LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032819\
Data File : BF113379.D

Aca On : 28 Mar 2019 17:38

Operator : JU/SJ

Sample : K2107-13

Misc :

ALS Vial : 11 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-BF032519.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 5.322 545 550 570 rBY 3362104 3652242 67 .60% 8.239%
2 6.351 720 725 728 rBVY 3654420 3715799 68.78% 8.383%
3 6.475 742 746 749 rBVY 4160781 3795351 70.25% 8.562%
4 6.698 781 784 794 rBVY 1060600 938983 17.38% 2.118%
5 6.857 807 811 828 rBVY 3305942 2930774 54.25% 6.612%
6 7.263 875 880 900 rBVY 2307521 2542491 47 .06% 5.736%
7 7.981 998 1002 1026 rBY 1147559 1221656 22.61% 2.756%
8 8.451 1079 1082 1103 rBV 257788 613355 11.35% 1.384%
9 9.057 1180 1185 1196 rBV 4483413 4563295 84.47% 10.294%
10 9.451 1249 1252 1262 rBV 281975 286224 5.30% 0.646%

11 9.733 1296 1300 1311 rVB 1512541 1434728 26.56% 3.237%
12 10.522 1429 1434 1453 rBV 2898681 3086840 57.14% 6.964%
13 11.210 1547 1551 1561 rBV 1698613 1631056 30.19% 3.680%
14 11.280 1561 1563 1570 rVB 59201 59627 1.10% 0.135%
15 11.745 1639 1642 1656 rBV2 98286 189545 3.51% 0.428%

16 12.527 1772 1775 1788 rBV 106914 211832 3.92% 0.478%
17 12.792 1815 1820 1824 rBV 4883911 5402538 100.00% 12.188%
18 13.369 1913 1918 1920 rBV2 58042 60088 1.11% 0.136%
19 13.698 1970 1974 1977 rBV 86696 82693 1.53% 0.187%
20 13.774 1980 1987 1994 rBV5 59290 211106 3.91% 0.476%

21 13.839 1994 1998 2006 rVB 1798346 1819586 33.68% 4_.105%
22 14.010 2023 2027 2032 rBV 184215 171536 3.18% 0.387%
23 14.310 2073 2078 2082 rBV 303028 316576 5.86% 0.714%
24 14.604 2124 2128 2135 rVB 545541 553986 10.25% 1.250%
25 14.916 2177 2181 2186 rVB 720574 819055 15.16% 1.848%

26 15.239 2231 2236 2239 rBV 1160346 1683599 31.16% 3.798%
27 15.268 2239 2241 2249 rVB 791873 842796 15.60% 1.901%
28 15.663 2302 2308 2321 rBV 568374 853885 15.81% 1.926%
29 16.121 2380 2386 2394 rBV 272713 492889 9.12% 1.112%
30 16.657 2473 2477 2485 rVB2 72002 143418 2.65% 0.324%

Sum of corrected areas: 44327549
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032819\
Data File : BF113379.D

Aca On : 28 Mar 2019 17:38

Operator : JU/SJ

Sample : K2107-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.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: BF113379.D

6.47
4000000

6.35
5.32 6.86
3000000
7.26

2000000

1000000 ﬂ

o
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Abundance TIC: BF113379.D
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3000000 10.52

2000000 11.21
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8.45 9.45
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Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF113379.D

4000000

3000000

2000000 13.84

15.24

1000000

37 13 16.66

0= T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032819\
Data File : BF113379.D

Aca On : 28 Mar 2019 17:38

Operator : JU/SJ

Sample : K2107-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF032519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown6.47 Concentration Rank 1

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

6.47 80.84 ng 3795350 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 745 (6.469 min): BF113379.D (-742) (-) m/z 131.95 100.00%
32
5000 68
96 IREBERAREE RS LRSS S
40 54 78 |, 15 6.20 6.40 6.60 6.80
0 T L B B O m/z 67.95 42 .94%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 IREBEARSE RS LRSS S

6.20 6.40 6.60 6.80
m/z 134.00 32.21%

31 51
o | [h_| || 1 | )
LI o o o o o o o o 0 0 0 O
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
32
e e o e
6.20 6.40 6.60 6.80
5000 67 m/z 66.00 27.48%
41 97
U 0
79
0 “u‘ \\‘\ ‘\H [ F— ‘\ Il
L L I o o B B o N o B I e e o o
m/z--> 40 60 80 100 120 140 160 180 200 220 A
Abundance #102556: Amphetaminil e
132 6.20 6.40 6.60 6.80
m/z 69.00 16.44%
5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
e e e e e e T e T T
m/z--> 40 60 80 100 120 140 160 180 200 220 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032819\
Data File : BF113379.D

Aca On : 28 Mar 2019 17:38

Operator : JU/SJ

Sample : K2107-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.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 Resorcinol Concentration Rank 4

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

8.45 10.04 ng 613355 Naphthalene-d8 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Resorcinol 110 C6H602 000108-46-3 97
2 Hvdroauinone 110 C6H602 000123-31-9 72
3 2(1H)-Pvridinone. 3-amino- 110 C5H6N20 033630-99-8 64
4 Catechol 110 C6H602 000120-80-9 62
5 4(1H)-Pyrimidinone, 6-methyl- 110 C5H6N20 003524-87-6 59

Abundance Scan 1082 (8.451 min): BF113379.D (-1079) (-) m/z 110.00 100.00%
110
5000 {k
82 e R e
? " T 63 69 H o 820 840 8.60 8.80
o SN VPR JOP P TSSO TSP WS | R - | — m/z 82.00 21.71%

m/z--> 30 40 50 60 70 80 90 100 110
Abundance #5756: Resorcinol
110
5000

8.20 8.40 8.60 8.80
53 81 m/z 81.00 20.34%

2% |
O ...,ﬁg...i'J'|. SPITFOUN R L S | N 2 e
m/z--> 30 40 50 60 70 80 90 100 110
Abundance #5760: Hydroquinone
110

8.20 8.40 8.60 8.80

5000 53 m/z 53.00 16.39%
81
43 ‘ 63
o M 1 o c o S | S PR
m/z--> 30 40 50 60 70 80 90 100 110
Abundance #5695: 2(1H)-Pyridinone, 3-amino- M.
110 820 840 860 880

m/z 39.00 13.38%

5000 54
82
40
o 34 49 65 70 77 | 95

m/z--> 30 40 50 60 70 80 90 100 110 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032819\
Data File : BF113379.D

Aca On : 28 Mar 2019 17:38

Operator : JU/SJ

Sample : K2107-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.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 10
R.T. EstConc Area Relative to ISTD R.T.
11.75 2.32 ng 189545 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 53
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 25
Abundance Scan 1643 (11.751 min): BF113379.D (-1639) (-) m/z 73.00 100.00%
43 go B
5000 129
1571711g5, 213
143 185,49 256 11.40 11.60 11.80 12.00
0 m/z 42.95 84.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 LR U SRR UL S B
11.40 11.60 11.80 12.00
m/z 59.90 82.17%
| lITJJ 143157171185199213
Ol
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
11140 11.60 11.80 1200
5000 m/z 57.00 69.92%
29
0 ..1.5,... .W..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid T
60 73 11.40 11.60 11.80 12.00
43 m/z 41.00 66.90%
5000 129
29
ol 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11!40 11)60 11!80 12!00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032819\
Data File : BF113379.D

Aca On : 28 Mar 2019 17:38

Operator : JU/SJ

Sample : K2107-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF032519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.53 2.33 ng 211832 Chrysene-di12 13.84
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 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
4 Undecanoic acid 186 C11H2202 000112-37-8 53
5 Oxalic acid, propyl tetradecyl e... 328 C19H3604 1000309-26-7 35
Abundance Scan 1775 (12.527 min): BF113379.D (-1772) (-) m/z 43.00 100.00%
435, 78
5000 129
12:20 12.40 12.60 12.80
(O R RRRRARAR: m/z 72.95 95.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 78
5000 129 ISRV BN BN RS
12.20 12.40 12.60 12.80
m/z 59.90 85.29%
143157171
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 | 78
> ISRUUNR BN BN IS
12.20 12.40 12.60 12.80
5000 m/z 57.00 83.14%
29
0 ..1.5, A .W..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid B EEEEEEEEEE T
43 60 12.20 12.40 12.60 12.80
m/z 54.95 70.46%
5000 129
1Ji 143157171185199213
(o} T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1250 1220 1260 12%0 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032819\
Data File : BF113379.D

Aca On : 28 Mar 2019 17:38

Operator : JU/SJ

Sample : K2107-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.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 Behenic alcohol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.77 2.32 ng 211106 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 90
Abundance Scan 1986 (13.769 min): BF113379.D (-1980) (-) m/z 55.00 100.00%
55 83
5000 111
139 171 193 1340 13.60 13.80 14.00
(o} m/z 57.00 92 .93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55 83
5000 LN BRI U
13.40 13.60 13.80 14.00
29 m/z 83.00 89.98%
okl | 167 196 224 252 280 308
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57 83
1340 13.60 13.80 14.00
5000 m/z 42.95 87 .83%
29
o il 167 195 222 250 280 308 336
m/z--> 2'0 4'0 6|0 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #205392: Trichloroacetic acid, hexadecy! ester A REEEEE S
43 13.40 13.60 13.80 14.00
69 m/z 97.00 86.66%
5000
125
ol 2 153 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.'40 13.|60 13.I8O 14.'00 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032819\
Data File : BF113379.D

Aca On : 28 Mar 2019 17:38

Operator : JU/SJ

Sample : K2107-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .31 3.48 ng 316576 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Hexadecane 226 C16H34 000544-76-3 87
5 Hexatriacontane 507 C36H74 000630-06-8 83

Abundance Scan 2078 (14.310 min): BF113379.D (-2073) (-) m/z 57.00 100.00%

5000 A

14.00 14.20 14.40 14.60
m/z 71.00 66.91%

141 183 239 281
m/iz--> 0 50 100 150 200 250 300 350 400 450 500 550 600

0!

Abundance #141426: Heneicosane

o

\

5000 LI L L L L L L LB B |
14.00 14.20 14.40 14.60
m/z 43.00 61.97%
ol 2 296
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
5[7
R ALEEEREEE SR
14.00 14.20 14.40 14.60
5000 m/z 84.95 50.59%
99
ol | 14 183 225 267 309 367
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane L B B e e
517 14.00 14.20 14.40 14.60
m/z 55.00 21.67%
5000

8

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L S

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14. 00 14. 20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032819\
Data File : BF113379.D

Aca On : 28 Mar 2019 17:38

Operator : JU/SJ

Sample : K2107-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.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 Tetracosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14 .60 6.58 ng 553986 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Eicosane 282 C20H42 000112-95-8 87
4 Nonadecane 268 C19H40 000629-92-5 86
5 Octacosane 394 C28H58 000630-02-4 83
Abundance Scan 2127 (14.598 min): BF113379.D (-2124) (-) m/z 57.00 100.00%
57
5000 85 J
113 mmmmmmmmmm
141
ol 38 L 4ol | 24 163183 208 235253 am1 m/z 71.00 61.83%
m/z--> 50 100 150 200 250 300
Abundance #141425: Heneicosane
57
14.20 14.40 14.60 14.80 15.00
29 m/z 43.00 59.97%
ol12 PLL ) 18 141 160 197 205 253 296
m/z--> 50 160 150 260 250 360
Abundance #175557: Tetracosane Jl
57
14.20 14.40 14.60 14.80 15.00
5000 85 m/z 85.00 46.43%
29 113
o | ‘ I Lo ‘141 169 197 225 253 281 309 338
m/z--> §o 160 150 260 250 360
Abundance #129491: Eicosane R R R e e
57 14.20 14.40 14.60 14.80 15.00
m/z 55.00 20.06%
5000 85
29
o1l i Jog 1%, 141 169 197 225 253 282
m/z--> 50 1(')0 150 200 250 3(')0 14. 20 14. 40 14 60 14. 80 15. 00

8270-BF032519.M

Fri Mar 29 15:02:47 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032819\
Data File : BF113379.D

Aca On : 28 Mar 2019 17:38

Operator : JU/SJ

Sample : K2107-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF032519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Tridecane, 6-propyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.92 9.73 ng 819055 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heptacosane 380 C27H56 000593-49-7 83
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 83

Abundance Scan 2182 (14.921 min): BF113379.D (-2177) (-) m/z 57.00 100.00%

57
5000 8

14.60 14.80 15.00 15.20

113
ﬂ 141|169 211 239 267 309 351

Oty B I i o e e I B N B m/z 71.00 66.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000
14.60 14.80 15.00 15.20
29 m/z 43.00 57 .89%
o L L[] 241 169 107 225 253 206
e ptet— et e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
R e AR R
14.60 14.80 15.00 15.20
5000 85 m/z 85.00 51.63%
113 141
oL2/ | [ | 47,169 197 225 253 281 309 337 365 393 422
....,.... L B e e LA A H i o s S
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493:; Hexacosane
57 14.60 14.80 15.00 15.20
m/z 55.00 19.73%
5000 85
29 113
0 i, 1 ¥ ‘141 169 197 225 253 295 323 367
e A e R e N A
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\BF032819\
Data File : BF113379.D

Aca On : 28 Mar 2019 17:38

Operator : JU/SJ

Sample : K2107-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.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 Eicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.66 10.14 ng 853885 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexadecane 226 C16H34 000544-76-3 87
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2308 (15.663 min): BF113379.D (-2302) (-) m/z 57.00 100.00%
57
5000 85 “ \
113 1540 15.60 15.80 16.00
141 169 : : : :
o....l,.“."ﬂ I P97 225 258 295 328 | “nm/z 71.00  68.77%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 L I B SUMRL U
85 15.40 15.60 15.80 16.00
29 m/z 43.00 56.08%
. | J (113 141 169 107 225 253 282
m/z--> 55 160 1%0 260 2%0 300 3%0 '
Abundance #141426: Heneicosane
57
o 1540 15.60 15.80 16.00
5000 m/z 85.00 50.00%
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #209566: Octacosane B L B B B
57 15.40 15.60 15.80 16.00
m/z 55.00 20.80%
o ?F )| (M8 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 1520 1560 1580 1650
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032819\
Data File : BF113379.D

Aca On : 28 Mar 2019 17:38

Operator : JU/SJ

Sample : K2107-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.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 Triacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.12 5.86 ng 492889 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2386 (16.121 min): BF113379.D (-2380) (-) m/z 57.00 100.00%
57
5000 85 I
U LR BN BN B
113 15.80 16.00 16.20 16.40
141
ol AL LT, 100 107017230 267 205 sss | 00" 67 056
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 AR R A DR
mmmmmmmm
m/z 43.00 55.57%
29 113
o I|J I ] L 141 169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #209566: Octacosane
57
15.80 16.00 16.20 16.40
5000 g5 m/z 85.00 49 .95Y%
29
oLl i Ly 113 141 160 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #194493: Hexacosane L L L L N N B R
57 15.80 16.00 16.20 16.40
m/z 55.00 19.38%
. 290 1) (18 141 160 107 205 253 205 323 367
m/z--> % 1& 1% 2& 250 3& 3m ' mmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032819\
Data File : BF113379.D

Acq On : 28 Mar 2019 17:38

Operator : JU/SJ

Sample : K2107-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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]
unknown6 .47 6.47 80.8 ng 3795350 1 6.70 938983 20.0
Resorcinol 8.45 10.0 ng 613355 2 7.98 1221660 20.0
n-Hexadecanoic acid 11.75 2.3 ng 189545 4 11.21 1631060 20.0
Octadecanoic acid 12.53 2.3 ng 211832 5 13.84 1819590 20.0
Behenic alcohol 13.77 2.3 ng 211106 5 13.84 1819590 20.0
Heneicosane 14.31 3.5 ng 316576 5 13.84 1819590 20.0
Tetracosane 14.60 6.6 ng 553986 6 15.24 1683600 20.0
Tridecane, 6-propyl- 14.92 9.7 ng 819055 6 15.24 1683600 20.0
Eicosane 15.66 10.1 ng 853885 6 15.24 1683600 20.0
Triacontane 16.12 5.9 ng 492889 6 15.24 1683600 20.0
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