LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082820\
Data File : BF121465.D
Aca On : 28 Aug 2020 17:58 Instrument :
Operator : JU/CG E?Afs el

- _ lentosampleld :
3?22'6 : L3837-18 789UMR-TP11-2430-01
ALS Vial : 15 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-BF082720.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 2.146 5 10 17 rVB 1504958 1985829 30.92% 3.754%
2 5.075 504 508 515 rVB 88323 114910 1.79% 0.217%
3 5.469 571 575 579 rBV 4430298 4505643 70.15% 8.517%
4 6.481 741 747 750 rBVY 4811860 4645618 72.33% 8.782%
5 6.681 778 781 788 rBV 139068 117781 1.83% 0.223%
6 6.857 808 811 815 rBVY 2224751 1707482 26.58% 3.228%
7 7.422 901 907 910 rBVY 3250316 3180449 49.52% 6.012%
8 8.139 1025 1029 1033 rBvY 2728398 2327496 36.24% 4 .400%
9 9.222 1207 1213 1216 rBV 6181647 5936593 92.43% 11.222%
10 9.610 1275 1279 1282 rBV 552507 414308 6.45% 0.783%

11 9.898 1324 1328 1331 rVB 3155895 2650071 41.26% 5.009%
12 10.680 1456 1461 1465 rBV 4003235 3624905 56.44% 6.852%
13 11.380 1576 1580 1583 rBV 3291177 2870153 44.69% 5.425%
14 11.404 1583 1584 1587 rVB 348485 176595 2.75% 0.334%
15 11.910 1667 1670 1675 rBV 537452 482768 7.52% 0.913%

16 12.592 1782 1786 1789 rBV 439530 372184 5.79% 0.704%
17 12.692 1800 1803 1810 rBv4 96005 127898 1.99% 0.242%
18 12.822 1817 1825 1827 rBV 360526 385518 6.00% 0.729%
19 12.969 1846 1850 1854 rVB 6776484 6422861 100.00% 12.141%
20 13.210 1888 1891 1895 rVB2 48159 67685 1.05% 0.128%

21 13.545 1942 1948 1952 rBV3 58578 91890 1.43% 0.174%
22 13.868 1999 2003 2010 rBV 1026772 1154773 17.98% 2.183%
23 14.021 2023 2029 2031 rBV 2447439 2534557 39.46% 4.791%
24 14.045 2031 2033 2039 rVB 202527 181241 2.82% 0.343%
25 14.192 2055 2058 2063 rVB2 87476 89134 1.39% 0.168%

26 14.504 2107 2111 2117 rBV 291297 367949 5.73% 0.696%
27 14.810 2160 2163 2171 rVB 80804 117687 1.83% 0.222%
28 14.886 2172 2176 2182 rVB 145846 181348 2.82% 0.343%
29 14.951 2184 2187 2193 rVB 384450 413819 6.44% 0.782%
30 15.057 2201 2205 2208 rBV 159107 237459 3.70% 0.449%

31 15.151 2217 2221 2222 rBV 321416 339219 5.28% 0.641%
32 15.174 2222 2225 2233 rVB2 612694 839934 13.08% 1.588%
33 15.357 2253 2256 2262 rVB 111994 139560 2.17% 0.264%
34 15.421 2263 2267 2271 rVB 116084 147759 2.30% 0.279%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082820\

Data File : BF121465.D

Aca On : 28 Aug 2020 17:58

Operator : JU/CG

3?22'6 i L3837-18 789UMR-TP11-2430-01
ALS Vial : 15 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF082720.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.486 2273 2278 2283 rBV 1654756 1949794 30.36% 3.686%

36 15.733 2316 2320 2326 rBV 279992 390771 6.08% 0.739%
37 15.974 2356 2361 2365 rBV 243590 348855 5.43% 0.659%
38 16.021 2365 2369 2379 rVB2 192325 350664 5.46% 0.663%
39 16.774 2492 2497 2505 rVB3 127387 246236 3.83% 0.465%
40 16.939 2521 2525 2535 rBV2 58130 110395 1.72% 0.209%

41 17.086 2546 2550 2556 rBV3 48360 102602 1.60% 0.194%
42 17.168 2561 2564 2574 rVB6 70532 167990 2.62% 0.318%

43 17.374 2596 2599 2606 rVB 52984 96033 1.50% 0.182%
44 17.557 2624 2630 2636 rBV7 75546 185715 2.89% 0.351%

Sum of corrected areas: 52902131
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082820\

Data File : BF121465.D

Aca On : 28 Aug 2020 17:58

Operator : JU/CG

ﬁ?ggle i L3837-18 789UMR-TP11-2430-01
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082720_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF121465.D

6000000

5000000 6.48

5.47
4000000
7.42
3000000
6.86
2000000 b 15

1000000

5.07

0

I
5.00
TIC: BF121465.D

Time-->
Abundance

6000000

5000000

4000000 10.68

9.90 11.38

3000000

2000000

1000000

9.61 11.91

11140 12.5912 82
2.69

13.21

13.00

0
Time-->
Abundance

12.00 12.50

11.00 11.50

I
10.00 10.50
TIC: BF121465.D

9.50

6000000

5000000

4000000

3000000

14.02

2000000

1000000
15.73 15602

15.50 16.00

16.716.au71@91717.317.56

16.50

13.55

0
Time-->

T
18.00 18.50

I
17.00 17.50

T
13.50 14.00

14.50 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082820\

Data File : BF121465.D

Aca On : 28 Aug 2020 17:58

Operator : JU/CG

ﬁ?ggle i L3837-18 789UMR-TP11-2430-01
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082720_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

2.15 23.26 ng 1985830 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 27
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 11 (2.152 min): BF121465.D (-5) (-) m/z 73.10 100.00%
7B
5000 43 /\
55 87 B
2.20 2.30 2.40 2.50 2.60
0 ...,....,....,...3.3,|:.'..,..|..‘~3,°..‘??,'.:..,....,....,... m/z 43.05 37.28%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 U AR AR R U U
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.05 26.12%
0 .| 35 |1 | 67 || 80
LI S IULELL SV SIS SURILBLS SUAIL BUR AL SURILELN IS L
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
- 87 1220 2.30 2.40 250 2.60
5000 m/z 87.05 25.68%
29
15 67 97
e L S U S L SR S S S L B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1877: Acetamide, N-ethyl- e A R aas Eas s
30 2.20 2.30 2.40 2.50 2.60
m/z 41.10 12.60%
5000 43 87 J\
15 72
O |"t' ,...W‘ "??l‘l"'lsg"ég' "'ll IR R B U AR AR AR AR U
m/z--> 10 20 30 40 50 60 70 80 90 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082820\

Data File : BF121465.D

Aca On : 28 Aug 2020 17:58

Operator : JU/CG

ﬁ?ggle i L3837-18 789UMR-TP11-2430-01
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082720_.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-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.91 3.36 ng 482768 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 96
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 62
5 Dodecanoic acid 200 C12H2402 000143-07-7 53

Abundance Scan 1670 (11.910 min): BF121465.D (-1667) (-) m/z 73.00 100.00%

43 o T8
5000 192

11,60 11.80 12.00 12.20
o’ m/z 43.05  89.04%

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 N B L
11. 60 11. 80 12. OO 12 20

m/z 60.00 83.49%
213
‘J‘“ 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 e R e N RAR S
11.60 11.80 12.00 12.20
5000 o 129 m/z 57.10 71.07%
87 15 oh 214
101 143157 = 185
O e T T T T T T T T e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1
Abundance #95851: Pentadecanoic acid
43 60 73 11.60 11.80 12.00 12.20
m/z 41.05 70.61%
5000 129
29
199
143 157171185 242
oL 15
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\HPCHEM1\BNA F\DATA\BF082820\

Data File : BF121465.D

Aca On : 28 Aug 2020 17:58

Operator : JU/CG

ﬁ?ggle i L3837-18 789UMR-TP11-2430-01
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082720_.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 2
R.T. EstConc Area Relative to ISTD R.T.
13.87 9.11 ng 1154770 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
Abundance Scan 2003 (13.868 min): BF121465.D (-1999) (-) m/z 57.05 100.00%

57 83

5000

-

13.60 13.80 14.00 14.20
m/z 43.10 91.80%

) 153168 196211 230 252 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127769: 5-Eicosene, (E)-
55

5

83
5000 LA L L L L LB
13.60 13.80 14.00 14.20
m/z 55.10 90.83%
oL 2 196 153168 196 223 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 83
R AR
41 13.60 13.80 14.00 14.20
5000 111 m/z 83.05 89.70%
26 19154 187 210 238 266 204

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #227401: Heptadecy! heptafluorobutyrate T TR
13.60 13.80 14.00 14.20

m/z 97.10 82.28%

1

5000

:

154169

105210 238 265 283
 EER R R e SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082820\

Data File : BF121465.D

Aca On : 28 Aug 2020 17:58

Operator : JU/CG

ﬁ?ggle i L3837-18 789UMR-TP11-2430-01
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082720_.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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .50 2.90 ng 367949 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 93
2 Hexatriacontvl pentafluoropropio... 669 C39H73F502 1000351-89-0 91
3 Oxalic acid. isobutvl octadecvl ... 398 C24H4604 1000309-38-3 91
4 Octatriacontvl trifluoroacetate 647 CA0H77F302 1000351-88-7 91
5 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 91
Abundance Scan 2110 (14.498 min): BF121465.D (-2107) (-) m/z 57.10 100.00%
g7
5000
97 ) ] ) ]
141 240 14.20 14.40 14.60 14.80
ol kbbbt 197y 281 327 e M7z 43.10  68.52%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57
5000 97 L BRI IS B SULRA
1420 14.40 14.60 14.80
m/z 71.05 63.93%
18 39 196
ol 258

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
7 ]

14.20 14.40 14.60 14.80

5000 o7 m/z 85.10 44_05%
139
0 20 181 222 264 306 348 391 432 504 549 650
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 650 /
Abundance #211266: Oxalic acid, isobutyl octadecy! ester BB B Rl s S e
57 14.20 14.40 14.60 14.80

m/z 55.10 38.02%

5000

97
139 204 297

N e

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 650 14 20 14. 40 14 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082820\

Data File : BF121465.D

Aca On : 28 Aug 2020 17:58

Operator : JU/CG

ﬁ?ggle i L3837-18 789UMR-TP11-2430-01
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082720_.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 1,19-Eicosadiene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.95 4.24 ng 413819 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 95
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 95
3 Octadecanal 268 C18H360 000638-66-4 91
4 (2)-14-Tricosenvl formate 366 C24H4602 077899-10-6 76
5 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 68
Abundance Scan 2187 (14.951 min): BF121465.D (-2184) (-) m/z 57.10 100.00%
57
82
5000
109 137 14,60 14.80 15.00 15.20
ol b (M08 199 223 250269 334 362 | n7 43.10 90.12%
m/z--> 50 100 150 200 250 300 350
Abundance #126192: 1,19-Eicosadiene
55
82
5000 U B B UL S B
mmmmmmmm
29 109 m/z 82.05 75.33%
0 H “137 166 194 222 250 278
m/z--> 50 100 150 260 2%0 360 3%0
Abundance
43 82
14,60 14.80 15.00 15.20
5000 m/z 55.10 59.93%
109
0 64 138 166154 208297 250268
m/z--> 55 160 1%0 200 250 300 3%0
Abundance #117607: Octadecanal A o B S e
43 8P 14.60 14.80 15.00 15.20
m/z 96.05 55.69%
5000
109
0 J‘ s ‘ i ” 157 66 194 222 220565
m/z--> 5'0 100 1&1;0 200 250 3(')0 350 14 60 14. 80 15. 00 15 20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082820\

Data File : BF121465.D

Aca On : 28 Aug 2020 17:58

Operator : JU/CG

ﬁ?ggle i L3837-18 789UMR-TP11-2430-01
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082720_.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 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.15 3.48 ng 339219 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 2221 (15.151 min): BF121465.D (-2217) (-) m/z 57.10 100.00%

5000

.

14.80 15.00 15.20 15.40

41 183215252 295327

0 m/z 71.10 70.72%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
5|7
5000 LA L L L L L L L B
14.80 15.00 15.20 15.40
9 m/z 43.10  63.79%
0 , 141 183 225 267 309 367
I o B A B i B e e B e AR s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R e e R
14.80 15.00 15.20 15.40
5000 m/z 85.10 49.59%

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

EEE

ol e S S o o R o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane B e e
517 14.80 15.00 15.20 15.40
m/z 55.05 23.05%
5000
99
ob_26] I 1)) 141 183 225 296
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14. 80 15. 00 15 20 15. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082820\

Data File : BF121465.D

Aca On : 28 Aug 2020 17:58

Operator : JU/CG

ﬁ?ggle i L3837-18 789UMR-TP11-2430-01
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082720_.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-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.17 8.62 ng 839934 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 91
2 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 52
3 1-Docosanol. methvl ether 340 C23H480 1000333-91-9 52
4 Heptacosvl acetate 438 C29H5802 1000351-78-2 50
5 1-Nonadecene 266 C19H38 018435-45-5 43
Abundance Scan 2224 (15.168 min): BF121465.D (-2222) (-) m/z 83.10 100.00%
55 88
5000 11 [ \
NN SRR BRI DU
139 252 14.80 15.00 15.20 15.40
167
ol -.", |‘ L g oy 167 104 227 OF ;1 sr 056710 95.86%
m/z--> 50 100 150 200 250 300
Abundance #155046: 1-Heneicosanol
55 83
5000 111 L SO D DR BN
mmmmﬁmmm
29 m/z 55.10 91.72%
0 |11?9‘ 167 106 238 266 294
m/z--> 50 ' ' 2%0 360
Abundance
43
83 14,80 15.00 15.20 15.40
5000 m/z 69.10 83.37%
111
o 61 139 167 194911 237254
m/z--> 55 160 150 260 2%0 360
Abundance #177220: 1-Docosanol, methyl ether R R,
4 14.80 15.00 15.20 15.40
m/z 43.10 58.94Y%
5000 111 | h
o MR a67 196 224 252 280 3B g
m/z--> 50 160 150 200 250 360 ' 1480 1500 1520 1540 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082820\

Data File : BF121465.D

Aca On : 28 Aug 2020 17:58

Operator : JU/CG

ﬁ?ggle i L3837-18 789UMR-TP11-2430-01
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082720_.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 Octadecanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.73 4.01 ng 390771 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 (2)-14-Tricosenvl formate 366 C24H4602 077899-10-6 86
3 17-Octadecenal 266 C18H340 056554-86-0 86
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 81
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 74

Abundance Scan 2319 (15.727 min): BF121465.D (-2316) (-) m/z 57.05 100.00%

57
82

5000

15.40 15.60 15.80 16.00

138 166 104 225 250

284

0! m/z 43.10 83.55%
m/z--> 50 100 150 200 250 300 350
Abundance #117607: Octadecanal
43
5000 TT TT T T[T T T T[T T T T [TTTT]

15. 40 15. 60 15. 80 16.00
109 m/z 82.05 74.32%

Lt e e 2 20

o it At
m/z--> 50 100 200 250 300 350
Abundance
55 82
R R AEEEEREE RS S R
15.40 15.60 15.80 16.00
5000 m/z 55.10 53.97%
110
138
o 166 194 222 250 278 820 348366
T I e B e e e I B B e LA e e
m/z--> 50 100 150 200 250 300 350
Abundance #115860: 17-Octadecenal R AEmEEEE L
57 8 15.40 15.60 15.80 16.00
m/z 83.10 52.51%
5000
29 109
252
. |h “137 168 196 224 225y,
- IIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIII
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\HPCHEM1\BNA F\DATA\BF082820\

Data File : BF121465.D

Aca On : 28 Aug 2020 17:58

Operator : JU/CG

ﬁ?ggle i L3837-18 789UMR-TP11-2430-01
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082720_.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.97 3.58 ng 348855 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2360 (15.968 min): BF121465.D (-2356) (-) m/z 57.10 100.00%
g7
L SN PR BRI UL
113 111 169 266 15.60 15.80 16.00 16.20
oL e |.,, L9l 280 22 "m/z 71.10 70.14%
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85 LA A UL SRR
15,60 15.80 16.00 16.20
m/z 43.10 61.47%
0 |. I, J1}3 141 183 211 239 267 296
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
o 1560 15.80 16.00 16,20
5000 m/z 85.10 48.44%
29 113
0 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane T T
57 15.60 15.80 16.00 16.20
m/z 55.10 23.89%
- T M
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 50 100 1%0 200 250 300 350 ' 15,60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082820\
Data File : BF121465.D

Aca On : 28 Aug 2020 17:58

Operator : JU/CG

Sample : L3837-18

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082720_.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 Behenic alcohol Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.02 3.60 ng 350664 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 Octacosanol 410 C28H580 000557-61-9 89
Abundance Scan 2369 (16.021 min): BF121465.D (-2365) (-) m/z 57.10 100.00%
57 7

5000

15.80 16.00 16.20 16.40

153 176 196215 237 261278295 341

0 m/z 97.10 98.60%
m/z--> 50 100 150 200 250 300
Abundance #166292: Behenic alcohol
55
5000 111 LA B L L L L L L LB
1580 16.00 16.20 16.40
- m/z 83.10 97 .63%
139
0 1l 167 196 224 252 280 308
e P T e T
m/z--> 50 100 150 200 250 300
Abundance
57 83
RS R nS mmmaa T
15.80 16.00 16.20 16.40
5000 11 m/z 55.10 96.51%
29 139
o 167 195 222 250 280 308 336
B e e B e
m/z--> 50 100 150 200 250 300
Abundance #155046: 1-Heneicosanol o S E e
55 83 15.80 16.00 16.20 16.40
m/z 43.10 92 .45Y%
5000 111
29
o Iy [ 167 106 238 266 204
I~ IIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 1580 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082820\

Data File : BF121465.D

Aca On : 28 Aug 2020 17:58

Operator : JU/CG

ﬁ?ggle i L3837-18 789UMR-TP11-2430-01
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082720_.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 Oxirane, hexadecyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.77 2.53 ng 246236 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 87
2 Octadecanal 268 C18H360 000638-66-4 80
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 62
4 Hexadecanal 240 C16H320 000629-80-1 62
5 (2)-14-Tricosenyl formate 366 C24H4602 077899-10-6 55
Abundance Scan 2496 (16.768 min): BF121465.D (-2492) (-) m/z 57.00 100.00%
ST
5000
276 UV AR SR I
3 138 167185 213230249 340 16.40 16.60 16.80 17.00
o m/z 43.10 79.69%
m/z--> 50 100 150 200 250 300
Abundance #117618: Oxirane, hexadecyl-
5000 LA AU SRR B

16.I4O 16.I60 16.I8O 17.I00
m/z 82.05 78.41%

29
166183 21155g 250268

0
m/z--> 50 100 150 200 250 300
Abundance

43
L A
82 16.40 16.60 16.80 17.00
5000 m/z 96.00 60.55%
110
o2 65 137 166 104 222 25068
e e e e

m/z--> 50 100 150 200 250 300
Abundance #129467: Oxirane, heptadecyl- A BT o e

3 16.40 16.60 16.80 17.00

m/z 55.10 54 .66%

5000

110
Lol LB 166 104911 236 264282

hmh T T T T
m/z--> 50 100 150 200 250 300 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082820\

Data File : BF121465.D

Acq On : 28 Aug 2020 17:58

Operator : JU/CG

3?22'6 i L3837-18 789UMR-TP11-2430-01
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF082720_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]
Butane, 2-methoxy... 2.15 23.3 ng 1985830 1 6.86 1707480 20.0
n-Hexadecanoic acid 11.91 3.4 ng 482768 4 11.38 2870150 20.0
5-Eicosene, (E)- 13.87 9.1 ng 1154770 5 14.02 2534560 20.0
Ethanol, 2-(tetra... 14.50 2.9 ng 367949 5 14.02 2534560 20.0
1,19-Eicosadiene 14.95 4.2 ng 413819 6 15.49 1949790 20.0
Hexacosane 15.15 3.5 ng 339219 6 15.49 1949790 20.0
1-Heneicosanol 15.17 8.6 ng 839934 6 15.49 1949790 20.0
Octadecanal 15.73 4.0 ng 390771 6 15.49 1949790 20.0
Heptadecane, 2,6,... 15.97 3.6 ng 348855 6 15.49 1949790 20.0
Behenic alcohol 16.02 3.6 ng 350664 6 15.49 1949790 20.0
Oxirane, hexadecyl- 16.77 2.5 ng 246236 6 15.49 1949790 20.0
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