L SIS BRI SR U
mmmmmmmm
13, m/z 85.05 56.44Y%
oL 2l i1 d L ‘ 41 169 197 225 253 281 309 337 365 303 422
m/z--> §o 100 1éo 260 2éo 360 3%0 460
Abundance
57
1620 16.40 16.60 16.80
5000 85 m/z 43.00 53.45Y%
29 118 441
0 169 197 225 253 281 309 337 365 394
m/z--> §o 160 1éo 260 250 360 3%0 460
Abundance #141426: Heneicosane B EERR Bam e L
57 16.20 16.40 16.60 16.80
m/z 55.00 24 _.74%
85
5000
29 113
oL L. | |, [ | 141 169 197 225 253 296
m/z--> §o 100 1éo 260 2éo 360 3%0 460 1620 1640 1660 16%0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118707.D

Aca On : 25 Jan 2020 3:34

Operator : CG/JU

Sample : L1241-07

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 A"-Neogammacer-22(29)-ene Concentration Rank 6

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

17.73 5.28 ng 467909 Perylene-d12 15.48

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 A"-Neoagammacer-22(29)-ene 410 C30H50 001615-91-4 91
2 (7a-1sopropenvl-4_.5-dimethvlocta... 222 C15H260 1000187-02-9 43
3 Saualene 410 C30H50 000111-02-4 42
4 2.6.10.10-Tetramethylbicvclol7.2... 204 C15H24 136296-37-2 41

5 Ethanone, 1-[4-(trifluoromethoxy...

204 C9H7F302

085013-98-5 27

Abundance Scan 2660 (17.733 min): BF118707.D (-2651) (-) m/z 191.15 100.00%
191
5000
17.40 17.60 17.80 18.00
0 m/z 189.10 83.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215946: A'-Neogammacer-22(29)-ene
191
5000 %
69 17.40 17.60 17.80 18.00
121 018 410 m/z 95.05 57.17%
oL, ‘ hu\hw MH|M\\H N W ,,,?99,, 1
m/z--> 5 0 150 200 250 300 350 400
Abundance
191
95 R RERREEEE RS RSy
135 17.40 17.60 17.80 18.00
s000] 41 m/z 81.10 52.45%
69
. 115 161
T T e T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #215935: Squalene T
69 17.40 17.60 17.80 18.00
m/z 69.00 43.87%
5000 41 95 123
177
! ¢ \ WLLI‘ k\LLJL\ 257 286 341 367 410
O——gr , — I e e e B T T
m/z--> 50 10 200 250 300 350 400 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF012420\
Data File : BF118707.D

Acq On = 25 Jan 2020 3:34

Operator : CG/JU

Sample - L1241-07

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012020.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... 2.16 24_.1 ng 1655620 1 6.86 1376070 20.0
n-Hexadecanoic acid 11.91 8.1 ng 751773 4 11.38 1868030 20.0
cis-10-Heptadecen... 12.23 3.1 ng 292978 4 11.38 1868030 20.0
1-Hexadecanol 12.62 3.8 ng 356133 4 11.38 1868030 20.0
Octadecanoic acid 12.69 3.0 ng 277933 4 11.38 1868030 20.0
Oleic Acid 12.86 6.4 ng 457192 5 14.02 1437670 20.0
5-Eicosene, (E)- 13.86 8.1 ng 583659 5 14.02 1437670 20.0
Eicosane 15.95 2.0 ng 180571 6 15.48 1771010 20.0
Triacontane 16.46 2.1 ng 186664 6 15.48 1771010 20.0
A" -Neogammacer-22... 17.73 5.3 ng 467909 6 15.48 1771010 20.0
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