LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052920\
Data File : BF120455.D
Aca On : 29 May 2020 22:34 Instrument :
Operator : MA/SJ E?Afs el

- _ lentosampleld :
3?22Ie - 277315 NM26-COMP-2020-0-6
ALS Vial : 24 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-BF052820.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 1.928 3 7 10 rVB 767024 891624 16.12% 1.695%
2 1.957 10 12 22 rVB 1113418 1237245 22.37% 2.351%
3 2.104 32 37 52 rVB 1326297 1655389 29.94% 3.146%
4 5.457 601 607 610 rBY 3979767 4116844 74.45% 7.824%
5 6.463 773 778 781 rBVY 3880915 4492247 81.24% 8.538%
6 6.663 809 812 818 rBV 382409 300207 5.43% 0.571%
7 6.840 838 842 845 rBY 1950754 1601834 28.97% 3.044%
8 6.992 864 868 872 rVB 4239941 4037313 73.01% 7.673%
9 7.398 932 937 940 rBVY 3248397 3130799 56.62% 5.950%
10 8.122 1055 1060 1063 rBV 2199249 2002823 36.22% 3.807%

11 9.198 1238 1243 1246 rBV 6052492 5529785 100.00% 10.510%
12 9.310 1257 1262 1266 rVB3 77534 80725 1.46% 0.153%
13 9.586 1305 1309 1312 rBV 1132395 840234 15.19% 1.597%
14 9.875 1353 1358 1361 rBV 2481358 2025621 36.63% 3.850%
15 10.657 1487 1491 1495 rBV 3051850 2796847 50.58% 5.316%

16 11.304 1598 1601 1605 rBV 86822 81469 1.47% 0.155%
17 11.357 1605 1610 1612 rVV 2100604 1737865 31.43% 3.303%
18 11.380 1612 1614 1617 rVB 226324 176123 3.18% 0.335%
19 11.816 1682 1688 1691 rBV2 58811 71561 1.29% 0.136%
20 11.851 1691 1694 1697 rVV2 103821 110826 2.00% 0.211%

21 11.886 1697 1700 1704 rVvVv 246885 209032 3.78% 0.397%
22 11.969 1710 1714 1716 rBV2 65175 65770 1.19% 0.125%
23 12.569 1810 1816 1819 rBV 504070 498551 9.02% 0.948%
24 12.798 1847 1855 1857 rBV 428840 479270 8.67% 0.911%
25 12.945 1875 1880 1883 rVB 4453666 4028006 72.84% 7.656%

26 13.157 1913 1916 1918 rBV 57296 62710 1.13% 0.119%
27 13.227 1924 1928 1931 rBV2 69533 77793 1.41% 0.148%
28 13.633 1993 1997 2001 rVB2 51008 70873 1.28% 0.135%
29 13.739 2011 2015 2018 rBV2 45729 76748 1.39% 0.146%

30 13.839 2028 2032 2035 rBV2 711456 751373 13.59% 1.428%

31 13.992 2053 2058 2061 rBV2 1737492 1826404 33.03% 3.471%
32 14.015 2061 2062 2068 rVB 261461 205257 3.71% 0.390%
33 14.168 2085 2088 2092 rVB4 54715 66336 1.20% 0.126%
34 14.286 2105 2108 2111 rBV 156871 133344 2.41% 0.253%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052920\
Data File : BF120455.D
Aca On : 29 May 2020 22:34 Instrument :
Operator : MA/SJ gﬁA{s el

- _ lentosampleld :
3?22Ie - 277315 NM26-COMP-2020-0-6
ALS Vial : 24 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-BF052820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.474 2136 2140 2144 rBV2 298932 343773 6.22% 0.653%

36 14.915 2212 2215 2220 rVB 202639 211971 3.83% 0.403%
37 15.021 2229 2233 2237 rBV 255265 396942 7.18% 0.754%
38 15.110 2245 2248 2250 rBV 212812 249926 4._.52% 0.475%
39 15.133 2250 2252 2258 rVB 375756 415994 7.52% 0.791%
40 15.321 2281 2284 2290 rVB 159506 182246 3.30% 0.346%

41 15.380 2290 2294 2300 rBV 199466 233407 4.22% 0.444%
42 15.445 2301 2305 2309 rVV 1150100 1427841 25.82% 2.714%
43 15.480 2309 2311 2317 rVB3 145261 195420 3.53% 0.371%
44 15.686 2342 2346 2356 rVB 178777 223968 4._05% 0.426%
45 15.921 2381 2386 2390 rBVY 311513 457782 8.28% 0.870%

46 15.968 2390 2394 2402 rVB2 255646 430184 7.78% 0.818%
47 16.704 2516 2519 2526 rVB4 83908 146668 2.65% 0.279%
48 16.874 2544 2548 2552 rBVY 97031 196346 3.55% 0.373%
49 17.080 2576 2583 2593 rBV3 808495 1698228 30.71% 3.228%
50 17.480 2645 2651 2660 rVB5 144537 335875 6.07% 0.638%

Sum of corrected areas: 52615419
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052920\
Data File : BF120455.D

Aca On : 29 May 2020 22:34

Operator : MA/SJ

Sample : L2773-15

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

NM26-COMP-2020-0-6

Abundance TIC: BF120455.D
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Abundance TIC: BF120455.D
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Abundance TIC: BF120455.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052920\

Data File : BF120455.D

Aca On : 29 May 2020 22:34

Operator : MA/SJ

ﬁ?ggle i L2773-15 NM26-COMP-2020-0-6
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclohexane Concentration Rank 5

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

1.93 11.13 ng 891624 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 91
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 78
3 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 72
4 1-Hexene 84 C6H12 000592-41-6 59
5 2-Amino-oxazole 84 C3H4N20 004570-45-0 45

Abundance Scan 7 (1.928 min): BF120455.D (-3) (-) m/z 56.10 100.00%
5d.1
84.0
41.1
5000
69.1
U SRR R UL LU
2.00 2.10 2.20 2.30
50.0 63.0 77.0
o.,....,....,....,....,....,....,...I;.l!.,....,:.:.', 2 N A PR m/z 84.05 68.91%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1456: Cyclohexane
56.0
41.0 84.0
5000 U SRR AR AR AR
270 2.00 2.10 2.20 2.30
69.0 m/z 41.10 55.22%
0 12.0 .‘II ‘. ‘I 500,/ 630 | 770
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1491: Cyclopentane, methyl-
56.0
2.00 2.10 2.20 2.30
5000 410 m/z 55.10 35.04%
69.0
270 ‘ ‘ 84.0
0'I“”I”}EP“I””IJ'h“'W”'h“lﬁ”?ee“ll'W§%$“hl”“719P”'P“'P”'P
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1488: 1-Pentene, 2-methyl-
56.0 2.00 2.10 2.20 2.30
m/z 69.10 28 .25%
41.0
5000 £9.0 84.0
29.0
1 50.0, || 620
Ofrrrrrrrr e T T e U S AR UL U
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.00 2.10 2.20 2.30
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052920\

Data File : BF120455.D

Aca On : 29 May 2020 22:34

Operator : MA/SJ

ﬁ?ggle i L2773-15 NM26-COMP-2020-0-6
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Methylene chloride Concentration Rank 4

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

1.96 15.45 ng 1237250 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvlene chloride 84 CH2CI2 000075-09-2 95
2 Methane-d. trichloro- 119 CDCI3 000865-49-6 10
3 Ethvl Chloride 64 C2H5CI 000075-00-3 4
4 Acetic acid. chloro-. ethvl ester 122 C4H7CI02 000105-39-5 2
5 2-Chloroethanol 80 C2H5CIO 000107-07-3 1

Abundance Scan 12 (1.957 min): BF120455.D (-10) (-) m/z 49.00 100.00%
49.0
84.0
5000
T R
370 ‘ 2.00 2.10 2.20 2.30 2.40
o.”,”.w.”.“.m,”JM.H.P.E%%...”!..”,”.w.”.“.”,. m/z 84.00 68.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1524: Methylene chloride
49.0
84.0
5000 AU A A A
2.00 2.10 2.20 2.30 2.40
‘ m/z 85.90  44.52%
0 35.0 | 71.0 H
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9153: Methane-d, trichloro-
84.0
1200 2.10 2.20 2.30 2.40
5000 m/z 51.00 30.77%
47.0
o 350 “ 58.0 70.0 | 119.0
'”I“'W'“'P'“I”'W'”'P'“I”"""“'P'”I“'W'”'P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #352: Ethyl Chloride A BAREREEE S S ey ey
28,0 2.00 2.10 2.20 2.30 2.40
m/z 47.00 17.58%
64.0
5000
49.0
190 s
G R A AN AR AR RARRS RAARS AR RARS AR SRS RARRS AU A U AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.00 2.10 2.20 2.30 2.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052920\

Data File : BF120455.D

Aca On : 29 May 2020 22:34

Operator : MA/SJ

ﬁ?ggle i L2773-15 NM26-COMP-2020-0-6
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.10 20.67 ng 1655390 1,4-Dichlorobenzene-d4 6.84
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 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10

Abundance Scan 36 (2.099 min): BF120455.D (-32) (-) m/z 73.05 100.00%
74.0
5000 43.0
55.0 87.1
| 200 220 240
bbb el e e e e e e || M/z 43.05 40.81%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
74.0
5000 e
43.0 200 220 240
550 87.0 m/z 55.05 27.43%
29.0
0'I””H'””#J”I”'W'”'PI”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol j\\
73.0
87.0 et e————————
200 220 240
5000 41.0 550 m/z 87.10 25.24%
29.0
o T “ Ay “ ‘ , 970 1120  129.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- L A
73.0 200 220 240
m/z 41.05 13.26%
5000 43.0
58.0
0'w'mW“'w‘“'w'“l“'w'“'w'“l“'w'“'w'“l“'w'“' A UL
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 200 220 240
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052920\

Data File : BF120455.D

Aca On : 29 May 2020 22:34

Operator : MA/SJ

ﬁ?ggle i L2773-15 NM26-COMP-2020-0-6
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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-(2-ethoxyethoxy)- Concentration Rank 12

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

6.66 3.75 ng 300207 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 90
2 2-Propanol. 1-(1-methvlethoxv)- 118 C6H1402 003944-36-3 45
3 Ethanol. 2-T2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 38
4 2-Butanol. 3-methvl- 88 C5H120 000598-75-4 38
5 Methoxyacetic acid, butyl ester 146 C7H1403 017640-22-1 28

Abundance Scan 811 (6.657 min): BF120455.D (-809) (-) m/z 45.10 100.00%
481
5000
59.0
et "0 660 680 700
104.0 : : : :
o..,....,....,....,~.|!:.,....l~....,.||.'..,..5?.9',9...,.~:..,..1.??;9..,....,....,... m/z 59.05 30.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 310 59.0 " 640 6.60 680 7.00
72.0 m/z 72.10 19.06%
o190 || eeo 1040160 13sg
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8863: 2-Propanol, 1-(1-methylethoxy)-
45.0
S AR RS LA A
6.40 6.60 6.80 7.00
0
5000 50.0 m/z 43.00 12.31%
31.0
73.0
0"|“"v"w"“l'“'|“"v"w"“|§§9|“'}ﬂ%9|'“'|“"v"w"“l'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #44468: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
45.0 6.40 6.60 6.80 7.00
m/z 73.10 11.34%
5000
59.0 72.0
31.0 89.0
150 [ | "] 1030 1190 1480
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052920\

Data File : BF120455.D

Aca On : 29 May 2020 22:34

Operator : MA/SJ

ﬁ?ggle i L2773-15 NM26-COMP-2020-0-6
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.89 2.41 ng 209032 Phenanthrene-d10 11.36
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 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 68
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 64
Abundance Scan 1701 (11.892 min): BF120455.D (-1697) (-) m/z 73.00 100.00%
430 730
5000 129.1 1921
' 11.60 11.80 12.00 12.20
0 m/z 43.05 90.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 LRI UL BRI LRI B
83.0 11.60 11.80 12.00 12.20
‘J‘“ 1570 1gso 2130 2560 | | M/Z 60.00  87.08%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
43.0 11,60 11.80 12.00 12.20
5000 129.0 m/z 57.10 75 .13%
ol bl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid e
43.0 |, 73.0 11.60 11.80 12.00 12.20
m/z 41.00 70.89%
5000 129.0 Q$NWANNWMAﬁAvaﬁvWMJNMVN
0}§?H'W'“ A NI BRI SN B
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\HPCHEMI1\BNA F\DATA\BF052920\

Data File : BF120455.D

Aca On : 29 May 2020 22:34

Operator : MA/SJ

ﬁ?ggle i L2773-15 NM26-COMP-2020-0-6
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.84 8.23 ng 751373 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 97
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 94
Abundance Scan 2032 (13.839 min): BF120455.D (-2028) (-) m/z 57.10 100.00%
St o7
5000
163.0 234 ' 13.60 13.80 14.00 14.20
"~ 202.0 : : : :
0 oyl 20 L 280l 881 Th/z 55.05 95.78%
m/z--> 50 100 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)-
54.0
83.0 AP . _JLVJ\\/\\
5000 LA UL SRR UL SRR
13.60 13.80 14.00 14.20
111.0 m/z 83.10 93.76%
o 2710 .]1 1139.0167.0196.0223.0 252.0280.0
m/z--> 50 160 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
580 83.0 \ \
' 13.60 13.80 14.00 14.20
5000 111.0 m/z 43.10 92 .55%
oL 270, d J“L11390}6701960 238.0266.0294.0
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane BB L B BT
57.0 13.60 13.80 14.00 14.20
m/z 97.10 81.73%
5000
29.0 125 0
o | J | h | 1540 19502240 269.0 3200

m/z--> 200 250 300 350 13.60 13. 80 14. OO 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052920\

Data File : BF120455.D

Aca On : 29 May 2020 22:34

Operator : MA/SJ

ﬁ?ggle i L2773-15 NM26-COMP-2020-0-6
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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-Docosene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .47 3.76 ng 343773 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 90
3 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 87
4 Cvclopentadecane 210 C15H30 000295-48-7 80
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 76
Abundance Scan 2139 (14.468 min): BF120455.D (-2136) (-) m/z 57.05 100.00%
57.0
5000
7.1
254.1 A PR BN AN B
411 14.20 14.40 14.60 14.80
ol ,....h,Jh..f,.l.8.2'.1,...1.,»1....,?2:5.'1.,..??7,'.2...,...., m/z 43.10 73.18%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance i #151538: 1-Docosene

5000 LA L L L L L LB
14.20 14. 40 14. 60 14. 80
m/z 71.10 64.62%
0l149,
Tty
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #185169: Heptadecy! trifluoroacetate
57.0
. R R R RS e
or.0 14.20 14.40 14.60 14.80
5000 m/z 85.10 45 _73%
ol A, 1390 1555 2380 283.0 3340
LA o o o e A B B o o o o o o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #235928: Octacosyl trifluoroacetate e
57.0 14.20 14.40 14.60 14.80
m/z 55.10 38.09%
97.0
5000
39.0
0 1" 181.0 222.0 264.0 306.0 348.0 392.0 437.0 488.0
e e A e T e T T N N R
m/z--> 0 50 100 150 200 250 300 350 400 450 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052920\

Data File : BF120455.D

Aca On : 29 May 2020 22:34

Operator : MA/SJ

ﬁ?ggle i L2773-15 NM26-COMP-2020-0-6
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Oxirane, heptadecyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.92 2.97 ng 211971 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 94
2 Octadecanal 268 C18H360 000638-66-4 94
3 Oxirane. tetradecvl- 240 C16H320 007320-37-8 87
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 87
5 1,13-Tetradecadiene 194 C14H26 021964-49-8 83

Abundance Scan 2216 (14.921 min): BF120455.D (-2212) (-) m/z 57.10 100.00%

1

5000

14.60 14.80 15.00 15.20

177.0204.1 236.1 334.3362.3

o m/z 82.05 95.95%
m/z--> 50 100 150 200 250 300 350
Abundance #129467: Oxirane, heptadecyl-
5000 LA L L L L L L L BB
14 60 14. 80 15. 00 15 20
10.0 m/z 43.10 94 .03%
|[|ﬂ3ﬁ°16601940 236.0264.0
0 e e i e e B e e —
m/z--> 150 200 250 300 350
Abundance #117605: Octadecanal
.0
R RRRRE R R e E Ry
14.60 14.80 15.00 15.20
5000 m/z 96.05 67.51%
10.0
250.0
. “Jﬂ38°}660194022%0
- T ‘I T T T i T T T T I T T T T I T T
m/z--> 100 150 200 250 300 350
Abundance #94324: Oxirane, tetradecyl- s AEREERREEEE
4110 82.0 14.60 14.80 15.00 15.20
m/z 83.10 60.61%
5000
09.0
1ty T — R e N A
m/z--> 50 100 150 200 250 300 350 14 60 14. 80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052920\

Data File : BF120455.D

Aca On : 29 May 2020 22:34

Operator : MA/SJ

ﬁ?ggle i L2773-15 NM26-COMP-2020-0-6
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Bromo dodecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.11 3.50 ng 249926 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 86
5 Triacontane 422 C30H62 000638-68-6 86
Abundance Scan 2248 (15.110 min): BF120455.D (-2245) (-) m/z 57.10 100.00%
51.1
1131 14.80 15.00 15.20 15.40
141.1 : : : .
) — ,I L ) f4t60.1  2111230.1266.1295.0 327.0385.0  sn" 71,10 65.74%
m/z--> 50 100 150 200 250 300 350
Abundance #100330: 2-Bromo dodecane
57.0
5000 L AR SR B B
85.0 1480 15.00 15.20 15,40
29.0 m/z 43.10 62.11%
: 113 o 169.0
ol A4 L f ) [Tae00 )7 aso
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
650 14.80 15.00 15.20 15.40
5000 ‘ m/z 85.10 50.76%
29.0 113.0
oLl | L)L 30401600107 025 02530 2960
m/z--> éo 160 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- B o T
57.0 14.80 15.00 15.20 15.40
m/z 41.10 20.38%
0 \ “ | | [M30141.0160.0197.0 2370 267.0204.0 323.0352. 0
m/z--> 5'0 1(')0 150 200 250 300 350 14. 80 15. oo 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052920\

Data File : BF120455.D

Aca On : 29 May 2020 22:34

Operator : MA/SJ

ﬁ?ggle i L2773-15 NM26-COMP-2020-0-6
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9
R.T. EstConc Area Relative to ISTD R.T.
15.13 5.83 ng 415994 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 90
2 1-Docosene 308 C22H44 001599-67-3 90
3 1-Nonadecene 266 C19H38 018435-45-5 87
4 9-Octadecene. (E)- 252 C18H36 007206-25-9 86
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 74
Abundance Scan 2251 (15.127 min): BF120455.D (-2250) (-) m/z 83.10 100.00%
55.1 831 252.1
5000 TJL7
R NI SRR BRI U
14.80 15.00 15.20 15.40
o AL, el T2 s 97.10 87.31%
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
55,0 8
5000 111.0 L UL SRS B RS
Mmmmmmmm
m/z 69.10 85.01%
0 270 lF?%QM%MMM&M%%%O
m/z--> éo 100 150 200 250 360 350
Abundance #151538: 1-Docosene
55.0
97.0 14.80 15.00 15,20 15.40
5000 m/z 55.10 84.07%
28.0 125.0
NN | 1\1\ _ | 153.0181.0 308.0
m/z--> §0 160 1%0 200 250 300 3%0
Abundance #115906: 1-Nonadecene R AEmEEEE L
43.0 97.0 14.80 15.00 15.20 15.40
m/z 252.10 82.30%
5000 00
125.0
o150/ | [l | J‘ {J} [1540182.0210,0238.0266.0

m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40

8270-BF052820.M Mon Jun 01 03:59:31 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052920\

Data File : BF120455.D

Aca On : 29 May 2020 22:34

Operator : MA/SJ

ﬁ?ggle i L2773-15 NM26-COMP-2020-0-6
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzo[e]pyrene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.32 2.55 ng 182246 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Pervlene 252 C20H12 000198-55-0 97
3 Benzolalpvrene 252 C20H12 000050-32-8 96
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 95
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 94
Abundance Scan 2284 (15.321 min): BF120455.D (-2281) (-) m/z 252.10 100.00%
25p.1
5000
125.0
2241 15.00 15.20 15.40 15.60
ol 390 860 , | 15611880 2201 | 29903201 3653 70 550 10 29.66%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252,
5000

15.00 15.20 15.40 15.60
m/z 253.10 21.93%

125.0
o 63.0 98.0, | 1740  224.0
T e e
m/z--> 50 100 150 200 250 300 350
Abundance #104214: Perylene
252.0
15.00 15.20 15.40 15.60
5000 m/z 125.00 14_.61%
125.0
o170 500 830 | 1740 2240
i A e e e e e e e L L e e o o o e o o e B B
m/z--> 50 100 150 200 250 300 350
Abundance #104218: Benzo[a]pyrene A B E L EE e
252.0 15.00 15.20 15.40 15.60
m/z 126.00 11.50%
5000
126.0
o 57.0 87.0 , | 1740 2240 |
——— T e e S RN RASE
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052920\

Data File : BF120455.D

Aca On : 29 May 2020 22:34

Operator : MA/SJ

ﬁ?ggle i L2773-15 NM26-COMP-2020-0-6
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecanal Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.69 3.14 ng 223968 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanal 240 C16H320 000629-80-1 90
2 Heptadecanal 254 C17H340 1000376-70-0 90
3 1.19-Eicosadiene 278 C20H38 014811-95-1 81
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 64
5 1,21-Docosadiene 306 C22H42 053057-53-7 58

Abundance Scan 2347 (15.692 min): BF120455.D (-2342) (-) m/z 57.10 100.00%

5000

:

15.40 15.60 15.80 16.00

152.11gp 1 218.1
m/z 82.10 83.15%

0 270.1299.1
m/z--> 50 100 150 200 250 300 350
Abundance #94314: Hexadecanal

3

5000 LA L L L L LB
15.40 15.60 15.80 16.00
10.0 m/z 43.05 77.97%
|||13&016501960
o by
m/z--> 50 100 150 200 250 300 350
Abundance #105849: Heptadecanal
43.0
82.0
R B R m
15.40 15.60 15.80 16.00
5000 m/z 55.10 61.97%
0.0
o AL im0 sa020m00
m/z--> 50 100 150 200 250 300 350
Abundance #126192: 1,19-Eicosadiene AR EEREE L
55.0 15.40 15.60 15.80 16.00
m/z 96.05 61.39%
96.0
5000
124.0
N J ‘ ‘ |17 "152.0180.0208.0  250.0278.0
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\HPCHEMI1\BNA F\DATA\BF052920\

Data File : BF120455.D

Aca On : 29 May 2020 22:34

Operator : MA/SJ

ﬁ?ggle i L2773-15 NM26-COMP-2020-0-6
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptadecane, 9-octyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.92 6.41 ng 457782 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91
Abundance Scan 2386 (15.921 min): BF120455.D (-2381) (-) m/z 57.10 100.00%
57.1
%l 15.60 15.80 16.00 16,20
141 1 266.1 . . . .
ol d b g 2L 2831 2241 2661 s 3s13 P oiTGe" 6a gou
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 SRR SR LR SR
15.60 15.80 16.00 16.20
m/z 43.10 55.28%
99.0 239.0
0 LRy 0, 183.0 268.0 308.0 352.0
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
15.60 15.80 16.00 16,20
5000 m/z 85.10 51.80%
99.0
oL 210 || ,\ 1410\ 183.0 2250 267.0296.0
m/z--> 50 100 15 200 250 300 350
Abundance #202661: Heptacosane R E e e e
57.0 15.60 15.80 16.00 16.20
m/z 55.05 20.61%
99.0
o 270) | | | tl.\.}410‘ 183.0 2250 267.0 309.0 351.0380.0
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\HPCHEMI1\BNA F\DATA\BF052920\

Data File : BF120455.D

Aca On : 29 May 2020 22:34

Operator : MA/SJ

ﬁ?ggle i L2773-15 NM26-COMP-2020-0-6
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Heptacosanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.97 6.03 ng 430184 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Octacosanol 410 C28H580 000557-61-9 93
5 Behenic alcohol 326 C22H460 000661-19-8 93

Abundance Scan 2394 (15.968 min): BF120455.D (-2390) (-) m/z 57.05 100.00%

57.0 97.1

5000

:

15.60 15.80 16.00 16.20
m/z 83.10 93.38%

11682 208.0,3g; 2781

328.2
o 357.0

m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol

%

5000

15.60 15.80 16.00 16.20
m/z 97.10  87.56%

39.0
]1 ],. 9-68 0 209.0238.0 278.0308.0 348.0378.0

o R el o
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57.0 |97.0
A BT o e
15.60 15.80 16.00 16.20
5000 m/z 43.10 86.31%
39.0
0 27000 1[0 y | }680 210.0238.0 278.0308.0337.0
L T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol A BT o e
55,0 15.60 15.80 16.00 16.20
m/z 55.05 82.38%
h /\—XJLJ\}\VM\,
oL 260 | ‘ 1 ‘ | %) %s8.0 2100 26602950
e RN T A BT o e
m/z--> 50 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052920\
Data File : BF120455.D

Aca On : 29 May 2020 22:34

Operator : MA/SJ

Sample : L2773-15

Misc :

ALS Vial : 24 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 16 Octadecanal Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
16.70 2.05 ng 146668 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 64
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 64
3 N1-(8-Methvl-8-azabicvclol3.2.11... 276 C16H21FN20 247565-70-4 46
4 Dodecanal 184 C12H240 000112-54-9 38
5 Pentadecanal- 226 C15H300 002765-11-9 38

Abundance Scan 2518 (16.698 min): BF120455.D (-2516) (-) m/z 57.10 100.00%
57.1 278.1
5000
111.1137.0
180.1 216.0 2461 31323422 16.40 16.60 16.80 17.00

0 m/z 43.05 95.13%
m/z--> 50 100 150 200 250 300 350
Abundance #117605: Octadecanal

5000 TT TTTT LR B TT T T
16. 40 16. 60 16 80 17. OO
10.0 250.0 m/z 278.10 91.58%
|| [130166.0104.0222.0
0 e e
m/z--> 50 10 150 200 250 300 350
Abundance #117617: Oxirane, hexadecyl-
43.0 82.0
16.40 16.60 16.80 17.00
5000 m/z 82.05 88.06%
09.0
m/z--> 50 100 150 200 250 300 350
Abundance #124349: N1-(8-Methyl-8-azabicyclo[3.2.1]oct-3-yl)-2-(2-1l... R R e R
83.0 16.40 16.60 16.80 17.00
m/z 55.10 73.75%
5000 109.0
42.0 276.0
o w\mlﬁi‘ \ A13901670195022102480
ey B e e N I
m/z--> 50 100 150 200 250 300 350 16. 40 16. 60 16 80 17. 00

8270-BF052820.M Mon Jun 01 03:59:34 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052920\

Data File : BF120455.D

Aca On : 29 May 2020 22:34

Operator : MA/SJ

ﬁ?ggle i L2773-15 NM26-COMP-2020-0-6
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Farnesyl bromide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.08 23.79 ng 1698230 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Farnesvl bromide 284 C15H25Br 006874-67-5 55
2 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 004630-07-3 52
3 1.4-Dimethvl-8-isopropvlidenetri... 204 C15H24 1000140-07-7 49
4 1H-3a.7-Methanoazulene. 2.3.6.7.... 204 C15H24 000560-32-7 47
5 1,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 46

Abundance Scan 2583 (17.080 min): BF120455.D (-2576) (-) m/z 204.15 100.00%

2

5000

i

16.3 A

16.80 17.00 17.20 17.40
m/z 69.10 61.43%

351.2 393.4425.4

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #130771: Farnesyl bromide

204.0

-

5000 LA L L L L L L LB
16 80 17. OO 17. 20 17. 40
m/z 135.05 60.55%
286.0
. 2430 |
- T T I T T T I L I L I L I
m/z--> 50 100 150 200 250 300 350 400
Abundance #64546: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet...
161.0 204.0
41.0 IIIIIIIIIIIIIIIIIIIIIII
16.80 17.00 17.20 17.40
5000 79.0 m/z 55.05 54.77%
ﬂlg .0
il HH\
m/z--> 100 150 200 250 300 350 400
Abundance #64424 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10... A B
204.0 16.80 17.00 17.20 17.40
m/z 121.10 51.02%
5000
95.0 161.0
il |
m/z--> 50 100 150 200 250 300 350 400 16 80 17. OO 17. 20 17. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052920\

Data File : BF120455.D

Aca On : 29 May 2020 22:34

Operator : MA/SJ

ﬁ?ggle i L2773-15 NM26-COMP-2020-0-6
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 _gamma.-Sitosterol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.48 4.70 ng 335875 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .agamma.-Sitosterol 414 C29H500 000083-47-6 98
2 .beta.-Sitosterol 414 C29H500 000083-46-5 95
3 Eraost-5-en-3-ol. (3.beta.)- 400 C28H480 004651-51-8 25
4 Androst-5-ene.l-acetoxv-16.17-di... 386 C25H3803 294866-91-4 12
5 Pregn-5-en-3-ol, 21-bromo-20-met... 394 C22H35BrO0 055103-80-5 11
Abundance Scan 2651 (17.480 min): BF120455.D (-2645) (-) m/z 43.10 100.00%
43.1
107.0 1450 /\j\\/\f\,»m»w/\¥vxv~”w~ﬂxymmw
5000 213.1
17,20 17.40 17.60 17.80
O m/z 55.10 61.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43.0
5000 LR SR UL UL B
17.20 17.40 17.60 17.80
. m/z 57.10 59.26%
O
m/z--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43.0
17.20 17.40 17.60 17.80
5000 m/z 107.00 54 _.69%
107.0 450 414.0
' 213.0 303.0
oL L Hl |‘,1,HLIL 80 20 410 381
m/z--> 50 100 150 200 250 300 350 400
Abundance #212394: Ergost-5-en-3-ol, (3.beta.)- L LA B o M e
43.0 17.20 17.40 17.60 17.80
m/z 145.00 52.85%
- AL/\MM
0 s L S S
m/z--> 17.20 17.40 17.60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF052920\
Data File : BF120455.D
Acqg On 1 29 May 2020 22:34 Instrument :
Operator : MA/SJ gﬁA{s el

- _ lentosampleld :
3?22Ie - RErTSs NM26-COMP-2020-0-6
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF052820.M
Quant Title : 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]
Cyclohexane 1.93 11.1 ng 891624 1 6.84 1601830 20.0
Methylene chloride 1.96 15.4 ng 1237250 1 6.84 1601830 20.0
Butane, 2-methoxy... 2.10 20.7 ng 1655390 1 6.84 1601830 20.0
Ethanol, 2-(2-eth... 6.66 3.8 ng 300207 1 6.84 1601830 20.0
n-Hexadecanoic acid 11.89 2.4 ng 209032 4 11.36 1737870 20.0
5-Eicosene, (E)- 13.84 8.2 ng 751373 5 13.99 1826400 20.0
1-Docosene 14 .47 3.8 ng 343773 5 13.99 1826400 20.0
Oxirane, heptadecyl- 14.92 3.0 ng 211971 6 15.44 1427840 20.0
2-Bromo dodecane 15.11 3.5 ng 249926 6 15.44 1427840 20.0
Behenic alcohol 15.13 5.8 ng 415994 6 15.44 1427840 20.0
Benzo[e]pyrene 15.32 2.5 ng 182246 6 15.44 1427840 20.0
Hexadecanal 15.69 3.1 ng 223968 6 15.44 1427840 20.0
Heptadecane, 9-oc... 15.92 6.4 ng 457782 6 15.44 1427840 20.0
1-Heptacosanol 15.97 6.0 ng 430184 6 15.44 1427840 20.0
Octadecanal 16.70 2.0 ng 146668 6 15.44 1427840 20.0
Farnesyl bromide 17.08 23.8 ng 1698230 6 15.44 1427840 20.0
-gamma.-Sitosterol 17.48 4.7 ng 335875 6 15.44 1427840 20.0
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