LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040620\

Data File : BF119792.D

Aca On > 7 Apr 2020 1:19 Instrument :
Operator : MA/SJ ?:'l\:gﬁ't:Sam ol
3?22'6 i L2099-01 23&GW{QEZ
ALS Vial : 29 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-BF031820.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 3.799 286 291 297 rVB 143497 193406 3.20% 0.432%
2 4.234 362 365 372 rBV 50829 62494 1.03% 0.140%
3 4.969 487 490 497 rVB 56525 65315 1.08% 0.146%
4 5.387 557 561 564 rBY 2590910 2198376 36.38% 4 .908%
5 5.722 609 618 625 rBV 105035 106245 1.76% 0.237%
6 6.404 723 734 743 rBVY 1641948 1661277 27.49% 3.709%
7 6.781 794 798 801 rBVY 1226872 978252 16.19% 2.184%
8 6.845 806 809 820 rBV 556675 581903 9.63% 1.299%
9 6.939 820 825 828 rVB 4589304 4036236 66.79% 9.011%
10 7.134 851 858 863 rBV 85133 139496 2.31% 0.311%

11 7.345 886 894 897 rBV 3398799 3435548 56.85% 7.670%
12 7.457 904 913 916 rBV 239262 441985 7.31% 0.987%
13 7.551 925 929 931 rBV 69418 61527 1.02% 0.137%
14 7.804 963 972 977 rBVv3 183575 336309 5.56% 0.751%
15 7.975 995 1001 1008 rBV 102980 123246 2.04% 0.275%

16 8.069 1012 1017 1019 rBV 1342367 1311597 21.70% 2.928%

17 8.086 1019 1020 1023 rVB 125715 71054 1.18% 0.159%
18 8.422 1070 1077 1080 rBV 290288 399135 6.60% 0.891%
19 8.833 1141 1147 1151 rVB2 69102 75347 1.25% 0.168%
20 8.981 1168 1172 1178 rBV5 47438 64028 1.06% 0.143%

21 9.145 1195 1200 1204 rBV 5745668 6043382 100.00% 13.491%
22 9.245 1211 1217 1219 rBV2 162480 141260 2.34% 0.315%
23 9.539 1263 1267 1270 rBV 825623 624650 10.34% 1.394%
24 9.586 1271 1275 1280 rVV2 144288 160315 2.65% 0.358%
25 9.639 1280 1284 1291 rVB7 52019 84814 1.40% 0.189%

26 9.822 1310 1315 1319 rBV 1636010 1448195 23.96% 3.233%
27 9.928 1328 1333 1336 rVB 358772 338789 5.61% 0.756%
28 10.028 1346 1350 1357 rVB 145566 147553 2.44% 0.329%
29 10.139 1364 1369 1373 rBV2 86127 111400 1.84% 0.249%
30 10.245 1383 1387 1389 rBvV2 115551 108437 1.79% 0.242%

31 10.469 1421 1425 1429 rBV 123664 116774 1.93% 0.261%
32 10.616 1444 1450 1453 rBV 3950888 3678225 60.86% 8.211%
33 10.663 1453 1458 1461 rVB 488794 425660 7.04% 0.950%
34 11.310 1564 1568 1571 rBV 1788074 1471799 24 .35% 3.286%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040620\

Data File : BF119792.D

Aca On > 7 Apr 2020 1:19 Instrument :
Operator : MA/SJ gmgigamlem'
3?22'6 i L2099-01 23&GW{QEZ
ALS Vial : 29 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-BF031820.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 11.369 1575 1578 1584 rVB 79723 82227 1.36% 0.184%

36 11.427 1584 1588 1592 rBV2 119189 145898 2.41% 0.326%
37 11.522 1602 1604 1610 rBV2 96196 120742 2.00% 0.270%
38 11.845 1655 1659 1663 rBV 766592 694724 11.50% 1.551%
39 12.533 1773 1776 1778 rBV3 59521 65866 1.09% 0.147%
40 12.633 1789 1793 1801 rBV 537975 575821 9.53% 1.285%

41 12.904 1834 1839 1842 rBV 5775016 5515707 91.27% 12.313%
42 13.163 1880 1883 1888 rVB 146063 167778 2.78% 0.375%
43 13.357 1913 1916 1927 rBV4 93295 189813 3.14% 0.424%
44 13.480 1934 1937 1945 rVB 99786 115901 1.92% 0.259%
45 13.810 1990 1993 2003 rBVY 433615 511980 8.47% 1.143%

46 13.951 2012 2017 2021 rBV 1541470 1394049 23.07% 3.112%
47 14.127 2043 2047 2051 rBV 226243 214162 3.54% 0.478%
48 14.433 2095 2099 2101 rBV 288253 278792 4.61% 0.622%
49 14.715 2143 2147 2148 rBVY 223897 241945 4._00% 0.540%
50 14.733 2148 2150 2153 rVV 422311 362664 6.00% 0.810%

51 14.768 2153 2156 2159 rVvVv 95895 88466 1.46% 0.197%
52 14.810 2159 2163 2169 rVB 187473 194604 3.22% 0.434%
53 15.068 2202 2207 2211 rBV 347921 406890 6.73% 0.908%
54 15.398 2257 2263 2266 rBV 1024508 1207667 19.98% 2.696%
55 15.439 2266 2270 2278 rVB 320588 404327 6.69% 0.903%

56 15.862 2337 2342 2347 rBV 212398 303142 5.02% 0.677%
57 16.357 2420 2426 2431 rBV2 110204 186771 3.09% 0.417%
58 16.933 2518 2524 2531 rBV2 35408 80168 1.33% 0.179%

Sum of corrected areas: 44794133
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040620\
Data File : BF119792.D

Aca On > 7 Apr 2020 1:19

Operator : MA/SJ

Sample : L2099-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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: BF119792.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040620\
Data File : BF119792.D

Aca On > 7 Apr 2020 1:19

Operator : MA/SJ

Sample : L2099-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 1-Hexanol, 2-ethyl- Concentration Rank 2

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

6.85 11.90 ng 581903 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
2 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 64
3 2-Ethvl-1-hexanol. methvl ether 144 C9H200 1000365-10-2 50
4 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 50
5 Propanoic acid, 2,2-dimethyl-, o... 214 C13H2602 027751-88-8 45

Abundance Scan 810 (6.851 min): BF119792.D (-806) (-) m/z 57.10 100.00%
7
5000
41
7|° 8|3 %8 11 6.60 6.80 7.00 7.20
O} e e e B e S A m/z 41.00 32.51%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13670: 1-Hexanol, 2-ethyl-
7
5000
43 6.60 6.80 7.00 7.20
29 70 g3 m/z 43.00 28.07%
0 N |"¢"||!" %?' }}% [rr [
m/z--> 20 40 60 80 100 120 140 160
Abundance
57
6.60 6.80 7.00 7.20
5000 m/z 55.00 25.72%
70
0 45 83 o 117 129 171
miz--> 20 40 60 80 100 120 140 160
Abundance #21168: 2-Ethyl-1-hexanol, methyl ether
45 37 6.60 6.80 7.00 7.20
m/z 56.00 20.86%
70
5000
83 112
1 L
0 ||1|5| I‘I‘I I‘I‘I\I |H|‘||‘=‘| . |‘||||“||||‘||||||1|4]|-||||||||| Auuuul||||A||||||||||||||J‘
m/z--> 20 40 60 80 100 120 140 160 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040620\
Data File : BF119792.D

Aca On > 7 Apr 2020 1:19

Operator : MA/SJ

Sample : L2099-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Butanoic acid, 3-methyl- Concentration Rank 19

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

7.13 2.85 ng 139496 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 72
2 Pentanoic acid 102 C5H1002 000109-52-4 64
3 Hexanoic acid 116 C6H1202 000142-62-1 64
4 Heptanoic acid 130 C7H1402 000111-14-8 58
5 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 56

Abundance Scan 857 (7.128 min): BF119792.D (-851) (-) m/z 60.00 100.00%
60
5000 3
87 101 6.80 7.00 7.20 7.40
0..,....,....,....,....,..!'.-'...:'I'.!..,.':..,....,'....,....,... m/z 73.00 49_76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4286: Butanoic acid, 3-methyl-
60
5000
41 6.80 7.00 7.20 7.40
2 g7 m/z 43.05 32.02%
"P"W'”'P'”I”"I AU LR SRR SRR S
m/z--> 10 20 60 70 80 90 100 110 120
Abundance
60
6.80 7.00 7.20 7.40
5000 73 m/z 41.00 28.66%
29 4
0 47 53 67 81 87 101
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8068: Hexanoic acid
60 6.80 7.00 7.20 7.40
m/z 55.00 26.72%
5000 73
27 87
0 18 [ ‘\\\ 53| || 67, |, 80 99 116
m/z--> 10 20 3'0 40 50 60 70 8 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040620\
Data File : BF119792.D

Aca On > 7 Apr 2020 1:19

Operator : MA/SJ

Sample : L2099-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Hexanoic acid, 2-ethyl- Concentration Rank 6

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

7.46 6.74 ng 441985 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 86
2 1.4-Dioxane 88 C4H802 000123-91-1 47
3 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 45
4 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 42
5 Methyl 2,3,4-tri-O-methyl-6-deox... 220 C10H2005 072983-16-5 40

Abundance Scan 913 (7.457 min): BF119792.D (-904) (-) m/z 72.95 100.00%
783
5000 M
101
l I 7.20 7.40 7.60 7.80
B O — m/z 88.00 87.03%
m/z--> 50 100 150 200 250 300 350
Abundance #20867: Hexanoic acid, 2-ethyl-
88
5000 IR IS A A A
57 720 740 7.60 7.80
29 116 m/z 57.00 40.45%
0 J“!"'J'm']ﬁf" UL UL UL UL
m/z--> 50 100 150 200 250 300 350
Abundance
28
7.20 7.40 7.60 7.80
5000 m/z 41.05 38.86%
88
58
e N UL S WL L WL
m/z--> 50 100 150 200 250 300 350
Abundance #205569: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester T T T T
4 88 7.20 7.40 7.60 7.80
m/z 55.00 27 .30%
5000
6
0 ‘n w\”‘ | \409 135155173 214 242 272 294313 355
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040620\
Data File : BF119792.D

Aca On > 7 Apr 2020 1:19

Operator : MA/SJ

Sample : L2099-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Octanoic acid Concentration Rank 10

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

7.80 5.13 ng 336309 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 78
2 Heptanoic acid 130 C7H1402 000111-14-8 59
3 Hexanoic acid 116 C6H1202 000142-62-1 58
4 Pentanoic acid 102 C5H1002 000109-52-4 50
5 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 50

Abundance Scan 971 (7.798 min): BF119792.D (-963) (-) m/z 60.00 100.00%
5000 43 73
B 101 15610 50 150 750 B0 530
oberrrrrrrerree b BMML L TS ML 85,00 97.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20839: Octanoic acid
60
73
5000 27
7.40 7.60 7.80 8.00 8.20
85 101 m/z 73.00 48 .69%
0 ..,....,..==i-....|i!.|..5,.1.‘u.-|....I,.!..,:-!l..,....,l....,.1}.?,...1.2,9....,1.‘.*‘.*.,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
60
7.40 7.60 7.80 8.00 8.20
5000 73 m/z 43.00 43 .48%
07 4
87
o 51 101 113 130
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8068: Hexanoic acid B B e B R
60 7.40 7.60 7.80 8.00 8.20
m/z 55.00 42 .64%
5000 73
27 87
0 ”l"}ﬁ"ﬂh"'hkw'w'jﬂ'k"“bl"v'j'v"??“"|&%§|“"|“"|"“|" USRI S SR LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040620\
Data File : BF119792.D

Aca On > 7 Apr 2020 1:19

Operator : MA/SJ

Sample : L2099-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Nonanoic acid Concentration Rank 8

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

8.42 6.09 ng 399135 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 90
2 Hexanoic acid 116 C6H1202 000142-62-1 59
3 Pentanoic acid. 3-methvl- 116 C6H1202 000105-43-1 47
4 Pentanoic acid 102 C5H1002 000109-52-4 47
5 Heptanoic acid 130 C7H1402 000111-14-8 45

Abundance Scan 1077 (8.422 min): BF119792.D (-1070) (-) m/z 59.95 100.00%
60
73
5000 41
. 8.00 8.0 840 8.60 8.80
0 m/z 73.00 66.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30180: Nonanoic acid
60 73
41
5000
29 8.00 820 840 860 8.80
m/z 57.00 61.20%
o 15 5
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
60
8.00 8.20 8.40 860 8.80
5000 73 m/z 41.05 45 .24%
21 a4
87
0 51 101 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8133: Pentanoic acid, 3-methyl- e R R s
60 800 820 840 860 880
m/z 55.00 42 .08%
5000
41 a7
0 J\\so\‘\ 73 101 115
m/z--> 1'0 2'0 3'0 4'0 50 60 7'0 80 9'0 1(')0 110 12'0 13"0 14'10 1&1,0 1('30 8. oo 8. I20 8. 40 8. 530 8. I80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040620\
Data File : BF119792.D

Aca On > 7 Apr 2020 1:19

Operator : MA/SJ

Sample : L2099-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 unknown9.93 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.93 4.68 ng 338789 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adipic acid. di(but-2-en-1-vI) e... 254 C14H2204 1000324-71-1 43
2 Succinic acid. ethvl 6-ethvloct-... 286 C16H3004 1000324-92-1 27
3 4-Thiazolemethanol. 2-T(dimethvl._.. 172 C7H12N20S 1000351-67-2 25
4 2.2"-Bi-1.3-dioxolane. 4.4.4" .47 ... 258 C14H2604 035528-76-8 25
5 Succinic acid, ethyl pent-4-en-2... 214 C11H1804 1000353-45-7 22
Abundance Scan 1333 (9.928 min): BF119792.D (-1328) (-) m/z 55.00 100.00%
111 4199
5000
41 83
6 9 141 172 9 60 9.80 10.00 10.20
0 b b 2 e m/z 111.00  64.37%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105368: Adipic acid, di(but-2-en-1-yl) ester
129
5000 55 A N SN R
111 9.60 9.80 10.00 10.20
m/z 128.95 61.11%

83
ol 27 39 ,‘ 71 9$ L 147 182 200 254
e R S S AR RaARR R
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
129

9.60 9.80 10.00 10.20

5000 101 m/z 41.00 36.36%
84 147
29 4355 % 114 215
] Sl SN NSNS -~ AN N I NS N ———
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #40044: 4-Thiazolemethanol, 2-[(dimethylamino)methyI]- T T T T
111 129 960 980 10001020
58 m/z 101.00 34.46%
5000
42
o 187 g9 | 141 .
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040620\
Data File : BF119792.D

Aca On > 7 Apr 2020 1:19

Operator : MA/SJ

Sample : L2099-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.85 9.44 ng 694724 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Dodecanoic acid 200 C12H2402 000143-07-7 76
5 Tridecanoic acid 214 C13H2602 000638-53-9 70
Abundance Scan 1660 (11.851 min): BF119792.D (-1655) (-) m/z 60.00 100.00%
43 60 73
5000 129
171 213 LI BRI BN BN B
“ 143157 185199 | 227 256 11.60 11.80 12.00 12.20
0! il m/z 72.95 97 .02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000 29 256 LI BRI SR SUSULILE B
nmnmnmnm
213 m/z 43.00 94 .04%
; || L 143157171185 oo
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
" 1160 11.80 12.00 12.20
5000 129 m/z 57.00 86.20%
29 87
115 | 143 199 242
101 185
s 157171 213226
m/z--> 25 45 eb 85 160 150 150 160 180 200 220 240 2éo
Abundance #84453: Tetradecanoic acid
60 73 11.60 11.80 12.00 12.20
43 m/z 55.00 73.48%
5000 129
185 228
01115 | 143..5171
0: |||||||||| \m H‘ - |‘||:|I-|57|||| |‘||1|99||2:|L|3||‘|||||||||| hamssl s S Sttt ta s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040620\
Data File : BF119792.D

Aca On > 7 Apr 2020 1:19

Operator : MA/SJ

Sample : L2099-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.63 8.26 ng 575821 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Undecanoic acid 186 C11H2202 000112-37-8 76
5 Pentadecanoic acid 242 C15H3002 001002-84-2 72
Abundance Scan 1792 (12.627 min): BF119792.D (-1789) (-) m/z 43.00 100.00%
4B 57
73
200 J\/\M
129
Jﬂ " us 185 201 1240 12160 1280 1300
143157171 | 199 284 : : : :
o 213227 1255 m/z 57.00  89.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
4B 57 7B
5000 129 R EEE s e
nmnmnmnm
m/z 59.95 82.70%
143157171
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 60
12.'40 12.I60 12.I80 13.'00
5000 129 m/z 72.95 80.03%
8 g7 115 213 256
157 1 5!
. 14372185 100 as
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
78 12.40 12.60 12.80 13.00
43 m/z 55.00 75.88%
5
5000 129
185 228
115
1 1435171
OI .......TJW H‘ “.‘..‘..:!-.57.....‘..]:99.?}?.}‘......|....|... e ———
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 1300

8270-BF031820.M Wed Apr 08 08:37:04 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040620\
Data File : BF119792.D

Aca On > 7 Apr 2020 1:19

Operator : MA/SJ

Sample : L2099-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 unknownl3.36 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.36 2.72 ng 189813 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-(13.14-Epoxv)tetradec-11-en-1-... 268 C16H2803 1000131-33-2 25
2 3-Chloropropionic acid. octadecv... 360 C21H41CIl02 088168-99-4 22
3 Undecvlenic acid 184 C11H2002 000112-38-9 14
4 Cvclohexanemethanol. 4-methvl-. ... 128 C8H160 003937-48-2 14
5 Oleic Acid 282 C18H3402 000112-80-1 11
Abundance Scan 1917 (13.363 min): BF119792.D (-1913) (-) m/z 55.00 100.00%

:

5000
3 115 143161 179 273 13.00 13.20 13.40 13.60
o} m/z 197.20 47 .61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117369: Z-(13,14-Epoxy)tetradec-11-en-1-ol acetate
43
13.00 13.20 13.40 13.60
m/z 41.00 46.76%
0 g 149 180195 225243 268
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55 97
R S .
13.00 13.20 13.40 13.60
5000 m/z 57.00 46.17%
29 71

125
. 153169 196 224 252,09 o595 325

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

-

Abundance #48429: Undecylenic acid
13.00 13.20 13.40 13.60
m/z 43.00 41.63%
B M
O R AR e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.00 13.20 13.40 13.60

8270-BF031820.M Wed Apr 08 08:37:05 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040620\
Data File : BF119792.D

Aca On > 7 Apr 2020 1:19

Operator : MA/SJ

Sample : L2099-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Octacosyl trifluoroacetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.81 7.35 ng 511980 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 91
2 Dotriacontvl heptafluorobutvrate 662 C36H65F702 1000351-84-2 91
3 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 91
4 Triacontvl heptafluorobutvrate 634 C34H61F702 1000351-83-2 91
5 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
Abundance Scan 1993 (13.810 min): BF119792.D (-1990) (-) m/z 57.00 100.00%
57
5000 h l
LRI RIS PR SUN B
13.40 13.60 13.80 14.00 14.20
ol ..l.,.L.if‘-.‘?.l.??‘?l..l?.‘}f????,....,....,....,....,....,....,....,. m/z 43.05  70.46%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #235928: Octacosyl trifluoroacetate
57
97
5000 AR SRR BRI SURBLRA
13140 13.60 13.80 14.00 14.20
m/z 55.00 53.01%
0 1‘ 181 222 264 306 348 392 437 488
m/z--> 56 160 150 200 250 300 350 400 450 500 550 600 650
Abundance
57
o7 13.40 13.60 13.80 14.00 14.20
5000 m/z 71.05 43.10%
139
ol AL, 19222 278 300 364 405 448 493 644
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #223732: Tricosyl trifluoroacetate R R EER S e
57 13.40 13.60 13.80 14.00 14.20
o7 m/z 83.05 40.71%
5000
0 9 181 222 264 322 367 418 k A N
m/z--> 5'0 100 1&'30 200 250 300 350 400 450 500 550 600 650 13140 13.60 13.80 14.00 14.20

8270-BF031820.M Wed Apr 08 08:37:06 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040620\
Data File : BF119792.D

Aca On > 7 Apr 2020 1:19

Operator : MA/SJ

Sample : L2099-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Hexadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.13 3.07 ng 214162 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Octacosane 394 C28H58 000630-02-4 91
3 Eicosane. 10-methvyl- 296 C21H44 054833-23-7 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2047 (14.127 min): BF119792.D (-2043) (-) m/z 57.00 100.00%
57
5000 85
113 111 13.80 14.00 14.20 14.40
0 ...l,...-il (L 109196 225 267 3% | "m/z 43.05 57.51%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57
5000 L U B B AR
a5 Bmmmmmmm
29 m/z 71.05 52.51%
0 J | 113 141 169 197 226
m/z--> 55 160 1%0 200 2éo 360 3%0 '
Abundance
57
13.80 14.00 14.20 14.40
5000 g5 m/z 85.05 39.13%
29
o 113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #141431: Eicosane, 10-methyl-
57 13.80 14.00 14.20 14.40
m/z 55.00 21.44Y%
5000 85
0 ‘ I ‘ J113133 I ,183 211 239 281
m/z--> 55 100 150 200 250 300 3%0 ' 1380 1400 1420 1420 '

8270-BF031820.M Wed Apr 08 08:37:07 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040620\
Data File : BF119792.D

Aca On > 7 Apr 2020 1:19

Operator : MA/SJ

Sample : L2099-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Octacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.43 4.00 ng 278792 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Octadecane 254 C18H38 000593-45-3 86
4 Nonadecane 268 C19H40 000629-92-5 80
5 Heptacosane 380 C27H56 000593-49-7 74
Abundance Scan 2098 (14.427 min): BF119792.D (-2095) (-) m/z 57.00 100.00%
57
5000 g5
113 14.20 14.40 14.60 14.80
ol L d M09 168 107 235 267 32 o am 05 56,110
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57
5000 LR S B B U
a5 mmmmmmmm
29 m/z 71.05 52.46%
0 J | 113 141 169 197 226
m/z--> 55 160 1%0 200 2éo 360 3%0 '
Abundance
57
14.20 14.40 14.60 14.80
5000 g5 m/z 85.05 36.46%
29
o 113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #105885: Octadecane
57 14.20 14.40 14.60 14.80
m/z 55.00 20.56%
5000 85
29
ob i by M 141 160 197 25 254
m/z--> 55 160 1%0 260 2éo 360 3%0 ' 1450 1440 1460 1480

8270-BF031820.M Wed Apr 08 08:37:08 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040620\
Data File : BF119792.D

Aca On > 7 Apr 2020 1:19

Operator : MA/SJ

Sample : L2099-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 13-Docosenamide, (Z2)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.72 4.01 ng 241945 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 93
2 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 87
3 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 64
4 Octadecanamide 283 C18H37NO 000124-26-5 64
5 Tetradecanamide 227 C14H29NO 000638-58-4 50

Abundance Scan 2148 (14.721 min): BF119792.D (-2143) (-) m/z 57.00 100.00%

7

5000

14.40 14.60 14.80 15.00
m/z 58.95 76.52%

126 154 175104 221 244 276293

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #174697: 13-Docosenamide, (2)-

5000 LIS L L O O
14.40 14.60 14.80 15.00
m/z 43.00 67 .44%
o 154 193 221240 277294 320337
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59
Rl s S
14.40 14.60 14.80 15.00
so0ol a1 m/z 55.00 52.00%
81
18 98 126 154 184 221238 264281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #85011: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-... e AREEEEEaSEEE
14.40 14.60 14.80 15.00

m/z 72.00 47 . 77%

5000

83 111 141 170 196 229
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.40 14.60 14.80 15.00

8270-BF031820.M Wed Apr 08 08:37:08 2020

Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040620\
Data File : BF119792.D

Aca On > 7 Apr 2020 1:19

Operator : MA/SJ

Sample : L2099-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Hexadecane, 3-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14.73 6.01 ng 362664 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 83
2 Hexadecane. 3-methvl- 240 C17H36 006418-43-5 81
3 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 78
4 Heneicosane 296 C21H44 000629-94-7 78
5 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 78

Abundance Scan 2149 (14.727 min): BF119792.D (-2148) (-) m/z 57.00 100.00%

g7
5000 85

14.40 14.60 14.80 15.00

| j 132155 183 207 240 268 295

ob Ml | 1 43270 183 207 240 268 295 m/z 71.10 53.75%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85
14.40 14.60 14.80 15.00
- m/z 43.00 49 _95%
oL T 141 169 197 225 253 281 309 337 365 394
e B e o o i B o e e e LA B A i s o
m/z--> 50 100 150 200 250 300 350
Abundance
57
R B R e
14.40 14.60 14.80 15.00
5000 m/z 85.10 39.34%
85
0 113 141 183 211 240
L o e e L e o e e e LN e e o o i o s
m/z--> 50 100 150 200 250 300 350
Abundance #164584: Heptadecane, 9-hexyl-
43 14.40 14.60 14.80 15.00
m/z 99.05 12.62%
71
5000
99 210
ol l | J | 127 155 182 7| 239 267 206 323
e Tt I I B e e o
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00

8270-BF031820.M Wed Apr 08 08:37:09 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040620\
Data File : BF119792.D

Aca On > 7 Apr 2020 1:19

Operator : MA/SJ

Sample : L2099-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Phthalic acid, di(2-propylp... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.81 3.22 ng 194604 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. di(2-propvipentvl... 390 C24H3804 1000377-93-5 72
2 2-(Octvloxvcarbonyl)benzoic acid 278 C16H2204 1000373-53-3 64
3 1.2-Benzenedicarboxvlic acid. mo... 278 C16H2204 004376-20-9 64
4 Phthalic acid. monocvclohexvl ester 248 C14H1604 007517-36-4 64
5 Phthalic acid, di(6-methylhept-2... 390 C24H3804 1000377-97-3 64
Abundance Scan 2163 (14.810 min): BF119792.D (-2159) (-) m/z 149.00 100.00%
149
5000 167
43 69

14.40 14.60 14.80 15.00 15.20
m/z 167.00  43.76%

o 97 121 185 207 234 265 307 34

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

Abundance #207709: Phthalic acid, di(2-propylpentyl) ester
149
5000
167 14.40 14.60 14.80 15.00 15.20
57 m/z 69.10 32.71%
29 84 113 132 279
O NN S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
149
R e AR AR
14.40 14.60 14.80 15.00 15.20
5000 m/z 57.00 31.40%
167
76 104
o 2t 58 122 194 221 278
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #125892: 1,2-Benzenedicarboxylic acid, mono(2-ethylhexyl) ... AR L e
149 14.40 14.60 14.80 15.00 15.20
m/z 43.05 29.76%
5000
167
41 \
Ol b 2 1 185, 213 2028 e LS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14. 40 14. 60 14. 80 15. 00 15. 20

8270-BF031820.M Wed Apr 08 08:37:09 2020 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040620\
Data File : BF119792.D

Aca On > 7 Apr 2020 1:19

Operator : MA/SJ

Sample : L2099-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Pentacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

15.07 6.74 ng 406890 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Heneicosane. 1l1l-decvl- 437 C31H64 055320-06-4 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 2207 (15.068 min): BF119792.D (-2202) (-) m/z 56.95 100.00%

5000

14.80 15.00 15.20 15.40

183

225 253 295

0! m/z 43.05 54_.01%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
5000 LA L L L L L LB

14.80 15.00 15.20 15.40
m/z 71.10 52.07%

211 239 267 295 323 352

04
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
57
14.80 15.00 15.20 15.40
5000 a5 m/z 85.05 40.53%
29 295
11314
o 169 197 225 266 323 435
A e o o e e L e B e o e e L o o
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57 14.80 15.00 15.20 15.40
m/z 55.00 20.02%
85
5000
29 113
ok ULy TS24 169 107 225 253 296
L e o o e e B IR o o B I LA R N RERE SRR RS
m/z--> 0 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40

8270-BF031820.M Wed Apr 08 08:37:10 2020 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040620\
Data File : BF119792.D

Aca On > 7 Apr 2020 1:19

Operator : MA/SJ

Sample : L2099-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 19 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.86 5.02 ng 303142 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octadecane. l1l-iodo- 380 C18H37I1 000629-93-6 91
5 Hexadecane 226 C16H34 000544-76-3 91
Abundance Scan 2342 (15.862 min): BF119792.D (-2337) (-) m/z 57.10 100.00%
57
5000 85
I113 141 169 197 230 282 15.60 15.80 16.00 16.20
ol i 7, BP0 289 282 m/z 43.00 57.42%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57
5000 85 R A SR UL I
15.60 15.80 16.00 16.20
m/z 71.10 52.03%
29 113 14
oL i j N 169 197 225 253 281 309 337 380
m/z--> 50 100 1éo 260 250 300 350
Abundance
57
15.60 15.80 16.00 16.20
5000 g5 m/z 85.05 42 _.01%
113
o 29 141 169 197 225 253 295 366
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 15.60 15.80 16.00 16.20
m/z 55.00 19.84%
85
5000
29 113
oL L. | |y 77,141 160 197 225 253 206
m/z--> 50 100 1&'30 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040620\
Data File : BF119792.D

Aca On > 7 Apr 2020 1:19

Operator : MA/SJ

Sample : L2099-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 2-methyloctacosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.36 3.09 ng 186771 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 90
Abundance Scan 2427 (16.362 min): BF119792.D (-2420) (-) m/z 57.00 100.00%
7
5000

16.00 16.20 16.40 16.60
m/z 71.00 52.56%

141163 189 225249 283

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane

5000
16.00 16.20 16.40 16.60

m/z 43.05 50.97%

141 169 197 225

267 295

04
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R R EERREE e
16.00 16.20 16.40 16.60
5000 85 m/z 85.05 38.22%
29
o 113 141 169 197 225 253 281 309 337 365 394
N B e e e o A o e e e LB B i o B e o i o
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57 16.00 16.20 16.40 16.60
m/z 55.00 22 .85%
85
5000
29 113
oL (L a1 160 107 225 253 206
o B L B e L L S o B o o o o o B R e S EmEE
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040620\

Data File : BF119792.D

Acg On : 7 Apr 2020 1:19 Instrument :
Operator : MA/SJ gmgigamlem'
3?22'6 i L2099-01 23&GW{QEZ
ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF031820_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]
1-Hexanol, 2-ethyl- 6.85 11.9 ng 581903 1 6.78 978252 20.0
Butanoic acid, 3-... 7.13 2.9 ng 139496 1 6.78 978252 20.0
Hexanoic acid, 2-... 7.46 6.7 ng 441985 2 8.07 1311600 20.0
Octanoic acid 7.80 5.1 ng 336309 2 8.07 1311600 20.0
Nonanoic acid 8.42 6.1 ng 399135 2 8.07 1311600 20.0
unknown9 .93 9.93 4.7 ng 338789 3 9.82 1448200 20.0
n-Hexadecanoic acid 11.85 9.4 ng 694724 4 11.31 1471800 20.0
Octadecanoic acid 12.63 8.3 ng 575821 5 13.95 1394050 20.0
unknownl13.36 13.36 2.7 ng 189813 5 13.95 1394050 20.0
Octacosyl trifluo... 13.81 7.3 ng 511980 5 13.95 1394050 20.0
Hexadecane 14.13 3.1 ng 214162 5 13.95 1394050 20.0
Octacosane 14.43 4.0 ng 278792 5 13.95 1394050 20.0
13-Docosenamide, ... 14.72 4.0 ng 241945 6 15.40 1207670 20.0
Hexadecane, 3-met... 14.73 6.0 ng 362664 6 15.40 1207670 20.0
Phthalic acid, di... 14.81 3.2 ng 194604 6 15.40 1207670 20.0
Pentacosane 15.07 6.7 ng 406890 6 15.40 1207670 20.0
Heptacosane 15.86 5.0 ng 303142 6 15.40 1207670 20.0
2-methyloctacosane 16.36 3.1 ng 186771 6 15.40 1207670 20.0
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