LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073120\
Data File : BF121155.D

Aca On : 31 Jul 2020 13:52

Operator : JU/CG

Sample : L3518-12

Misc :

ALS Vial : 9 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-BF071620.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 3.828 291 296 304 rVB 33056 46865 1.52% 0.151%
2 5.004 493 496 507 rvB 56170 79667 2.58% 0.256%
3 5.416 562 566 579 rBY 2291760 2408272 78.07% 7.735%
4 6.439 735 740 752 rBV 2213648 2412261 78.19% 7.748%
5 6.628 769 772 786 rVB 50460 55609 1.80% 0.179%
6 6.798 797 801 804 rBV 883196 749276 24.29% 2.407%
7 6.951 824 827 830 rBV 222547 169861 5.51% 0.546%
8 7.363 891 897 900 rBY 1649549 1727301 55.99% 5.548%
9 8.081 1012 1019 1027 rBvV 1133303 1036817 33.61% 3.330%
10 9.157 1197 1202 1205 rBvV 3152919 3084945 100.00% 9.909%

11 9.275 1217 1222 1225 rBV 128778 122113 3.96% 0.392%
12 9.551 1262 1269 1278 rVB 330143 296839 9.62% 0.953%
13 9.786 1298 1309 1313 rBv4 75250 206996 6.71% 0.665%
14 9.833 1313 1317 1321 rVB 1143210 1117325 36.22% 3.589%
15 10.627 1444 1452 1456 rBV 1904583 1854130 60.10% 5.955%

16 10.739 1467 1471 1475 rVB2 71629 90204 2.92% 0.290%
17 11.116 1531 1535 1541 rBV2 47550 51706 1.68% 0.166%
18 11.210 1546 1551 1558 rVB4 16639 32829 1.06% 0.105%
19 11.321 1566 1570 1573 rBV 1307116 1162598 37.69% 3.734%
20 11.345 1573 1574 1578 rVB 61249 38063 1.23% 0.122%
21 11.439 1586 1590 1595 rBV3 39937 61967 2.01% 0.199%
22 11.551 1606 1609 1616 rVB 65657 79224 2.57% 0.254%
23 11.763 1639 1645 1652 rVB5 46892 78494 2.54% 0.252%
24 11.827 1652 1656 1658 rBV2 45702 50355 1.63% 0.162%
25 11.857 1658 1661 1664 rVB 99612 90603 2.94% 0.291%
26 11.933 1669 1674 1677 rVV3 29480 32182 1.04% 0.103%
27 12.374 1746 1749 1752 rBV 57269 59088 1.92% 0.190%
28 12.457 1761 1763 1769 rVB4 33812 35168 1.14% 0.113%
29 12.539 1774 1777 1781 rVvV 86185 80915 2.62% 0.260%
30 12.592 1783 1786 1791 rVB4 27604 31004 1.01% 0.100%
31 12.763 1812 1815 1817 rBV 109668 89586 2.90% 0.288%
32 12.910 1834 1840 1844 rBV 2894503 3045051 98.71% 9.780%
33 12.980 1849 1852 1861 rVB4 21553 40972 1.33% 0.132%

34 13.121 1873 1876 1882 rBV2 109726 169537 5.50% 0.545%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073120\
Data File : BF121155.D

Aca On : 31 Jul 2020 13:52

Operator : JU/CG

Sample : L3518-12

Misc :

ALS Vial : 9 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-BF071620.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.198 1885 1889 1892 rVB4 39310 53243 1.73% 0.171%
36 13.480 1933 1937 1944 rBV2 44056 74272 2.41% 0.239%
37 13.598 1955 1957 1961 rVB 45484 46419 1.50% 0.149%

38 13.810 1989 1993 2000 rBV 777832 993717 32.21% 3.192%
39 13.963 2015 2019 2022 rBV 995082 895287 29.02% 2.876%

40 14.045 2029 2033 2035 rBV4 30460 42543 1.38% 0.137%
41 14.127 2044 2047 2054 rVB2 73813 114204 3.70% 0.367%
42 14.251 2065 2068 2072 rVB2 81294 79396 2.57% 0.255%
43 14.351 2081 2085 2088 rBV2 67257 89475 2.90% 0.287%
44 14.445 2094 2101 2107 rBVY 670052 1075850 34.87% 3.456%
45 14.533 2113 2116 2118 rBV2 40593 43691 1.42% 0.140%

46 14.645 2131 2135 2139 rBV2 104359 131124 4._.25% 0.421%
47 14.733 2145 2150 2153 rBV2 97500 143771 4.66% 0.462%
48 14.762 2153 2155 2159 rVB3 51254 69524 2.25% 0.223%
49 14.839 2165 2168 2172 rVVv4 53831 70521 2.29% 0.227%
50 14.880 2172 2175 2181 rVB2 122756 144012 4.67% 0.463%

51 14.968 2186 2190 2192 rBV3 68835 86794 2.81% 0.279%
52 15.068 2202 2207 2210 rBV 344836 414348 13.43% 1.331%
53 15.098 2210 2212 2218 rVV 266032 415732 13.48% 1.335%
54 15.145 2218 2220 2224 rVV 99497 120223 3.90% 0.386%
55 15.180 2224 2226 2231 rVB5 58433 72126 2.34% 0.232%

56 15.321 2247 2250 2253 rBV2 82444 97214 3.15% 0.312%
57 15.415 2261 2266 2274 rBV2 672651 924024 29.95% 2.968%
58 15.639 2300 2304 2309 rVB 194526 255640 8.29% 0.821%
59 15.727 2315 2319 2322 rBV4 56056 79901 2.59% 0.257%
60 15.868 2338 2343 2347 rVB 209903 298531 9.68% 0.959%

61 15.927 2348 2353 2359 rBV2 216810 441611 14.32% 1.418%
62 15.986 2359 2363 2366 rBV 82269 109075 3.54% 0.350%
63 16.098 2379 2382 2393 rVB4 84566 201115 6.52% 0.646%
64 16.192 2395 2398 2403 rVB3 45334 64414 2.09% 0.207%
65 16.645 2469 2475 2485 rVB 641034 1170066 37.93% 3.758%

66 17.039 2535 2542 2550 rBV2 345924 991372 32.14% 3.184%
67 17.115 2552 2555 2569 rVB4 155074 401218 13.01% 1.289%
68 17.745 2657 2662 2670 rBV5 88953 235984 7.65% 0.758%

Sum of corrected areas: 31134260
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073120\
Data File : BF121155.D

Aca On : 31 Jul 2020 13:52

Operator : JU/CG

Sample : L3518-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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: BF121155.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073120\
Data File : BF121155.D

Aca On : 31 Jul 2020 13:52

Operator : JU/CG

Sample : L3518-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Eucalyptol Concentration Rank 12

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

6.95 4.53 ng 169861 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eucalvptol 154 C10H180 000470-82-6 98
2 Trifluoroacetvl-_alpha.-terpineol 250 C12H17F302 1000058-17-6 47
3 2-Acetvilcvclopentanone 126 C7H1002 001670-46-8 27
4 2-1sopropvl-5-methvlhex-2-enal 154 C10H180 035158-25-9 27
5 2-Acetonylcyclohexanone 154 C9H1402 006126-53-0 22

Abundance Scan 827 (6.951 min): BF121155.D (-824) (-) m/z 43.00 100.00%
a3
81
5000

6.60 6.80 7.00 7.20

Ot et m/z 81.10 63.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26615: Eucalyptol
43
81
5000 LI L L L
6.60 6.80 7.00 7.20
m/z 71.00 48_.58%
0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43
69 6.60 6.80 7.00 7.20
5000 81 108 154 m/z 108.10 48.29%
55
96 139
29 119
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #11153: 2-Acetylcyclopentanone B mmany B ,’\. e
43 6.60 6.80 7.00 7.20
m/z 69.05 43.31%
111
55
126
5000 71 83
27
15 ‘ ‘
Obrrrprdrrreetl il it G307
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073120\
Data File : BF121155.D

Aca On : 31 Jul 2020 13:52

Operator : JU/CG

Sample : L3518-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 n-Nonadecanol-1 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.12 3.79 ng 169537 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93

Abundance Scan 1876 (13.121 min): BF121155.D (-1873) (-) m/z 83.05 100.00%

5000
152167 185 219 12.80 13.00 13.20 13.40
0 m/z 43.05 95.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1
55

5000 LA L L L L L L L BB
12.80 13.00 13.20 13.40
- m/z 55.05 91.66%
o 182 210 238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
83 IIIIIIIIIIIIIIIIIIIIIII
41 12.80 13.00 13.20 13.40
5000 111 m/z 57.10 86.40%
26 126 154 182 210 237 255 306

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol e AREEEEEaSEE
12.80 13.00 13.20 13.40
m/z 97.05 81.76%

5000

139154

182 210 238 266 294
R REEEE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073120\
Data File : BF121155.D

Aca On : 31 Jul 2020 13:52

Operator : JU/CG

Sample : L3518-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.81 22.20 ng 993717 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 94
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
4 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94

Abundance Scan 1993 (13.810 min): BF121155.D (-1989) (-) m/z 57.10 100.00%

57 83

23

5000 11
‘ 139 13.40 13.60 13.80 14.00 14.20
168 230
ol A d Ll A3 R a7 — m/z 43.05 85.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 TT T T [T T I T [T T T T [ TTTT[TT
13. 40 13. 60 13. 80 14. OO 14 20
11 m/z 83.10 84.93%
o ,I l 1139 167 196 223 252 280
....,....,. D e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
97
13.40 13.60 13.80 14.00 14.20
5000 m/z 55.10 84.33%
29 125
0 154 196 224 269 320
e T e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate o BRRRE L
57 13.40 13.60 13.80 14.00 14.20
m/z 97.05 76.91%
83
5000
111
29 169
oL L)1 " 210238 2g3 434
Trriprrrrrrrr b rrr | rrrprrrr|rr oot _r'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_'_'_'—l_'_'_
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073120\
Data File : BF121155.D

Aca On : 31 Jul 2020 13:52

Operator : JU/CG

Sample : L3518-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Tetratetracontane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.13 2.55 ng 114204 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 91
3 Tritetracontane 605 C43H88 007098-21-7 91
4 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 91
5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 91
Abundance Scan 2047 (14.127 min): BF121155.D (-2044) (-) m/z 57.10 100.00%

28

5000
¥ 13.80 14.00 14.20 14.40
182215248 . . . .
o,....,...",!.M,n....,....,.???........ N — m/z 71.05 68.13%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
5000 TT [T T T T[T T T T[T T T T [TTTT]

13.80 14.00 14.20 14.40
m/z 43.05 64.33%

141 183 225 267 309 351 393 435 491 535 574 617

0
mjz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
e RS
13.80 14.00 14.20 14.40
5000 m/z 85.05  48.64%
97
o 141 183217 273 309343378 414
e R B R T R L
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane R EEm e
57 13.80 14.00 14.20 14.40
m/z 55.00 25.75%
5000
97
0 , 141 183 225 267 323 379 421 463 505 547 604
B e e A B e e e LR B e
mjz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073120\
Data File : BF121155.D

Aca On : 31 Jul 2020 13:52

Operator : JU/CG

Sample : L3518-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 1-Heneicosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14 .44 24 .03 ng 1075850 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 93
3 1-Heptacosanol 396 C27H560 002004-39-9 93
4 Nonadecvl trifluoroacetate 380 C21H39F302 1000351-76-3 93
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
Abundance Scan 2100 (14.439 min): BF121155.D (-2094) (-) m/z 57.05 100.00%
57
83
5000
‘ 111
HREUR BAULIL B BRI SR
139 14.20 14.40 14.60 14.80
| — | J |=P.168, 207 239 283 39T uuo 4310 82.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
g5 83
5000 L B B B B
mmmmmmmm
29 m/z 55.05 69.97%
ol 167 196 238 266 294
m/z--> 50 100 150 200 250 300 350 400
Abundance
57 83
" 14/20 14.40 14.60 14.80
5000 11 m/z 83.10 67.62%
29 139
o 167 195 222 250 280 308 336
m/z--> §0 160 1%0 260 2éo 360 3éo 400
Abundance #210517: 1-Heptacosanol R EREAE R s e
57 o7 14.20 14.40 14.60 14.80
m/z 97.10 61.70%
5000
125
o 29| “ | L , 193 181 209 236 264 202 320 350 378
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&'30 400 14'20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073120\
Data File : BF121155.D

Aca On : 31 Jul 2020 13:52

Operator : JU/CG

Sample : L3518-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Cetene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.64 2.93 ng 131124 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cetene 224 C16H32 000629-73-2 84
2 1-Hexadecanethiol 258 C16H34S 002917-26-2 81
3 Cvclohexadecane 224 C16H32 000295-65-8 59
4 Cvclotridecane 182 C13H26 000295-02-3 56
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 56
Abundance Scan 2134 (14.639 min): BF121155.D (-2131) (-) m/z 57.05 100.00%
43
5000
129 15410 209003758 gy || 1040 1460 1450 1500
Obrrr e e m/z 43.10 81.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81243: Cetene
a
5000 L B B L B
mmmmmmmm
2 m/z 55.00 63.52%
ol 12 L , 126140154168182196 224
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 69 83
1 97 HRIUR IS B BRI SR
14.40 14.60 14.80 15.00
5000 m/z 83.00 59.80%
111
27 126 224
258
mmmﬁwmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81246: Cyclohexadecane R R e e S
83 14.40 14.60 14.80 15.00
m/z 69.05 59.29%
- \Mwa/\
o 1261401541681g9196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14%0 1460 1480 1500
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073120\
Data File : BF121155.D

Aca On : 31 Jul 2020 13:52

Operator : JU/CG

Sample : L3518-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Hexadecane, 5-butyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
1473 3.11ng 143771 perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Hexadecane. 5-butvl- 282 C20H42 006912-07-8 91

2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2149 (14.727 min): BF121155.D (-2145) (-) m/z 57.05 100.00%
57
5000
150 181201 225 258 283 14.40 14.60 14.80 15.00
byl m/z 71.05 T7.72%
m/z--> 50 100 150 200 250 300 350
Abundance #129495: Hexadecane, 5-butyl-
43
71
5000 LN L L L L L LB L |
14.40 14.60 14.80 15.00
oo 126 925 m/z 43.10 75.28%
155
0‘—v—v—u||-‘-'-'-u| -‘luiu |--1-83- --|--2|53--28-0- LI S
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.40 14.60 14.80 15.00
5000 85 m/z 85.10 50.74%
. 29 113 141 169 197 225 253 295 323 367
m/z--> 55 160 150 260 250 360 3éo
Abundance #215181: 2-methyloctacosane T e T
57 mmmmmmmm
m/z 55.00 41 .45%
113
o 29| I ‘ J ‘1§1 169 197 225 267 295 365 393
m/z--> 55 100 150 260 2%0 360 3éo ' 1440 1460 1480 1500 '

8270-BF071620.M Mon Aug 03 13:18:12 2020

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073120\
Data File : BF121155.D

Aca On : 31 Jul 2020 13:52

Operator : JU/CG

Sample : L3518-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 1,19-Eicosadiene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.88 3.12 ng 144012 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 90
2 1.19-Eicosadiene 278 C20H38 014811-95-1 87
3 Heptadecanal 254 C17H340 1000376-70-0 87
4 17-Octadecenal 266 C18H340 056554-86-0 86
5 Oleyl alcohol, methyl ether 282 C19H380 1000352-68-0 83
Abundance Scan 2175 (14.880 min): BF121155.D (-2172) (-) m/z 57.10 100.00%
7
5000
109 IS AT N
137 165183201 220 253 275 14.60 14.80 15.00 15.20
0 m/z 82.00 98.25%
m/z--> 50 100 150 200 250 300
Abundance #117604: Octadecanal
82
5000 LR BB B BRI B
Mmmmmmmm
m/z 43.10 83.25%
110
o 18 6 I “137 166 194 222 250768
m/z--> 50 100 150 260 2éo 360
Abundance
55
82 R DAL AL B B
14.60 14.80 15.00 15.20
5000 m/z 83.00 82.68%
29 109
0 137 166 194 222 250 278
m/z--> éo 160 1éo 260 2%0 360
Abundance #105849: Heptadecanal T T T
43 82 Mmmmmmmm
m/z 55.05 76.49%
5000
109
o281l lis | 1137154 180 208 236254
m/z--> 50 100 150 200 25'30 300 ' 14. 60 14. 80 15. oo 15. 20

8270-BF071620.M Mon Aug 03 13:18:13 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073120\
Data File : BF121155.D

Aca On : 31 Jul 2020 13:52

Operator : JU/CG

Sample : L3518-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.07 8.97 ng 414348 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 2207 (15.068 min): BF121155.D (-2202) (-) m/z 57.10 100.00%

5000

:

o 141 183 225 269 341 14.80 15.00 15.20 15.40

m/z 71.10 71.70%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane

s

5000 LA L L L L L LB
14.80 15.00 15.20 15.40
m/z 43.05 57.77%
o 2 296
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
B R Rmma B
14.80 15.00 15.20 15.40
5000 m/z 85.05 51.76%
99
o 141 183 225 267 309 367
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane e e m S e
57 14.80 15.00 15.20 15.40
m/z 55.00 21.21%
5000

5

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

L A S I SR e L S

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14.80 15.00 15. 20 15. 40

8270-BF071620.M Mon Aug 03 13:18:14 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073120\
Data File : BF121155.D

Aca On : 31 Jul 2020 13:52

Operator : JU/CG

Sample : L3518-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 n-Tetracosanol-1 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.10 9.00 ng 415732 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 Behenic alcohol 326 C22H460 000661-19-8 76
3 E-15-Heptadecenal 252 C17H320 1000130-97-9 68
4 Cetene 224 C16H32 000629-73-2 60
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 58
Abundance Scan 2212 (15.098 min): BF121155.D (-2210) (-) m/z 83.10 100.00%
57
111
5000
139 252 14.80 15.00 15.20 15.40
166 222
o> bl ) M0 g 2 3 Tz 97.10  92.91%
m/z--> 50 100 150 200 250 300
Abundance #186968: n-Tetracosanol-1
a7
5000 111 TT TTTT LR B TT T T
14.80 15.00 15.20 15.40
m/z 57.10 87 .82%
29 139
o b 197 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300
Abundance
55 83
14.80 15.00 15.20 15.40
5000 11 m/z 43.10 77.41%
29
0 139 167 196 224 252 280 308
m/z--> 50 100 150 200 250 300
Abundance #104157: E-15-Heptadecenal R R e R
3 14.80 15.00 15.20 15.40
83 m/z 69.10 74 .46%
5000
111
o 66 J | | 1139 168 195 224 252
m/z--> 50 100 150 200 250 300 ' 14.80 15.00 15.20 15.40

8270-BF071620.M Mon Aug 03 13:18:15 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073120\
Data File : BF121155.D

Aca On : 31 Jul 2020 13:52

Operator : JU/CG

Sample : L3518-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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-Pentadecanone Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.14 2.60 ng 120223 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentadecanone 226 C15H300 002345-28-0 64
2 2-Tetradecanone 212 C14H280 002345-27-9 64
3 2-Tridecanone 198 C13H260 000593-08-8 53
4 2-Nonadecanone 282 C19H380 000629-66-3 50
5 Oxirane, tetramethyl- 100 C6H120 005076-20-0 50
Abundance Scan 2219 (15.139 min): BF121155.D (-2218) (-) m/z 59.00 100.00%
59
43
l 103 105 148 166182 199 219 245261 281 14.80 15.00 15.20 15.40
0...,....',‘...'. .I...,“...'.',I..'.'.l'.'... N ST S Y WSS N Sl m/z 58.05 80.29Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82960: 2-Pentadecanone
58
43
5000 AR SR B BN

14.80 15.00 15.20 15.40
m/z 43.05 54.71%

111127141 168183197211226

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 58
R R REE
14.80 15.00 15.20 15.40
5000 m/z 71.10 40.42%
29 85
o 15 110 127 15419 197212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59780: 2-Tridecanone R
14.80 15.00 15.20 15.40
43 m/z 57.05 20.43%
5000

3

111755140155169183198
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1480 15.00 15.20 15.40

8270-BF071620.M Mon Aug 03 13:18:16 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073120\
Data File : BF121155.D

Aca On : 31 Jul 2020 13:52

Operator : JU/CG

Sample : L3518-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Heptadecanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.64 5.53 ng 255640 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Heptadecanal 254 C17H340 1000376-70-0 91
3 13-Octadecenal 266 C18H340 056554-90-6 90
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 87
5 Hexadecanal 240 C16H320 000629-80-1 87
Abundance Scan 2304 (15.639 min): BF121155.D (-2300) (-) m/z 57.10 100.00%
g7
5000
0 138 ' 15.40 15.60 15.80 16.00
166 : : : :
ol 190210, 25 282 m/z 82.05 94.89%
m/z--> 50 100 150 200 250 300 350
Abundance #117607: Octadecanal
5000 L UL SIS B SRR
15.40 15.60 15.80 16.00
109 m/z 43.05 76.44%
137 222
o |l Ly 60 104 7 20068
m/z--> 50 100 150 200 250 300 350
Abundance
i 82 RIS DL BN SR
15.40 15.60 15.80 16.00
5000 m/z 96.00 66.42%
109
o 137155 180 208 236754
m/z--> 50 100 150 200 250 300 350
Abundance #115863: 13-Octadecenal b RREmE EE e
57 § 15.40 15.60 15.80 16.00
m/z 55.00 59.31%
5000
29
110
0 128147 168 106 221 232
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073120\
Data File : BF121155.D

Aca On : 31 Jul 2020 13:52

Operator : JU/CG

Sample : L3518-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.87 6.46 ng 298531 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Docosane. 1l-butvl- 366 C26H54 013475-76-8 90
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 2-Bromotetradecane 276 C14H29Br 074036-95-6 90
Abundance Scan 2343 (15.868 min): BF121155.D (-2338) (-) m/z 57.05 100.00%
57
85
5000

141 169 15.60 15.80 16.00 16.20
oL, ..],.l J.iIIJ W37 220 28 2B M m/z 71.10 77.47%

m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000 LA L L L L L L

15 60 15. 80 16. OO 16 20
29 m/z 43.10 58.76%

| ]113 141 160 167 240

ot e e
m/z--> 50 100 150 200 250 300 350
Abundance
57
AL W e
15.60 15.80 16.00 16.20
5000 85 m/z 85.05 57.67%
113
o 38 141 169 210 239 267 309 336 366
A B e B B e A B e
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl- T
57 15 60 15. 80 16. 00 16 20

m/z 99.10 19.43%

113
3 } L | 141 182 217 o5p 281 308 337

ob——# b Ay e Ty e 22 A 08 8T it et

m/z--> 50 100 150 200 250 300 350 15 60 15. 80 16. OO 16 20

8270-BF071620.M Mon Aug 03 13:18:18 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073120\
Data File : BF121155.D

Aca On : 31 Jul 2020 13:52

Operator : JU/CG

Sample : L3518-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 1-Heptacosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.93 9.56 ng 441611 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 Octacosvl acetate 452 C30H6002 018206-97-8 93
3 Octacosanol 410 C28H580 000557-61-9 93
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 Heptacosyl acetate 438 C29H5802 1000351-78-2 90
Abundance Scan 2353 (15.927 min): BF121155.D (-2348) (-) m/z 57.05 100.00%
57 83
5000 11
I 6100 27 s sm 15160 15,60 16,00 1620
WIS 8 U I N U LU = N~ SH—— m/z 83.10 96.37%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #210517: 1-Heptacosanol
57 19
5000 LR T BN B B
125 15.60 15.80 16.00 16.20
m/z 97.10 95 .48%
o 29 1 | L 153 181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43 97
69 15.60 15.80 16.00 16.20
5000 m/z 43.05 80.07%
125
ol15 153 181 209 250 278 306 334 364 392 437
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215904: Octacosanol R R mEEE
57 15.60 15.80 16.00 16.20
97 m/z 69.05  79.45%
5000
125
0 2?‘ | L (1583 181 209 236 264 292 322 364 392
m/z--> 50 100 150 200 250 300 350 400 450 15.60 15.80 16.00 16.20

8270-BF071620.M Mon Aug 03 13:18:19 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073120\
Data File : BF121155.D

Aca On : 31 Jul 2020 13:52

Operator : JU/CG

Sample : L3518-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Oxirane, tetramethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

15.99 2.36 ng 109075 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentadecanone 226 C15H300 002345-28-0 59
2 Oxirane. tetramethvl- 100 C6H120 005076-20-0 53
3 2-Heptadecanone 254 C17H340 002922-51-2 50
4 2-Tridecanone 198 C13H260 000593-08-8 50
5 2-Tetradecanone 212 C14H280 002345-27-9 47

Abundance Scan 2364 (15.992 min): BF121155.D (-2359) (-) m/z 59.00 100.00%

59
5000

96
Jldlnlz? 154175197221243 280 a1 422 15,60 15:80 16.00 1620 16,40

Okl - P B B - m/z 58.00 79.76%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #82965: 2-Pentadecanone
58

5000 T T T T T I T T
15 60 1580 1600 16 20 16. 40

m/z 43.10 57.26%

29 226
85 168
oAl 22 e |
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
59

15 60 15. 80 16. 00 16 20 16.40

5000 m/z 71.00 43.04%
L J\/\NJ\M
85
L U L WL L S SN S
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #105853: 2-Heptadecanone T
58 15 60 15. 80 16. OO 16 20 16. 40

m/z 57.10 22.11%

5000
29 9 254
J\ | J | 127152 196 305

L e M ARAER

m/z--> 0 50 100 150 200 250 300 350 400 15 60 15. 80 16. OO 16 20 16. 40

8270-BF071620.M Mon Aug 03 13:18:20 2020 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073120\
Data File : BF121155.D

Aca On : 31 Jul 2020 13:52

Operator : JU/CG

Sample : L3518-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Tridecanal Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.10 4.35 ng 201115 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanal 198 C13H260 010486-19-8 90
2 Octadecanal 268 C18H360 000638-66-4 90
3 Heptadecanal 254 C17H340 1000376-70-0 90
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 83
5 1,19-Eicosadiene 278 C20H38 014811-95-1 74
Abundance Scan 2382 (16.098 min): BF121155.D (-2379) (-) m/z 57.05 100.00%
57
5000 }\_/\\J]\/\f\»J\\/\A_,/\U~Jﬂv,
. 166184 207 229 250 269 15,80 16.00 16.20 16.40
ob—— Al m/z 82.00 95.87%
m/z--> 50 100 150 200 250 300
Abundance #59775: Tridecanal
57 8
5000 R AU BN B
29 15.80 16.00 16.20 16.40
109 154 m/z 43.10 82.37%
o I|Il?ﬁf3.., |1|, lows
m/z--> 50 100 150 200 250 300
Abundance
43
82 15,80 16.00 16.20 16.40
5000 m/z 96.05 63.30%
110
o 18 65 137 166 194 222 250268
m/z--> 55 160 1%0 260 250 360
Abundance #105849: Heptadecanal R R B R
3 g2 15.80 16.00 16.20 16.40
m/z 83.05 61.66%
5000
109
oL 28 |l lles | || || 1137154 180 208 236554
m/z--> 50 160 150 200 250 360 ' 15%0 1&50 1&20 1&20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073120\
Data File : BF121155.D

Aca On : 31 Jul 2020 13:52

Operator : JU/CG

Sample : L3518-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Octadecanal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.64 25.33 ng 1170070 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 94
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
4 1.19-Eicosadiene 278 C20H38 014811-95-1 90
5 Tetradecanal 212 C14H280 000124-25-4 86
Abundance Scan 2474 (16.639 min): BF121155.D (-2469) (-) m/z 57.10 100.00%
57 g2
2000 A\J\‘/\J\/\J\/\/\
U UL B BRI SR
16.40 16.60 16.80 17.00
— | 166 194 222 250 278 306 341 390 418 /7 82.10 85 . 420,
m/z--> 50 100 150 200 250 300 350 400
Abundance #117604: Octadecanal
48
82
16.40 16.60 16.80 17.00
110 m/z 43.10 80.68%
oL L 37 306 100 222 250
miz--> 50 100 150 200 250 300 350 400
Abundance
43 82
" 16/40 16.60 16.80 17.00
5000 m/z 96.05 63.60%
110
. 138 166 104 236 264
miz-> 50 100 150 200 250 300 350 400
Abundance #117618: Oxirane, hexadecyl- B RREEE e S
2 16.40 16.60 16.80 17.00
m/z 83.10 57 .49%
0 U UL BN B SR
m/z--> 50 100 150 200 250 300 350 400 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073120\
Data File : BF121155.D

Aca On : 31 Jul 2020 13:52

Operator : JU/CG

Sample : L3518-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 1-Nonadecene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
17.04 21.46 ng 991372 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Heptacosanol

396 C27H560

002004-39-9 95

2 1-Nonadecene

3 5-Eicosene. (EBE)-

4 Heptacosvl acetate

5 Octacosanol

266 C19H38
280 C20H40
438 C29H5802
410 C28H580

018435-45-5 95
074685-30-6 94
1000351-78-2 94
000557-61-9 93

Abundance Scan 2542 (17.039 min): BF121155.D (-2535) (-) m/z 57.05 100.00%
57 83
5000 111
R o SIS
139 16.80 17.00 17.20 17.40
\ l 167 196 219239 278
3 S Lo jopres 220219899 28 3% | ‘m/z 83.10 88.85%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 7
5000 LIRS
125 16.80 17.00 17.20 17.40
m/z 97.10 82.99%
o 29 L1?3,181 209 236 264 292 320 350 378
- IIII|IIII|IIII|IIII|IIII
m/z--> 50 100 150 200 250 300 350
Abundance
43 97
69 IIII|IIII|IIII|IIII|III
16.80 17.00 17.20 17.40
5000 m/z 43.10 74 .42%
125
ol 15 154 182 210 238 266
e T T R
m/z--> 50 100 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)- R RRREE EE s
55 16.80 17.00 17.20 17.40
m/z 69.05 69.30%
83
5000
29 111
oL AL L e s g sz ] e
m/z--> 50 100 150 200 250 300 350 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073120\
Data File : BF121155.D

Aca On : 31 Jul 2020 13:52

Operator : JU/CG

Sample : L3518-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 2-Nonadecanone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.12 8.68 ng 401218 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonadecanone 282 C19H380 000629-66-3 64
2 2-Pentadecanone 226 C15H300 002345-28-0 64
3 2-Heptadecanone 254 C17H340 002922-51-2 53
4 2-Pentacosanone 366 C25H500 075207-54-4 47
5 Oxirane, tetramethyl- 100 C6H120 005076-20-0 46

Abundance Scan 2556 (17.121 min): BF121155.D (-2552) (-) m/z 59.00 100.00%

5000

T

16.80 17.00 17.20 17.40

243
168 193 222 271 94

355 390

(o m/z 58.00 65.29%
m/z--> 50 100 150 200 250 300 350
Abundance #129460: 2-Nonadecanone
5000 LA L L L L L LB |
16.80 17.00 17.20 17.40
85 m/z 43.00 59.00%
29
o d hlll 138 180 222 282
- T T I T I T T T I T T T T T T T T T T T T I T T T T I
m/z--> 50 100 150 200 250 300 350
Abundance
58
R REERE R R Ry
16.80 17.00 17.20 17.40
5000 m/z 71.10 44 _.90%
29 85
0 111 138 168 197 226
L o e e o o T L o o o e e e I
m/z--> 50 100 150 200 250 300 350
Abundance #105853: 2-Heptadecanone R B e
58 16.80 17.00 17.20 17.40
m/z 57.10 18.83%
5000
29 254
oL L1 :ng 27152 199 225
e e e R o
m/z--> 50 100 150 200 250 300 350 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073120\
Data File : BF121155.D

Aca On : 31 Jul 2020 13:52

Operator : JU/CG

Sample : L3518-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Guaia-3,9-diene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.74 5.11 ng 235984 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Guaia-3.9-diene 204 C15H24 000489-83-8 55
2 1.4-Dimethvl-8-isopropvlidenetri... 204 C15H24 1000140-07-7 49
3 2.5.5.8a-Tetramethvl-6.7.8.8a-te... 204 C14H200 124957-09-1 43
4 1H-3a.7-Methanoazulene. 2.3.6.7.... 204 C15H24 000560-32-7 43
5 1,4-Methanoazulen-9-o0l, decahydr... 222 C15H260 000465-24-7 38
Abundance Scan 2661 (17.739 min): BF121155.D (-2657) (-) m/z 204.05 100.00%
204
5000
17.40 17.60 17.80 18.00
0 m/z 135.10 71.19%
m/z--> 50 100 150 200 250 300 350
Abundance #64297: Guaia-3,9-diene
105 135 161 204
41
5000 LN SUNIURH UL SO
81 17.40 17.60 17.80 18.00
m/z 133.00 62.32%
04 6 |\ Iu
m/z--> 50 100 150 200 250 300 350
Abundance
204
17.40 17.60 17.80 18.00
5000 m/z 95.10 60.39%
95 123 161
4 &
L L L [ L WL
m/z--> 50 100 150 200 250 300 350
Abundance #64227: 2,5,5,8a-Tetramethy!-6,7,8,8a-tetrahydro-5H-naphth... L L B
135 204 17.40 17.60 17.80 18.00
m/z 121.05 56.84%
161
50000 41 go
108
o “l.l“.“i‘l‘.{.d‘:.[? — ——— — i e
m/z--> 50 100 150 200 250 300 350 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF073120\
Data File : BF121155.D

Acq On : 31 Jul 2020 13:52

Operator : JU/CG

Sample - L3518-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620_.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]
Eucalyptol 6.95 4.5 ng 169861 1 6.80 749276 20.0
n-Nonadecanol-1 13.12 3.8 ng 169537 5 13.96 895287 20.0
5-Eicosene, (E)- 13.81 22.2 ng 993717 5 13.96 895287 20.0
Tetratetracontane 14.13 2.5 ng 114204 5 13.96 895287 20.0
1-Heneicosanol 14 .44 24_.0 ng 1075850 5 13.96 895287 20.0
Cetene 14 .64 2.9 ng 131124 5 13.96 895287 20.0
Hexadecane, 5-butyl- 14.73 3.1 ng 143771 6 15.42 924024 20.0
1,19-Eicosadiene 14.88 3.1 ng 144012 6 15.42 924024 20.0
Heneicosane 15.07 9.0 ng 414348 6 15.42 924024 20.0
n-Tetracosanol-1 15.10 9.0 ng 415732 6 15.42 924024 20.0
2-Pentadecanone 15.14 2.6 ng 120223 6 15.42 924024 20.0
Heptadecanal 15.64 5.5 ng 255640 6 15.42 924024 20.0
Heptadecane 15.87 6.5 ng 298531 6 15.42 924024 20.0
1-Heptacosanol 15.93 9.6 ng 441611 6 15.42 924024 20.0
Oxirane, tetramet... 15.99 2.4 ng 109075 6 15.42 924024 20.0
Tridecanal 16.10 4.3 ng 201115 6 15.42 924024 20.0
Octadecanal 16.64 25.3 ng 1170070 6 15.42 924024 20.0
1-Nonadecene 17.04 21.5 ng 991372 6 15.42 924024 20.0
2-Nonadecanone 17.12 8.7 ng 401218 6 15.42 924024 20.0
Guaia-3,9-diene 17.74 5.1 ng 235984 6 15.42 924024 20.0
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