LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF012920\

Data File : BF118727.D

Aca On - 29 Jan 2020 13:19 Instrument :
Operator : CG/JU ?:'l\:gﬁ't:Sam ol
3?22'6 i L1289-05 TPQ&Z%CgMP
ALS Vial : 3 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 5 12 19 rVB 747490 1015196 13.51% 1.553%
2 5.475 570 576 579 rBY 5039124 5099816 67 .85% 7.802%
3 6.475 741 746 751 rVB 4843587 5342734 71.08% 8.174%
4 6.845 805 809 813 rBY 1962834 1709476 22.74% 2.615%
5 7.004 832 836 840 rVB 4998919 4518328 60.11% 6.912%
6 7.404 899 904 907 rBVY 3481772 3506932 46.66% 5.365%
7 8.128 1023 1027 1031 rBvV 2483133 2237927 29.77% 3.424%
8 9.204 1205 1210 1213 rBVvV 7153747 6850599 91.14% 10.481%
9 9.322 1222 1230 1235 rBv2 156748 167350 2.23% 0.256%
10 9.592 1272 1276 1280 rBvV 1251321 1050437 13.98% 1.607%

11 9.880 1320 1325 1329 rBV 2859969 2788490 37.10% 4._.266%
12 10.669 1453 1459 1462 rBV 5184652 4846990 64.48% 7.415%
13 11.369 1573 1578 1581 rBV 3068392 2966553 39.47% 4 _.538%
14 11.592 1612 1616 1626 rBV 169687 186684 2.48% 0.286%
15 11.892 1658 1667 1671 rBV 646762 663951 8.83% 1.016%

16 12.145 1707 1710 1713 rBV 106404 91911 1.22% 0.141%
17 12.598 1776 1787 1794 rBV6 47472 147072 1.96% 0.225%
18 12.674 1797 1800 1812 rVvVv2 240725 298181 3.97% 0.456%
19 12.951 1842 1847 1850 rBV 7771717 7516533 100.00% 11.499%
20 13.527 1938 1945 1952 rVB2 92046 111735 1.49% 0.171%

21 13.845 1995 1999 2010 rBV 842944 1014189 13.49% 1.552%
22 14.004 2018 2026 2029 rBV 2650858 2665375 35.46% 4.078%
23 14.168 2050 2054 2058 rVB 390622 368494 4_.90% 0.564%
24 14.474 2101 2106 2119 rVB 840106 881939 11.73% 1.349%
25 14.780 2150 2158 2163 rBV 1150779 1402095 18.65% 2.145%

26 14.857 2167 2171 2177 rVB 466706 452984 6.03% 0.693%
27 15.115 2209 2215 2225 rVB 1230173 1567739 20.86% 2.398%
28 15.462 2268 2274 2276 rBV 1650953 2144336 28.53% 3.281%
29 15.492 2276 2279 2288 rVB 1071482 1483430 19.74% 2.269%
30 15.927 2346 2353 2359 rBvV 727046 1177937 15.67% 1.802%

31 15.974 2359 2361 2371 rVB2 56616 110704 1.47% 0.169%
32 16.433 2432 2439 2450 rVB 337400 637213 8.48% 0.975%
33 17.021 2533 2539 2546 rVB2 85071 178501 2.37% 0.273%
34 17.109 2548 2554 2562 rBV2 30531 76284 1.01% 0.117%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012920\
Data File : BF118727.D

Aca On 29 Jan 2020 13:19

Operator : CG/JU

Sample : L1289-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 17.509 2617 2622 2632 rVB2 33750 86492 1.15% 0.132%

Sum of corrected areas: 65364607
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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\BF012920\

BF118727.D

29 Jan 2020 13:19

CG/JuU

L1289-05

3 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

7000000

6000000

5000000

4000000

3000000

2000000

100000042,

TIC: BF118727.D

5.47 6.47

7.00

6.85

7.40

0
Time-->

T
5.00

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF118727.D

10.67

0.88 11.37

11.89
11.59 12.14

A
T T LI B TT==T"T T T T T L

—

Time-->

T
9.50 10.00 10.50 11.00 11.50 12.00

12.50

I
13.00

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF118727.D

14.00

1716211 17.51

17.50

18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012920\
Data File : BF118727.D

Aca On : 29 Jan 2020 13:19

Operator : CG/JU

Sample : L1289-05

Misc :

ALS Vial : 3 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 4

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

2.16 11.88 ng 1015200 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 90
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 43

1-(2-Methoxvethoxv)-2-methvl-2-p... 162 C8H1803 1000364-24-4 23
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
Abundance Scan 12 (2.157 min): BF118727.D (-5) (-) m/z 73.10 100.00%
7B
5000 ]\
43 55 87 L —
1 65 | 95 105 2.20 2.30 2.40 2.50 2.60
"I""I'"'I""II"I"I""I'"'I'I"I""I'"'I""I""I""I""I""I"' m/z 43.00 33.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4486: Butane, 2-methoxy-2-methyl- j\
73
5000 R U AR IR UL U
43 220 2.30 2.40 2.50 2.60
55 87 m/z 87.10 26.38%
29
R B A RS R R RS RS RRAAS LA AR BARAS SAASE SRS AN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73
87 AU U IS IR U
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 55.05 23.52%
29
65 97 112 129
mmmmwmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
|

Abundance #32662: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, methy! ether RRRARRNREEES BEn s
3 2.20 2.30 2.40 2.50 2.60

m/z 41.10 10.80%

5000

>

45 59
29
15 Ll \ 87 103 130 147

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 2.20 2.30 240 2.50 2.60

8270-BF012020-M Thu Jan 30 12:15:09 2020 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012920\
Data File : BF118727.D

Aca On : 29 Jan 2020 13:19

Operator : CG/JU

Sample : L1289-05

Misc :

ALS Vial : 3 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 9
R.T. EstConc Area Relative to ISTD R.T.
11.89 4_.48 ng 663951 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1667 (11.892 min): BF118727.D (-1658) (-) m/z 73.00 100.00%
73
43 60
5000 129
97 213
115 | 14187171185 og | 5p7 256 11.60 11.80 12.00 12.20

m/z 43.05 76.91%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73

11.60 11.80 12.00 12.20

m/z 59.95 75.30%
213
‘J‘“ 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11.60 11.80 12.00 12.20
5000 129 m/z 57.05 64.19%
29 g7
199
101115 143457991185 213 242
15 226
A B o L e A EEaas EESEE s o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid R R EEa e e
43 60 73 11.60 11.80 12.00 12.20
m/z 41.10 62.87%
5000
29
129
“ T7 N ‘ 7 214
| ‘ \I‘\ R H‘ ylil ‘IH %\I\ ‘ | ]]43157 - 198 | |
TTT [T IT T[T TTTIr[T IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII TTT T[T _'_'_'—r'_'_'_'—l_'_'_'_'—r'_'_'_'—l_'_'_'_'_
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012920\
Data File : BF118727.D

Aca On : 29 Jan 2020 13:19

Operator : CG/JU

Sample : L1289-05

Misc :

ALS Vial : 3 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 Octadecanoic acid Concentration Rank 12

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

12.67 2.01 ng 298181 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 58
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 n-Decanoic acid 172 C10H2002 000334-48-5 53

5 Oxalic acid, propyl tetradecyl e... 328 C19H3604 1000309-26-7 42
Abundance Scan 1799 (12.668 min): BF118727.D (-1797) (-) m/z 73.00 100.00%
4357 B
5000
185

199213227

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

260 280

Abundance #131261: Octadecanoic acid

43 57 73

5000 129

185

143457171

241

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

284

Abundance

43 5 73

5000 129
29 87

101

143 199
115 157171185

213

242

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

12 40 12.60 12.80 13.00

m/z 43.05 82 .85%

o

12. 40 12. 60 12. 80 13. OO

m/z 57.10 82.18%

bl

12.40 12. 60 12. 80 13.00

m/z 55.10 79.40%

s

Abundance #84453: Tetradecanoic acid T I et e e
73 12. 40 12. 60 12. 80 13. 00
m/z 41.05 77 .73%
43 5
5000 129
185 228
01115 | 143 171 ‘

i H ‘ i T e ST 29213

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

12. 40 12. 60 12. 80 13. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012920\
Data File : BF118727.D

Aca On : 29 Jan 2020 13:19

Operator : CG/JU

Sample : L1289-05

Misc :

ALS Vial : 3 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 Cetene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.84 7.61 ng 1014190 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cetene 224 C16H32 000629-73-2 95
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 1998 (13.839 min): BF118727.D (-1995) (-) m/z 57.05 100.00%

57

o .JLM

I I I I

13.60 13.80 14.00 14.20
m/z 83.10 96.07%

139 167 210230

280

m/z--> 0 50 100 150 200 250 300 350
Abundance #81243: Cetene
41
8 A
5000 LI L L BB L B
13.60 13.80 14.00 14.20
11 m/z 43.10 90.21%
15 i L h1§9 168 196 224
1 T
m/z--> 0 50 100 150 200 250 300 350
Abundance
57 83
A ARRE e e S
13.60 13.80 14.00 14.20
5000 11 m/z 55.10 88.40%
139 167 196 222 266 294 397
— T T T T T T
m/z--> 0 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol E  E  BAREEEa e
57 7 13.60 13.80 14.00 14.20
m/z 97.05 82.92%
5000
125
29
°1 | ‘ ﬂ ‘ 1?3 181 209 236 264 292 320 350 378
——— T T T T T
m/z--> 0 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\BF012920\
Data File : BF118727.D

Aca On : 29 Jan 2020 13:19

Operator : CG/JU

Sample : L1289-05

Misc :

ALS Vial : 3 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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .17 2.77 ng 368494 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 92
2 Dodecane. 4.9-dipropvl- 254 C18H38 003054-63-5 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2054 (14.168 min): BF118727.D (-2050) (-) m/z 57.10 100.00%
57
85
5000
LA a0 2 o o s 15150 1400 1420 1440
A o ey e R T m/z 71.05 77.24%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 AU LR AR
Bmmmmmmm
113 m/z 43.05 61.31%
29 141 169 282
Tl h L, 169 197 225 253
m/z--> 55 160 150 260 250 360 3éo
Abundance
57
13.80 14.00 14.20 14.40
5000 m/z 85.10 58.34Y%
85
211
SR < L . R -
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane e e T
57 13.80 14.00 14.20 14.40
m/z 41.05 23.09%
5000 85
2?& I ‘ ”113 1§1 169 197 225 267 295 365 393
m/z--> 55 100 150 260 2%0 300 3éo ' 1380 1400 1420 1420 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012920\
Data File : BF118727.D

Aca On : 29 Jan 2020 13:19

Operator : CG/JU

Sample : L1289-05

Misc :

ALS Vial : 3 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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .47 6.62 ng 881939 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Hexadecane 226 C16H34 000544-76-3 93
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2105 (14.468 min): BF118727.D (-2101) (-) m/z 57.10 100.00%

5000

14.20 14.40 14.60 14.80
m/z 71.10 78.47%

141 169 197 239 267 295

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85
14.20 14.40 14.60 14.80
m/z 43.05 63.39%
29 113
| il 737,141 169 197 225 253 295 323 367
e e e
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.20 14.40 14.60 14.80
5000 85 m/z 85.05 56.29%
29
113 141 169 197 226
L B o e o e L e o e o e BRI i o |
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57 14.20 14.40 14.60 14.80
m/z 54.95 23.54%
5000 85
113
29 h |77 141 169 197 225 267 295 365 393
— e e e e T EARRREREE
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012920\
Data File : BF118727.D

Aca On : 29 Jan 2020 13:19

Operator : CG/JU

Sample : L1289-05

Misc :

ALS Vial : 3 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 Nonadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.78 13.08 ng 1402100 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Eicosane. 9-octvl- 394 C28H58 013475-77-9 93
3 Hexadecane 226 C16H34 000544-76-3 93
4 Hexadecane. 5-butvl- 282 C20H42 006912-07-8 93
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2158 (14.780 min): BF118727.D (-2150) (-) m/z 57.05 100.00%
57
85
5000
113
141 169 14.40 14.60 14.80 15.00
o2l .J.||, bl P 197,225 | 267 295 323 365 34 |\ nso 7110 79.36%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85
14.40 14.60 14.80 15.00
m/z 43.05 61.31%
29 113
m/z--> 50 160 1éo 260 250 360 3%0 '
Abundance
43
71 14.40 14.60 14.80 15.00
5000 m/z 85.10 59.74%
99 281
127 155 183 211 238 309 336 365 392
m/z--> 55 160 1éo 260 250 360 3%0 '
Abundance #83028: Hexadecane
57 14.40 14.60 14.80 15.00
m/z 55.10 23.38%
5000 85
20 | || M4 169 497 226
m/z--> 55 160 1éo 260 250 360 3%0 ' 14M0 14%0 1480 1550 '

8270-BF012020-M Thu Jan 30 12:15:12 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012920\
Data File : BF118727.D

Aca On : 29 Jan 2020 13:19

Operator : CG/JU

Sample : L1289-05

Misc :

ALS Vial : 3 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 Squalene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.86 4.22 ng 452984 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 99
2 Supraene 410 C30H50 007683-64-9 98
3 1.5.9-Undecatriene., 2.6.10-trime... 192 Cl4H24 062951-96-6 87
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 72
5 Carbonic acid, methyl ester, [(E... 280 C17H2803 1000164-38-7 64
Abundance Scan 2172 (14.862 min): BF118727.D (-2167) (-) m/z 69.10 100.00%
60
5000
a1 95 137
14.60 14.80 15.00 15.20
. ahd 41§ 1y 175,208 231 273 209 341367 410 | 175781 05 55.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215927: Squalene
60
5000 L UL SR UL U
14.60 14.80 15.00 15.20
4l m/z 41.10 19.75%
%8 121 149
iy ﬂ 1L ! 175 203 231 273 209 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14.60 14.80 15.00 15.20
5000 m/z 95.10 13.63%
41
95 137
117 | 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10—trim9thy|—, (Z)' LI L L I

69 14.60 14.80 15.00 15.20
m/z 137.10  13.25%

41
5000
95 123
.‘H \\‘ \ gl o ;1‘\19 177

I
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\BF012920\
Data File : BF118727.D

Aca On : 29 Jan 2020 13:19

Operator : CG/JU

Sample : L1289-05

Misc :

ALS Vial : 3 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 Heptadecane, 9-octyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.12 14.62 ng 1567740 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hentriacontane 437 C31H64 000630-04-6 91
Abundance Scan 2216 (15.121 min): BF118727.D (-2209) (-) m/z 57.10 100.00%
57
85
5000
141 169 14.80 15.00 15.20 15.40
ok , A ||, o0 A97,225 258 295 323 351 379 | nsy 71.10  78.94%
m/z--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane
57
5000 85

14.80 15.00 15.20 15.40
m/z 85.10 60.02%

29 | 169 197 226
S R N A A e A
mz--> 50 100 150 200 250 300 350
Abundance
57
14.80 15.00 15.20 15.40
5000 a5 m/z 43.05 59.18%
113
38 141 169 197 239 267 294 323 352
S 0 A S O AL MR L R
mz--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57 14.80 15.00 15.20 15.40
m/z 55.05 22.87%
5000 85
113
2?& I ‘ ” 1§1 169 197 225 267 295 365 393
" Y S LA A2 . S0 e S
mz--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012920\
Data File : BF118727.D

Aca On : 29 Jan 2020 13:19

Operator : CG/JU

Sample : L1289-05

Misc :

ALS Vial : 3 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 2-methyloctacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.93 10.99 ng 1177940 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octadecane 254 C18H38 000593-45-3 91
Abundance Scan 2353 (15.927 min): BF118727.D (-2346) (-) m/z 57.05 100.00%
57
85
5000
141 169 15.60 15.80 16.00 16.20
A A l| l A 192211 239 267 295 323 351 379 m/z 71.10 76.10%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85
15.60 15.80 16.00 16.20
m/z 43.05 58.00%
29 i “1}3‘1§1 169 197 225 253 205 323 367
m/z--> éo 100 1éo 260 2éo 300 3%0 '
Abundance
57
15.60 15.80 16.00 16.20
5000 85 m/z 85.10 57.98%
29 13 141 169 197 225 267 295 365 393
m/z--> éo 160 150 260 2éo 360 3%0 '
Abundance #209565: Octacosane
57 15.60 15.80 16.00 16.20
m/z 55.05 21.78%
5000 85
29 113 141
L dgy ﬂ | 707 169 197 225 253 281 309 337 365 394
m/z--> éo 100 150 260 250 360 3%0 ' 15%0 1580 1600 1620 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012920\
Data File : BF118727.D

Aca On : 29 Jan 2020 13:19

Operator : CG/JU

Sample : L1289-05

Misc :

ALS Vial : 3 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 12 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.43 5.94 ng 637213 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Eilcosane 282 C20H42 000112-95-8 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2439 (16.433 min): BF118727.D (-2432) (-) m/z 57.05 100.00%
57
85
5000

113
1146 189 16.20 16.40 16.60 16.80
o l,“ :l.1|, L rpens 2l 258 20533 | m/z 71.10  75.67%

m/z--> 50 100 150 200 250 300 350
Abundance #141424: Heneicosane
57
5000 85
16.20 16.40 16.60 16.80
29 113 m/z 43.05 55.07%
141
L L e e s e 26
m/z--> 50 100 150 200 250 300 350
Abundance
57
o EEEBEEE S EE s s
85 16.20 16.40 16.60 16.80
5000 m/z 85.10 54 _.97%
113
29 141 169 197 225 p53 282
T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57 16.20 16.40 16.60 16.80
m/z 55.05 21.17%
5000 85
29 13 1
] 1 “ (169 197 225 253 281 309 337 380

m/z--> 50 100 150 200 250 300 350 16. 20 16 40 16. 60 16. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF012920\
Data File : BF118727.D

Acq On 29 Jan 2020 13:19

Operator : CG/JU

Sample - L1289-05

Misc :

ALS Vial : 3 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 11.9 ng 1015200 1 6.85 1709480 20.0
n-Hexadecanoic acid 11.89 4.5 ng 663951 4 11.37 2966550 20.0
Octadecanoic acid 12.67 2.0 ng 298181 4 11.37 2966550 20.0
Cetene 13.84 7.6 ng 1014190 5 14.00 2665380 20.0
Eicosane 14.17 2.8 ng 368494 5 14.00 2665380 20.0
Hexacosane 14 .47 6.6 ng 881939 5 14.00 2665380 20.0
Nonadecane 14.78 13.1 ng 1402100 6 15.46 2144340 20.0
Squalene 14.86 4.2 ng 452984 6 15.46 2144340 20.0
Heptadecane, 9-oc... 15.12 14.6 ng 1567740 6 15.46 2144340 20.0
2-methyloctacosane 15.93 11.0 ng 1177940 6 15.46 2144340 20.0
Heneicosane 16.43 5.9 ng 637213 6 15.46 2144340 20.0
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