LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020519\

Data File : BF112396.D

Aca On : 5 Feb 2019 15:27 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : K1350-03 2X EO-03-020419-B

ALS Vial : 5 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-BF012519.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 5.040 498 502 510 rBV 70884 92942 3.50% 0.227%
2 5.463 570 574 592 rBVY 1733019 1883896 71.01% 4 .592%
3 6.475 743 746 764 rBVY 2024481 2124770 80.09% 5.179%
4 6.604 764 768 775 rBV 2474481 2160095 81.42% 5.266%
5 6.828 803 806 813 rBVY 1242618 1025849 38.67% 2.501%
6 6.987 829 833 836 rBY 2043789 1676295 63.19% 4.086%
7 7.392 898 902 906 rBVY 1432863 1235160 46.56% 3.011%
8 7.428 906 908 912 rVB 75491 59517 2.24% 0.145%
9 8.110 1018 1024 1031 rBvV 1501393 1437277 54.18% 3.504%
10 8.175 1032 1035 1037 rVB2 32836 32479 1.22% 0.079%
11 8.404 1069 1074 1080 rVB5 28051 37048 1.40% 0.090%
12 8.533 1092 1096 1098 rBV 40665 39006 1.47% 0.095%
13 8.704 1122 1125 1127 rVB 113633 94580 3.57% 0.231%
14 8.933 1159 1164 1169 rBV6 21392 32749 1.23% 0.080%
15 9.186 1202 1207 1210 rBvV 3206737 2652962 100.00% 6.467%
16 9.263 1217 1220 1223 rBV 104037 94566 3.56% 0.231%
17 9.580 1271 1274 1277 rBV 261945 247990 9.35% 0.605%
18 9.792 1305 1310 1314 rBV 89890 85704 3.23% 0.209%
19 9.869 1316 1323 1327 rBv 1783411 1567850 59.10% 3.822%
20 10.292 1389 1395 1398 rBV2 70357 70672 2.66% 0.172%
21 10.657 1453 1457 1467 rVB 1798434 1587534 59.84% 3.870%
22 10.763 1473 1475 1481 rBV2 44470 63540 2.40% 0.155%
23 11.016 1513 1518 1522 rVBS8 16513 32928 1.24% 0.080%
24 11.216 1548 1552 1554 rBV 27454 30889 1.16% 0.075%

25 11.357 1572 1576 1579 rBV 1538629 1507831 56.84% 3.676%

26 11.639 1621 1624 1629 rBvV4 25843 33317 1.26% 0.081%
27 11.739 1637 1641 1644 rBV 173370 138374 5.22% 0.337%
28 11.874 1658 1664 1673 rBV3 355497 494527 18.64% 1.205%
29 12.045 1687 1693 1698 rBV5 44942 80515 3.03% 0.196%
30 12.421 1750 1757 1759 rBV 550465 498968 18.81% 1.216%

31 12.445 1759 1761 1768 rVB 367512 320319 12.07% 0.781%
32 12.527 1772 1775 1779 rVB 79997 75581 2.85% 0.184%
33 12.569 1779 1782 1788 rBV 68718 115333 4 _.35% 0.281%
34 12.663 1788 1798 1811 rBV3 689558 2331586 87.89% 5.684%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020519\

Data File : BF112396.D

Aca On : 5 Feb 2019 15:27 Instrument :

Operator : JU/SJ gﬁA{s el
- _ lentosampleld :

3?22'6 : K1350-03 2X EO-03-020419-B

ALS Vial : 5 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\HPCHEM1\BNA F\METHODS\8270-BF012519.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.798 1819 1821 1829 rVB2 69341 87883 3.31% 0.214%

36 12.933 1840 1844 1848 rBV 2607986 2207349 83.20% 5.381%
37 13.663 1957 1968 1979 rBV 1103491 2593723 97.77% 6.323%
38 13.851 1990 2000 2003 rBV2 484710 927367 34.96% 2.261%
39 13.998 2021 2025 2029 rBV 1129795 1021740 38.51% 2.491%
40 14.145 2047 2050 2052 rBV 117852 103148 3.89% 0.251%

41 14.333 2075 2082 2087 rBV 1177028 2316903 87.33% 5.648%
42 14.386 2088 2091 2097 rvv4 225065 402512 15.17% 0.981%
43 14.451 2098 2102 2107 rVB 283374 340093 12.82% 0.829%
44 14.751 2149 2153 2157 rVB 470339 521633 19.66% 1.272%
45 14.904 2172 2179 2190 rBVY 752006 1660977 62.61% 4.049%

46 15.086 2205 2210 2220 rVB 531484 663378 25.01% 1.617%
47 15.462 2268 2274 2280 rBV2 1204132 1606355 60.55% 3.916%
48 15.539 2281 2287 2293 rVB 352029 677338 25.53% 1.651%
49 15.886 2341 2346 2351 rVB 350507 513861 19.37% 1.253%
50 15.945 2351 2356 2362 rBV7 167870 393146 14.82% 0.958%

51 16.274 2407 2412 2421 rVB2 167896 376707 14.20% 0.918%
52 16.380 2426 2430 2436 rVB 186289 317448 11.97% 0.774%
53 16.680 2477 2481 2494 rVB4 132951 329314 12.41% 0.803%

Sum of corrected areas: 41023524

8270-BF012519_.M Wed Feb 06 04:28:37 2019 Page: 2



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\BF020519\

BF112396.D
5 Feb 2019 15:27
JussJ
K1350-03 2X
5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020519\
Data File : BF112396.D

Aca On : 5 Feb 2019 15:27

Operator : JU/SJ

Sample : K1350-03 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 unknown6.60 Concentration Rank 3

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

6.60 42_.11 ng 2160100 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 767 (6.598 min): BF112396.D (-764) (-) m/z 132.00 100.00%
132.0
5000 68.1
401 540 9.1 620 640 6.60 6.80 7.00
B E e m/z 68.10 43.35%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 USRS SR SRR
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 30.78%
'J'%I!J!'I'!'JI""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 27.35%
41.0 97.0
117.0

|
m/z--> 100 léO léIlO l(liO léO /\
Abundance #52379: Tranylcypromine-propionyl A REE B
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.94%

— R‘Lrlol ‘.“l‘ . \IE\;%'?I‘ Al
40 60 80

74.0
5000 98.0

b Ul 1580 1890

I T
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020519\
Data File : BF112396.D

Aca On : 5 Feb 2019 15:27

Operator : JU/SJ

Sample : K1350-03 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 12
R.T. EstConc Area Relative to ISTD R.T.
11.87 6.56 ng 494527 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 68

Abundance Scan 1663 (11.869 min): BF112396.D (-1658) (-) m/z 73.00 100.00%

11.60 11.80 12.00 12.20
m/z 43.10 84.29%

431 730
5000
49 191 '

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 ’ ’
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 TTT T LR B TTTT

11. 60 11. 80 12. OO 12 20

83.0 0
1570 1g50 2130 256.0 m/z 60.00 79.63%
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
R o e R
43.0 11.60 11.80 12.00 12.20
5000 129.0 m/z 55.05 78.23%
171.0
[ ) L
...,.h..\,\» I T
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid LA e
43.0 73.0 11.60 11.80 12.00 12.20
m/z 41.10 77 .49%
15.0 \‘ ‘
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\BF020519\
Data File : BF112396.D

Aca On : 5 Feb 2019 15:27

Operator : JU/SJ

Sample : K1350-03 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 9,12-Octadecadienoic acid, ... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.42 6.62 ng 498968 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
3 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
4 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 97
5 9,12-0Octadecadienoic acid (Z,2)- 280 C18H3202 000060-33-3 95
Abundance Scan 1757 (12.421 min): BF112396.D (-1750) (-) m/z 67.05 100.00%
67.0
411
5000
1231 1501 1220 12140 1260 12.80
178.1 263.3
— 2292 2902 "m/z 81.10 85.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0
5000
12.20 12.40 12.60 12.80
m/z 55.05 65.45%
123.0 149.0 1795 262.0 294.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67.0

41.0

12.20 12.40 12.60 12.80
m/z 95.10 60.76%

5000

123.0 150.0

178.0 223.0 263.0 294.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139727: 9,12-Octadecadienoic acid (Z,2)-, methyl ester e e
67.0 12.20 12.40 12.60 12.80

m/z 41.10 56.55%

5000

294.0
123.0 150.0 178.0 220.0 263.0

I T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020519\
Data File : BF112396.D

Aca On : 5 Feb 2019 15:27

Operator : JU/SJ

Sample : K1350-03 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 10-Octadecenoic acid, methy... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.45 4.25 ng 320319 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 91
2 trans-13-Octadecenoic acid. meth... 296 C19H3602 1000333-61-3 91
3 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 91
4 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 90
5 9-Octadecenoic acid (2)-, methyl... 296 C19H3602 000112-62-9 90

Abundance Scan 1762 (12.451 min): BF112396.D (-1759) (-) m/z 79.05 100.00%

.0

5000 MANA

12.20 12.40 12.60 12.80
m/z 93.05  68.54%

149.1 180.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141285: 10-Octadecenoic acid, methyl ester

12.20 12.40 12.60 12.80
264.0 m/z 80.10 44.43%

296.0

5000

180.0 222.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141314: trans-13-Octadecenoic acid, methyl ester
55.0
AP TR T
12.20 12.40 12.60 12.80
5000 m/z 108.05 40.38%

180.0 206.0

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

Abundance #141288: 16-Octadecenoic acid, methyl ester R RRREEEEES L
55.0 12.20 12.40 12.60 12.80

m/z 264.25 36.95%

5000
264.0

1380  180.0 2220 296.0

A
LI L L L L B L B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020519\
Data File : BF112396.D

Aca On : 5 Feb 2019 15:27

Operator : JU/SJ

Sample : K1350-03 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 2-methyloctacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.66 30.93 ng 2331590 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 81
2 Octacosane 394 C28H58 000630-02-4 81
3 2-methvloctacosane 408 C29H60 1000376-72-8 81
4 Hexacosane 366 C26H54 000630-01-3 81
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 78
Abundance Scan 1798 (12.663 min): BF112396.D (-1788) (-) m/z 57.10 100.00%
57.1
1291 1691 2412 12140 1260 12,80 13.00
o 2L 2013 3234 m/z 43.05 74.13%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
51.0
5000 L SRR B UL I
12,40 12.60 12.80 13.00
99.0 m/z 71.10 71.80%
2m‘|J]JMN1%02m2%M%O
m/z--> 50 100 15 200 250 300 350 '
Abundance #209566: Octacosane
57.0
112.40 12.60 12.80 13.00
5000 m/z 85.05 53.13%
99.0
27,00 | | | | 1410 1830 225.0 281.0  337.0 394.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57.0 12.40 12.60 12.80 13.00
m/z 55.10 33.22%
5000
99.0
270) | | | | | 1420 1830 2250 267.0 309.0 3650
m/z--> 50 100 150 200 250 300 350 ' 1240 12.60 12,80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020519\
Data File : BF112396.D

Aca On : 5 Feb 2019 15:27

Operator : JU/SJ

Sample : K1350-03 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 1
R.T. EstConc Area Relative to ISTD R.T.
13.66 50.77 ng 2593720 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Hexacosane 366 C26H54 000630-01-3 94
3 Eicosane. 10-methvyl- 296 C21H44 054833-23-7 93
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 1968 (13.663 min): BF112396.D (-1957) (-) m/z 57.10 100.00%
57.1
85.1
5000
13.1 13.40 13.60 13.80 14.00
141 1169 2
- | , ]1 A 190219712252253.2 2952323 33615 m/z 71.10 73.54%
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000
13.40 13.60 13.80 14.00
0.0 130 m/z 43.10 65.34Y%
| |L,J}ﬂmwMWMEmm02%0
m/z--> §o 100 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane
57.0
' 13.40 13.60 13.80 14.00
5000 85.0 m/z 85.10 54 _12%
290 i || M2 141:0160.0197.0225,02530 _ 205.0323.0 _ 367.0
m/z--> §o 160 150 260 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57.0 13.40 13.60 13.80 14.00
m/z 55.10 25.17%
5000 85.0
‘ I i 1?9 15f0;83021102390 281.0
m/z--> 5'0 1(')0 1&1;0 200 251;0 3(')0 3&1;0 13. 40 13 60 13. 80 14 Ioo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020519\
Data File : BF112396.D

Aca On : 5 Feb 2019 15:27

Operator : JU/SJ

Sample : K1350-03 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Eicosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.14 2.02 ng 103148 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Octadecane 254 C18H38 000593-45-3 93
3 Heptadecane 240 C17H36 000629-78-7 93
4 Heneicosane 296 C21H44 000629-94-7 90
5 Nonadecane 268 C19H40 000629-92-5 90

Abundance Scan 2049 (14.139 min): BF112396.D (-2047) (-) m/z 57.10 100.00%

517.1
5000

90.1
J | 41.1 184.1216. 9249.0280.2  330.2 398.1 13 80 14.00 14.20 14.40
AL AL 1971216924902802 3302 3081 p T30 71, 02%

m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57.0

5000 R R
13.80 14.00 14.20 14.40

99.0 m/z 71.10 70.51%

270 | | f | | 140 1830 2250 2820
e N e e s T
m/z--> 50 100 150 200 250 300 350 400
Abundance #105884: Octadecane
57.0
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r

13.80 14.00 14.20 14.40

5000 m/z 85.10 51.87%
99.0
20 | § )|, 210 1m0 2540
L o e LA e ]
m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane
57.0 13.80 14.00 14.20 14.40

m/z 41.10 29.02%

5000
99.0
27/0} ] | ; 1410 1830 240.0

il lJJ

T
m/z--> 50 100 150 200 250 300 350 400 13. 80 14. OO 14 20 14.40

8270-BF012519.M Wed Feb 06 04:28:44 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020519\
Data File : BF112396.D

Aca On : 5 Feb 2019 15:27

Operator : JU/SJ

Sample : K1350-03 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Heptadecane, 9-octyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14 .33 45.35 ng 2316900 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
2 Docosane. 1ll-butvl- 366 C26H54 013475-76-8 94
3 Heneicosane. 1ll-pentvl- 366 C26H54 014739-72-1 93
4 Heneicosane 296 C21H44 000629-94-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2081 (14.327 min): BF112396.D (-2075) (-) m/z 57.10 100.00%

517.1
85.1
5000

13.1 mmmmmmmm
141 1169 2197 2
ol Iy AL 2252 2671 3093 3514 3983 Tnyz 71.10  73.22%

T
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r

5000
820 14.00 14.20 14.40 14.60
m/z 43.10 65.34%

13.0
. ﬂ _141016901970 239026702960 352.0
oy T —r T T
m/z--> 50 150 200 250 300 350
Abundance #194500: Docosane, 11-butyl-
57.0

14.00 14. 20 14. 40 14.60

5000 850 m/z 85.10 53.36%
‘ 313014101690 2100 309.0
A, e 23902670 T, 338.0366.0
m/z--> 50 100 150 200 250 300 350
Abundance #194505: Heneicosane, 11-pentyl-
43.0 14.00 14.20 14.40 14.60

m/z 55.10 23.25%

71.0
5000
224.0
99.0 295.0
‘ | |7 pe7.0155.0183.0 253.0 323.0 364.0

H )| I

m/z--> 50 100 150 200 250 300 350 14. 00 14. 20 14. 40 14.60

8270-BF012519.M Wed Feb 06 04:28:45 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020519\
Data File : BF112396.D

Aca On : 5 Feb 2019 15:27

Operator : JU/SJ

Sample : K1350-03 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Cyclohexane, 1,2-dimethyl-3... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.39 7.88 ng 402512 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl-3-pent... 224 C16H32 062376-17-4 53
2 1.7-Dimethvl-4-(1l-methvlethvl)cyv... 210 C15H30 000645-10-3 50
3 Cvclotetradecane 196 C14H28 000295-17-0 43
4 1-Heneicosanol 312 C21H440 015594-90-8 43
5 1-Docosanol, methyl ether 340 C23H480 1000333-91-9 27
Abundance Scan 2092 (14.392 min): BF112396.D (-2088) (-) m/z 83.10 100.00%
83.1
4t 1431 394.3 LA UL SRR UL B
2712071 2852 2942 14.00 14.20 14.40 14.60 14.80
A m/z 97.10 91.44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #81267: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-
97.0
55.0
5000 LA UL SRR UL B
153.0 14.00 14.20 14.40 14.60 14.80
m/z 69.10 60.99%
ﬂ | ) 224.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #69594: 1,7-Dimethyl-4-(1-methylethyl)cyclodecane
58.0
97.0
14.00 14.20 14.40 14.60 14.80
5000 m/z 55.10 50.56%
| 167.0
"MLI"J'”H'M'I'"'I""I""I""I""I'
m/z--> 50 100 150 200 250 300 350 400
Abundance #58277: Cyclotetradecane e EAmEaEEE S
58.0 14.00 14.20 14.40 14.60 14.80
m/z 82.10 36.99%
5000 97.0 VN/XWW\AMMMk/\ﬂkAHWJMAJ/JxMMj
196.0
1'4"0"‘|'} J'h lt"{3?'?""'“" RS UL SR UL B LA UL BRI UL B
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60 14.80

8270-BF012519.M Wed Feb 06 04:28:46 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020519\
Data File : BF112396.D

Aca On : 5 Feb 2019 15:27

Operator : JU/SJ

Sample : K1350-03 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Tricosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .45 6.66 ng 340093 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
4 Docosane 310 C22H46 000629-97-0 91
5 Octadecane 254 C18H38 000593-45-3 83
Abundance Scan 2102 (14.451 min): BF112396.D (-2098) (-) m/z 57.10 100.00%
51.1
5000
| %0 1411 14.20 14.40 14.60 14.80
d by TR 1831 2251 262020303240 3973 i 0T 70 6ot
m/z--> 50 100 150 200 250 300 350 400
Abundance #164578: Tricosane
57.0
5000
14.20 14.40 14.60 14.80
324.0 m/z 43.10 64.41%
‘ I ] 1410 1830 2250 267.0 '
m/z--> - "éolll ioo léd 266 " ésd B 560"' ééo"' ﬁoo
Abundance #141426: Heneicosane
57.0
" 1420 14.40 1460 14.80
5000 m/z 85.10 55.71%
99.0
Q%JJ‘JJMW1%OQM2%M%O
m/z--> §0 100 1%0 200 250 360 350 400
Abundance #194499: Eicosane, 7-hexyl- L B B e
57.0 14.20 14.40 14.60 14.80
m/z 55.10 24 .18%
5000
99.0
| |y 1410 1820 5559 2810 3379
L I L L L L L L L L L L TrTTTTTTT T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80

8270-BF012519.M Wed Feb 06 04:28:47 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020519\
Data File : BF112396.D

Aca On : 5 Feb 2019 15:27

Operator : JU/SJ

Sample : K1350-03 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Octadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .90 20.68 ng 1660980 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Tetracosane 338 C24H50 000646-31-1 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2178 (14.898 min): BF112396.D (-2172) (-) m/z 57.10 100.00%
57.1
5000
| %0 14.60 14.80 15.00 15.20
141 1 . . . .
ol l , L “ Lo f 1832 2252 27613093 3654 m/z 71.10 74.03%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57.0
5000 DAL PR DU B

1460 14.80 15.00 1520
’ m/z 43.10 65.92%
Jl

27}0‘

}41 0 183.0 2250254.0
— e P
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane
57.0
o
14.60 14.80 15.00 15.20
5000 m/z 85.10 55.76%
99.0
L ‘J | [410 1830 2250 267.0 309.0%%80
e T e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane T T
57.0 14.60 14.80 15.00 15.20
m/z 55.10 23.64%
5000
99.0
28.0 ],I‘{ | 4 1410 1830 2250 267.0 309.0 36503940
e T e e o
m/z--> 50 100 150 200 250 300 350 14 60 14. 80 15. 00 15. 20

8270-BF012519.M Wed Feb 06 04:28:50 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020519\
Data File : BF112396.D

Aca On : 5 Feb 2019 15:27

Operator : JU/SJ

Sample : K1350-03 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Tetracosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.09 8.26 ng 663378 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 Tricosane 324 C23H48 000638-67-5 95
3 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 93
4 Eicosane 282 C20H42 000112-95-8 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2211 (15.092 min): BF112396.D (-2205) (-) m/z 57.10 100.00%
57.1
85.1
5000

113.1

141 1 14.80 15.00 15.20 15.40
16911961 . .

l " — 12252 256.1 300333733653 m/z 71.10 74.98%

m/z--> 50 150 200 250 300 350
Abundance #175555: Tetracosane
571.0
5000 850 LRI L L L LR B R
14.80 15.00 15. 20 15. 40
20.0 113.0 m/z 43.10 63.31%
L ,] 14}016?0197 0225.0253.0281.0309.0 338.0
i — T
m/z--> 50 lOO 150 200 250 300 350
Abundance #164577: Tricosane
57.0
AR EEREE L
14.80 15.00 15.20 15.40
5000 85.0 m/z 85.10 55.91%
29.0 113.0 324.0
“J‘ [777241.0169.0197.0225.0253.0281.0
N I T e L s = o
m/z--> 50 100 150 200 250 300 350
Abundance #94356: Tetradecane, 2,6,10-trimethyl- R Ea N e S
57.0 14.80 15.00 15.20 15.40
m/z 55.10 25.29%
5000 85.0
113.0 155.0
183.0
- J,. bd Lo L P 280 e
m/z--> 50 100 150 200 250 300 350 14.80 15. 00 15. 20 15. 40

8270-BF012519.M Wed Feb 06 04:28:50 2019

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020519\
Data File : BF112396.D

Aca On : 5 Feb 2019 15:27

Operator : JU/SJ

Sample : K1350-03 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Tetracosane, 1l1-decyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

15.54 8.43 ng 677338 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Triacontane 422 C30H62 000638-68-6 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Tetracosane. 1ll-decvl- 479 C34H70 055429-84-0 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2287 (15.539 min): BF112396.D (-2281) (-) m/z 57.10 100.00%

51.1
5000

15.20 15.40 15.60 15.80

141.1 183.2 2252 267.1301.1337.3 379.4

(0} m/z 71.10 77.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94344: Heptadecane
57.0
5000 LA L L L LB L B L |
15.20 15.40 15.60 15.80
99.0 m/z 43.10 60.76%
I e O —
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
R R REE
15.20 15.40 15.60 15.80
5000 m/z 85.10 56.20%
99.0
Ly A | Jaro 1839 225.0 267.0 309.0 351.0 422.0
ety ....,.... L B e B LI e e o
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl- A L e e
57.0 15.20 15.40 15.60 15.80
m/z 55.10 22.74%
5000
90 a0 239.0
i, ...JJ b 30 2810 3230 e
m/z--> 50 100 150 200 250 300 350 400 15.20 15. 40 15 60 15.80

8270-BF012519.M Wed Feb 06 04:28:51 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020519\
Data File : BF112396.D

Aca On : 5 Feb 2019 15:27

Operator : JU/SJ

Sample : K1350-03 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Octacosane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
15.89 6.40 ng 513861 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 2-methyltetracosane 352 C25H52 1000376-72-6 90

Abundance Scan 2347 (15.892 min): BF112396.D (-2341) (-) m/z 57.10 100.00%
57.1
5000
st 1560 15.80 16.00 16.20
141 1 . . . .
I “ Ly J831 23612671 3092 3652 | nzz 71.10  74.18%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 LR LR BRI UL B
15. 60 15. 80 16. 00 16 20
99.0 m/z 43.10 60.27%
27r0| |1y 141 0 1830 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 3%0 '
Abundance #141426: Heneicosane
57.0
1560 15.80 16.00 16.20
5000 m/z 85.10 56.86%
99.0
ani0) | | | | p4r0 183.0 225026602960
m/z--> 50 160 1%0 200 250 360 3%0 '
Abundance #141432: Pentadecane, 8-hexyl- T T T T T
57.0 15.60 15.80 16.00 16.20
m/z 55.10 24 .26%
5000
99.0 196.0
270 | | ||y M0 T seso
m/z--> 50 160 1%0 260 250 300 3%0 ' 1560 1580 1600 1620

8270-BF012519.M Wed Feb 06 04:28:52 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020519\
Data File : BF112396.D

Aca On : 5 Feb 2019 15:27

Operator : JU/SJ

Sample : K1350-03 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 _.beta.-Sitosterol Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.94 4.89 ng 393146 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 87
2 .aamma.-Sitosterol 414 C29H500 000083-47-6 46
3 17-(1.5-Dimethylhexv1)-10.13-dim... 414 C29H500 1000210-86-9 25
4 Cholest-7-en-3-ol. 4.4-dimethvl-... 414 C29H500 006384-28-7 25
5 22,26-0xido-4,17-cholestadien-3.... 414 C27H4203 1000252-80-4 15
Abundance Scan 2355 (15.939 min): BF112396.D (-2351) (-) m/z 43.10 100.00%
431

5000

15.60 15.80 16.00 16.20
m/z 55.10 80.37%

m/z--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43.0
5000 AR AU A VAR
107.0 414.0 15.60 15.80 16.00 16.20
145.0 m/z 41.10 69.09%

213.0
255.0 303.0
78.0 41.0 381.0

m/z--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43.0
R R REE
15.60 15.80 16.00 16.20
5000 m/z 95.10 64 .66%
AL
m/z--> 50 100 150 200 250 300 350 400
Abundance #217457: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-4-vinylhexa. .. R A REER R
43.0 15.60 15.80 16.00 16.20
m/z 107 .05 55.92%
5000
R R REE
m/z--> 15.60 15.80 16.00 16.20

8270-BF012519.M Wed Feb 06 04:28:52 2019

Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020519\
Data File : BF112396.D

Aca On : 5 Feb 2019 15:27

Operator : JU/SJ

Sample : K1350-03 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 18 Dodecane, 2-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.27 4.69 ng 376707 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Heptadecane 240 C17H36 000629-78-7 87
3 Dodecane. 2-methvl- 184 C13H28 001560-97-0 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Pentacosane 352 C25H52 000629-99-2 81
Abundance Scan 2411 (16.268 min): BF112396.D (-2407) (-) m/z 57.10 100.00%
5%.1
o e 1600 1620 1640 1660
207 1239.1 309.0 : : : :
-'|| '|-J L l(R020 200 1 210 29000, 320039224268 sy 43,10 77.68%
m/z--> 50 150 200 250 300 350 400
Abundance #129491: Eicosane
57.0
5000 LI B SUCRILN UL SRR
16.00 16.20 16.40 16.60
9.0 m/z 71.10 73.78%
s e o e w0
m/z--> 50 100 150 200 250 300 350 400
Abundance #94345: Heptadecane
57.0
16.00 16.20 16.40 16.60
5000 m/z 85.10 55.22%
99.0
1l L, 1410 1520 2400
m/z--> 50 100 150 200 250 300 350 400
Abundance #48854. Dodecane, 2- methyl— LI L L N N B
57.0 16.00 16.20 16.40 16.60
m/z 55.10 27.16%
5000
99.0 141.0
1I5'IQJILI\IJIIIIJIIJI\‘\ ’184O||||| T R EREREREE RS
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60

8270-BF012519.M Wed Feb 06 04:28:53 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020519\
Data File : BF112396.D

Aca On : 5 Feb 2019 15:27

Operator : JU/SJ

Sample : K1350-03 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 19 Heptadecane Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
16.38 3.95 ng 317448 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Eilcosane 282 C20H42 000112-95-8 94
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tridecane. 6-propvl- 226 C16H34 055045-10-8 91
5 Nonadecane 268 C19H40 000629-92-5 91

Abundance Scan 2430 (16.380 min): BF112396.D (-2426) (-) m/z 57.10 100.00%
57.1
5000 xvu«mﬂ‘yﬁJf\d/\\,,v«,,q,“,\~
s 16.00 16.20 16.40 16.60
141.1 . . )
ol LA LA P ges1 2251 27er 3o a3 R Ry
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane
57.0
5000 AR DR U
16 00 16. 20 16. 40 16.60
m/z 43.10 62.73%
27.f0. i |9§j'01 |14,1 .0 133 0 240.0
m/z--> - "55' "'166 B iéo"' éoo"' ééd B 500"' 550 !
Abundance #129490: Eicosane
57.0
16.00 16.20 16.40 16.60
5000 m/z 85.10 56.43%
99.0
m/z--> 55 160 150 260 250 300 350 '
Abundance #141426: Heneicosane | BLELELELE BN B LR I
57.0 16.00 16.20 16.40 16.60
m/z 69.10 24 .64%
5000
99.0
270 | | | | ; M10 1830 2250 267.0296.0
m/z--> 55 160 1%0 260 2éo 360 350 ' 1600 1620 1640 1660 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020519\
Data File : BF112396.D

Aca On : 5 Feb 2019 15:27

Operator : JU/SJ

Sample : K1350-03 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 20 unknownl6.68 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.68 4.10 ng 329314 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Methoxv-1-naphthol 174 C11H1002 067247-13-6 47
2 2-Methvl-5-methoxvtrvptamine 204 C12H16N20 003143-97-3 38
3 Butane-1-sulfonic acid (3-methvl._.. 295 C13H17N303S 1000309-93-8 38
4 2H-1soindole-2-acetic acid. 1.3-... 219 C11H9NO4 019506-87-7 38
5 8-Amino-6-methoxyquinoline 174 C10H10N20 000090-52-8 38
Abundance Scan 2481 (16.680 min): BF112396.D (-2477) (-) m/z 174.10 100.00%
174.1
5000
811 410.4
a2l 135.1 2120 291 405 3683 16.40 16.60 16.80 17.00
m/z 161.05 37.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #40975: 7-Methoxy-1-naphthol
174.0
131.0
5000 A AR SR SR B
16.40 16.60 16.80 17.00
m/z 159.10 29.45%
77.0
?%q'”thlLL"‘l""l""l""l""l""l"
m/z--> 50 100 150 200 250 300 350 400
Abundance #64007: 2-Methyl-5-methoxytryptamine
174.0
16,40 16.60 16.80 17.00
5000 m/z 410.35 27.18%
131.0 204.0
42.0 .77A'0_ " ﬂ . J\ A A
m/z--> 50 100 150 200 250 300 350 400
Abundance #139966: Butane-1-sulfonic acid (3-methyl-4-oxo-3,4-dihydr... A M e
174.0 16.40 16.60 16.80 17.00
m/z 187.10 25.77%
5000
42.0 295.0
78.0 1190 216.0
m/z--> 50 100 150 200 250 300 350 400 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF020519\

Data File : BF112396.D

Acq On : 5 Feb 2019 15:27 Instrument :

Operator : JU/SJ gﬁA{s el
- _ lentosampleld :

3?22'6 : K1350-03 2X EO-03-020419-B

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_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 .60 6.60 42.1 ng 2160100 1 6.83 1025850 20.0
n-Hexadecanoic acid 11.87 6.6 ng 494527 4 11.36 1507830 20.0
9,12-Octadecadien... 12.42 6.6 ng 498968 4 11.36 1507830 20.0
10-Octadecenoic a... 12.45 4.3 ng 320319 4 11.36 1507830 20.0
2-methyloctacosane 12.66 30.9 ng 2331590 4 11.36 1507830 20.0
Heneicosane 13.66 50.8 ng 2593720 5 14.00 1021740 20.0
Eicosane 14.14 2.0 ng 103148 5 14.00 1021740 20.0
Heptadecane, 9-oc... 14.33 45.4 ng 2316900 5 14.00 1021740 20.0
Cyclohexane, 1,2-... 14.39 7.9 ng 402512 5 14.00 1021740 20.0
Tricosane 14 .45 6.7 ng 340093 5 14.00 1021740 20.0
Octadecane 14.90 20.7 ng 1660980 6 15.46 1606360 20.0
Tetracosane 15.09 8.3 ng 663378 6 15.46 1606360 20.0
Tetracosane, 11-d... 15.54 8.4 ng 677338 6 15.46 1606360 20.0
Octacosane 15.89 6.4 ng 513861 6 15.46 1606360 20.0
-beta.-Sitosterol 15.94 4.9 ng 393146 6 15.46 1606360 20.0
Dodecane, 2-methyl- 16.27 4.7 ng 376707 6 15.46 1606360 20.0
Heptadecane 16.38 4.0 ng 317448 6 15.46 1606360 20.0
unknownl6.68 16.68 4.1 ng 329314 6 15.46 1606360 20.0
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