LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100819\

Data File : BF117342.D

Aca On : 8 Oct 2019 16:05 Instrument :
Operator : JU gll\:gﬁ't:Sam leld :
3?22'6 i K5239-01 STONECOSP
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-BF091319.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 5.422 564 567 592 rBV 669578 791817 62.03% 6.481%
2 6.445 737 741 759 rBV 751342 899025 70.43% 7 .359%
3 6.575 759 763 772 rVV 1053607 931394 72.97% 7.624%
4 6.798 798 801 817 rVB 249546 229584 17 .99% 1.879%
5 6.957 824 828 846 rBV 763298 729287 57.13% 5.970%
6 7.363 893 897 916 rBV 463813 555623 43.53% 4 .548%
7 8.081 1016 1019 1030 rBV 257998 280292 21.96% 2.294%
8 9.157 1198 1202 1218 rBVY 1133668 1153636 90.38% 9.443%
9 9.551 1266 1269 1276 rBV 59122 54494 4.27% 0.446%
10 9.833 1313 1317 1332 rBB 365214 350319 27.44% 2.868%

11 10.627 1448 1452 1461 rBV 541889 576555 45.17% 4._.719%
12 11.322 1566 1570 1580 rBV 331500 356888 27.96% 2.921%
13 11.851 1654 1660 1673 rBV 378576 616546 48.30% 5.047%
14 12.498 1764 1770 1774 rBV3 14837 23505 1.84% 0.192%
15 12.545 1774 1778 1786 rBV6 19196 54005 4.23% 0.442%

16 12.633 1788 1793 1805 rBV 341316 507487 39.76% 4._.154%
17 12.904 1835 1839 1842 rBV 1396211 1276453 100.00% 10.448%
18 13.133 1875 1878 1881 rBV5 11541 16604 1.30% 0.136%
19 13.468 1932 1935 1938 rBv4 20510 20547 1.61% 0.168%
20 13.815 1988 1994 2004 rVB4 93674 205862 16.13% 1.685%

21 13.968 2016 2020 2028 rBV 323587 361521 28.32% 2.959%
22 14.115 2041 2045 2048 rBV 101443 99575 7.80% 0.815%
23 14.421 2093 2097 2101 rBV 175709 174420 13.66% 1.428%
24 14.721 2144 2148 2151 rBV 249401 247163 19.36% 2.023%
25 14.792 2158 2160 2163 rVB2 19713 16692 1.31% 0.137%

26 15.051 2199 2204 2210 rBV 397585 436749 34.22% 3.575%
27 15.421 2261 2267 2277 rVB2 364718 616965 48.33% 5.050%
28 15.833 2332 2337 2345 rVB 197244 311080 24.37% 2.546%
29 16.321 2414 2420 2428 rVB2 100599 178002 13.95% 1.457%

30 16.886 2512 2516 2524 rVB4 35115 76465 5.99% 0.626%
31 17.556 2626 2630 2637 rVBS8 12775 27450 2.15% 0.225%
32 18.274 2743 2752 2757 rBVS8 12972 40645 3.18% 0.333%

8270-BF091319.M Wed Oct 09 17:25:45 2019 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100819\
Data File : BF117342.D

Aca On : 8 Oct 2019 16:05

Operator :© JU

Sample - K5239-01

Misc :

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 - 0 Peak Location: TOP

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

Method
Title

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF091319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 12216650
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100819\
Data File : BF117342.D

Aca On : 8 Oct 2019 16:05

Operator :© JU

Sample - K5239-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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: BF117342.D
1400000

1200000
6.57

1000000

800000 6.45 6.96
5.42

600000
7.36

400000

200000

L L T

1
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF117342.D
1400000 12,90

1200000 9.16
1000000
800000

600000 10.63

400000 9.83 1132 11.85 12.63
8.08

200000

9/-\55 125 13.13

ot e e

T
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: BF117342.D
1400000

1200000

1000000

800000

600000

1505 15.42

13.97
400000 14.72

14.42 15.83

200000

13.82(| 14.12 16.32

13.47 16.89 17.56 18.27

o

R I
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\BF100819\
Data File : BF117342.D

Aca On : 8 Oct 2019 16:05

Operator :© JU

Sample - K5239-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 unknown6.57 Concentration Rank 1

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

6.57 81.14 ng 931394 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 762 (6.569 min): BF117342.D (-759) (-) m/z 132.00 100.00%
5000 68 A\
40 % J 620 640 6.60 6.80 7.00
54 7 . . . . .
ol qrer s | W/Z 68.10  43.29%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74
5000 og 116
6.20 6.40 6.60 6.80 7.00
m/z 134.00 31.43%
ol 8 7 158 189
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132
117 620 640 6.60 6.80 7.00
5000 m/z 66.00 29.77%
39 91
GO B
0||‘||||‘||‘N||“l‘|||‘“|||‘=||“i‘|||‘||l"||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine
132 6.20 6.40 6.60 6.80 7.00
o7 m/z 69.05 18.27%
5000 0
31 52
ob I e, 8 |106M6 |
m/z--> 20 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\BF100819\
Data File : BF117342.D

Aca On : 8 Oct 2019 16:05

Operator :© JU

Sample - K5239-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 3
R.T. EstConc Area Relative to ISTD R.T.
11.85 34.55 ng 616546 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Dodecanoic acid 200 C12H2402 000143-07-7 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 1660 (11.851 min): BF117342.D (-1654) (-) m/z 72.95 100.00%
73
60
43
5000 129
97 213
Il S | 143157171185 01" 0p7 256 11.60 11.80 12.00 12.20
o.n,n.w.u'. m/z 60.00 77.93%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129

11.60 11.80 12.00 12.20
0 Tﬂ

m/z 43.05 69.51%

213
143 157171185 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
43 60 73
11.60 11.80 12.00 12.20
5000 m/z 55.00 58.99%
29
129
“ T? o1 115 ‘ 71 214
\»»\HM\
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73 11.60 11.80 12.00 12.20
m/z 41.00 57.99%
5000 129
29
199
143 157171185 242
15 | J
Ol

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\BF100819\
Data File : BF117342.D

Aca On : 8 Oct 2019 16:05

Operator :© JU

Sample - K5239-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 unknownl2.55 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.55 3.03 ng 54005 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-(2-propvnvloxv)-1-hexanol 156 C9H1602 058757-86-1 43
2 trans-11-Tetradecenvl acetate 254 C16H3002 033189-72-9 38
3 3-Heptvne 96 C7H12 002586-89-2 30
4 6-Dodecvne 166 C12H22 006975-99-1 27
5 13-Tetradece-11-yn-1-ol 208 C14H240 1000131-00-4 27
Abundance Scan 1779 (12.551 min): BF117342.D (-1774) (-) m/z 43.05 100.00%
43
67
55 || 8 g5
5000 111
e 17 202 NS BUNISA BN B
‘ “ ‘ | 12.20 12.40 12.60 12.80
O e e e ey m/z 41.05 76.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28990: 6-(2-propynyloxy)-1-hexanol
41
5000 > 69 81 PN BUNSA BUULN B
12.20 12.40 12.60 12.80
99 m/z 66.95 72.60%
0 | 110 123 137 155
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #105704: trans-11-Tetradecenyl acetate
3 55 68 82
% 12.20 12.40 12.60 12.80
5000 m/z 69.00 67.17%
109 194
29 124 43
o2 L ,\i\; ) .‘-“ Leall L H i 12 186179 | 211
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2835:3—Heptyne LI L L L B L N B
41 67 81 96 12.20 12.40 12.60 12.80
m/z 81.90 62.04%
27 54
5000
0 L LA B
m/z--> 20 40 60 80 100 120 140 160 180 200 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100819\
Data File : BF117342.D

Aca On : 8 Oct 2019 16:05

Operator :© JU

Sample - K5239-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.63 28.44 ng 507487 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 1792 (12.627 min): BF117342.D (-1788) (-) m/z 73.00 100.00%
7B
43 57
5000 129
97
1 185 241 R R SN BN
143157171 | 199913207 | 55 284 12.40 12.60 12.80 13.00
0 m/z 57.10 74 .38%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
4B 57 7B
5000 129 I R EE mEm e e
nmnmnmmm
m/z 43.00 73.83%
143157171
0‘
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
78
435 12140 12160 12.80 13.00
5000 129 m/z 60.00 73.54%
29 185 228
115
1 1437171
0 \‘ Al ﬁ ﬂu ! wu.,t.%?7.... JIEQ??}? ,y” SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid B e e e
43 o7 T8 12.40 12.60 12.80 13.00
m/z 55.10 65.42%
129
0 R AR
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 1300

8270-BF091319.M Wed Oct 09 17:25:47 2019 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100819\
Data File : BF117342.D

Aca On : 8 Oct 2019 16:05

Operator :© JU

Sample - K5239-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 6
R.T. EstConc Area Relative to ISTD R.T.
13.82 11.39 ng 205862 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 n-Nonadecanol-1 284 C19H400 001454-84-8 93
3 1-Heneicosanol 312 C21H440 015594-90-8 76
4 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 70
5 n-Tetracosanol-1 354 C24H500 000506-51-4 68
Abundance Scan 1995 (13.821 min): BF117342.D (-1988) (-) m/z 83.10 100.00%
8B
55
5000 11
3 139 "' 1360 13.80 14.00 14.20
(o} m/z 69.05 78.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol
55 83
5000 R AN SR SO B
13.60 13.80 14.00 14.20
29 m/z 97.10 77 .99%
o 1l 167182 210 238 264280 308
m/z--> 25 Jo eb 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1
55
"' 1360 13.80 14.00 14.20
5000 m/z 55.00 73.37%
29
N 182 210 238 266
m/z--> 25 Jo eb 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol RS EmmEs o L
55 83 13.60 13.80 14.00 14.20
m/z 57.00 64 .30%
5000
0 139 167182 210 238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13%0 13%0 1450 1450
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100819\
Data File : BF117342.D

Aca On : 8 Oct 2019 16:05

Operator :© JU

Sample - K5239-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .42 9.65 ng 174420 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2097 (14.421 min): BF117342.D (-2093) (-) m/z 57.05 100.00%
57
85
5000
R S AL SO B
141 14.20 14.40 14.60 14.80
o....,]....JI,.U..,J..1832.“..2?9,.??1.,....,....,...., m/z 71.10 83.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 L S IR BULLIL B
mmmmmmmm
m/z 85.10 68.99%
29
oL, ] IJ ] 11§1‘169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 460 '
Abundance #215181: 2-methyloctacosane
57
"14.20 14.40 14.60 14.80
5000 85 m/z 43.10 61.75%
113
o 2. ] I 77,141 169 197 225 267 295 365 393
m/z--> 55 160 1%0 260 250 360 3%0 460 '
Abundance #223852: Hentriacontane  EEEmEmEE S
57 14.20 14.40 14.60 14.80
m/z 55.00 22 .58%
- i M
113 149
0 ‘ H 1 J1§9 197 225 253 281 309 337 365 437
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 3&1,0 4(')0 ! 14'20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100819\
Data File : BF117342.D

Aca On : 8 Oct 2019 16:05

Operator :© JU

Sample - K5239-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.72 8.01 ng 247163 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2148 (14.721 min): BF117342.D (-2144) (-) m/z 57.10 100.00%
57
85
5000
UL AU B RN BN
141 169 14.40 14.60 14.80 15.00
0...J, l|.l: Lipdor s 27 m/z 71.05 81.38%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57 ﬂ
5000 85 U B BN R B
14,40 14.60 14.80 15.00
m/z 85.10 63.42%
. 2011 ﬂ1}3‘1§1 169 107 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57
14.40 14.60 14.80 15.00
5000 85 m/z 43.05 56.19%
113
N BEE 141,169 197 225 267 295 365 393
m/z--> 50 100 15 200 250 300 350 '
Abundance #141426: Heneicosane e
57 14.40 14.60 14.80 15.00
m/z 55.00 24 .17%
85
- /\/JL/‘M
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 ' 1440 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100819\
Data File : BF117342.D

Aca On : 8 Oct 2019 16:05

Operator :© JU

Sample - K5239-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 2-methyloctacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.83 10.08 ng 311080 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
4 Hexadecane. l-iodo- 352 C16H331 000544-77-4 90
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 2336 (15.827 min): BF117342.D (-2332) (-) m/z 57.05 100.00%
57
85
5000
113 U B SO BN B
141 169 15.60 15.80 16.00 16.20
0,,,.].|.,.,,,l||.|.1 o LA m/z 71.10 85.99%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 LI B SUMIL SN B
15.60 15.80 16.00 16.20
113 m/z 85.05 62.08%
o 200 || |10, 169 197 225 267 295 365 393
m/z--> 50 100 1%0 " 200 250 300 350 '
Abundance #141426: Heneicosane
57
o ' 15:60 15.80 16.00 16.20
5000 m/z 43.10 56.05%
29 113
oL L by J |, 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #194499: Eicosane, 7-hexyl- B B
57 15.60 15.80 16.00 16.20
m/z 55.05 23.10%
” T AA/WA/\\/\,J\./
0 Loy MR aar 182 515 5y 281 508 337
m/z--> 50 100 150 200 250 300 350 ' 15,60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100819\
Data File : BF117342.D

Aca On : 8 Oct 2019 16:05

Operator :© JU

Sample - K5239-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Octacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

16.32 5.77 ng 178002 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2420 (16.321 min): BF117342.D (-2414) (-) m/z 57.10 100.00%

g7
85
5000

141 169 207 16.00 16.20 16.40 16.60

0....|,' ‘|-'“-"‘.-.,-....,..2?1.,....,...., m/z 71.05 84.98%

m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane

P .

5000 85 LI L B |
16.00 16.20 16.40 16.60
- m/z 85.05 64.21%
oL Lk ﬂ | 1141 169 197 225 253 281 309 337 365 394
cobls I L A S AT A e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
e
g5 16.00 16.20 16.40 16.60
5000 m/z 43.05 61.34%
29 113
L 1141 169 197 225 253 296
e e T T e e SRR
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- I e AR AR
57 16.00 16.20 16.40 16.60
m/z 99.10 21.98%
5000 85
113
oL 3 “,‘j [77°,241 169 197 230 267 204 323 352
o e [ T e S e e e P
m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100819\
Data File : BF117342.D

Aca On : 8 Oct 2019 16:05

Operator :© JU

Sample - K5239-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 13 Tetracosane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
16.89 2.48 ng 76465 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 72
2 Hentriacontane 437 C31H64 000630-04-6 72
3 Octacosane 394 C28H58 000630-02-4 72
4 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 64
5 Octadecane 254 C18H38 000593-45-3 59

Abundance Scan 2517 (16.892 min): BF117342.D (-2512) (-) m/z 57.10 100.00%
57
85
5000
113 M MMM
J ] 141 183 281 16.60 16.80 17.00 17.20
0...,.... oy | m/z 71.05 71.67%
m/z--> 50 150 200 250 300 350 400
Abundance #175555: Tetracosane
57
5000 85 LI UL BRI U B
mmmmﬂmﬂm
- 113 m/z 85.10 53.47%
ol L] 11?141?9 197 225 253 281 309 338
m/z--> éo 160 150 260 250 300 350 460 '
Abundance #223852: Hentriacontane
57
16,60 16,80 17.00 17.20
5000 85 m/z 43.10 52.92%
113
o 1L 7,142 169 197 225 253 281 309 337 365 437
m/z--> éo 160 1éo 260 250 360 3%0 460 '
Abundance #209565:; Octacosane o o = SIS
57 16.60 16.80 17.00 17.20
m/z 113.10 22.40%
5000 85
29 113
oL L | || |77 ,242 169 197 225 253 281 309 337 365 394
m/z--> éo 160 1éo 260 250 360 3%0 460 ! 16.60 16.80 17.00 17.20

8270-BF091319.M Wed Oct 09 17:25:50 2019
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF100819\
Data File : BF117342.D

Acq On : 8 Oct 2019 16:05

Operator : JU

Sample - K5239-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091319_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 .57 6.57 81.1 ng 931394 1 6.80 229584 20.0
n-Hexadecanoic acid 11.85 34.5 ng 616546 4 11.32 356888 20.0
unknownl12 .55 12.55 3.0 ng 54005 4 11.32 356888 20.0
Octadecanoic acid 12.63 28.4 ng 507487 4 11.32 356888 20.0
Behenic alcohol 13.82 11.4 ng 205862 5 13.97 361521 20.0
Heneicosane 14.42 9.7 ng 174420 5 13.97 361521 20.0
Hexacosane 14.72 8.0 ng 247163 6 15.43 616965 20.0
2-methyloctacosane 15.83 10.1 ng 311080 6 15.43 616965 20.0
Octacosane 16.32 5.8 ng 178002 6 15.43 616965 20.0
Tetracosane 16.89 2.5 ng 76465 6 15.43 616965 20.0
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