LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119979.D

Aca On : 15 Apr 2020 3:36

Operator : MA/SJ

Sample : L2226-01

Misc :

ALS Vial : 63 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-BF040820 .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 4.934 480 484 495 rVB 338081 424158 8.60% 0.843%
2 5.346 549 554 557 rBVY 4639551 4696863 95.18% 9.331%
3 6.369 723 728 731 rBVY 3875117 4594157 93.10% 9.127%
4 6.563 758 761 773 rBV 158753 195074 3.95% 0.388%
5 6.734 786 790 793 rBVY 1657769 1328298 26.92% 2.639%
6 6.893 812 817 820 rBVY 4302552 3674285 74.46% 7 .300%
7 7.298 881 886 889 rBVY 2774939 3061532 62.04% 6.082%
8 8.022 1004 1009 1012 rBV 1821526 1734534 35.15% 3.446%
9 9.098 1187 1192 1195 rBV 5463149 4934480 100.00% 9.803%
10 9.492 1255 1259 1262 rBV 836707 644866 13.07% 1.281%

11 9.775 1302 1307 1310 rBV 2336552 1911625 38.74% 3.798%
12 10.563 1436 1441 1444 rBV 3344742 3022215 61.25% 6.004%
13 11.257 1555 1559 1563 rBV 2082364 1856181 37.62% 3.688%
14 11.322 1567 1570 1576 rVB3 65627 64982 1.32% 0.129%
15 11.798 1647 1651 1666 rBV 1158912 1217071 24.66% 2.418%

16 12.522 1769 1774 1778 rVB2 289995 311327 6.31% 0.619%
17 12.580 1781 1784 1797 rBV 523063 595357 12.07% 1.183%
18 12.674 1797 1800 1803 rBV 154692 143129 2.90% 0.284%
19 12.751 1811 1813 1816 rVB 83351 69666 1.41% 0.138%
20 12.851 1825 1830 1833 rBV 4271161 3829872 77.61% 7.609%

21 13.239 1893 1896 1900 rVB 124372 113947 2.31% 0.226%
22 13.333 1908 1912 1918 rVB 793156 666578 13.51% 1.324%

23 13.380 1918 1920 1923 rBV 85270 75475 1.53% 0.150%
24 13.610 1956 1959 1964 rBV2 90879 98643 2.00% 0.196%
25 13.698 1972 1974 1979 rVB4 59387 59661 1.21% 0.119%

26 13.757 1981 1984 1988 rVB 226085 195215 3.96% 0.388%
27 13.816 1988 1994 2003 rBv4 181799 620492 12.57% 1.233%
28 13.898 2004 2008 2011 rVB 1462833 1242194 25.17% 2.468%
29 13.974 2018 2021 2024 rBV5 41717 52317 1.06% 0.104%
30 14.074 2035 2038 2044 rVB 126938 112734 2.28% 0.224%

31 14.198 2056 2059 2061 rVB2 56293 52115 1.06% 0.104%
32 14.380 2087 2090 2095 rBV 577474 512901 10.39% 1.019%
33 14.451 2097 2102 2104 rBV3 141605 234808 4._76% 0.466%
34 14.592 2123 2126 2131 rBV6 37286 59662 1.21% 0.119%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119979.D

Aca On : 15 Apr 2020 3:36

Operator : MA/SJ

Sample : L2226-01

Misc :

ALS Vial : 63 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\HPCHEM1\BNA F\METHODS\8270-BF040820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.674 2137 2140 2146 rVB 168042 201259 4.08% 0.400%

36 14.816 2161 2164 2169 rVB 166108 169115 3.43% 0.336%
37 15.004 2191 2196 2203 rVB 1458771 1561864 31.65% 3.103%
38 15.321 2246 2250 2254 rBV 912193 1091331 22.12% 2.168%
39 15.363 2254 2257 2261 rVB 143100 171965 3.48% 0.342%
40 15.557 2286 2290 2297 rVB 216653 291094 5.90% 0.578%

41 15.780 2323 2328 2333 rBVY 627297 859748 17.42% 1.708%
42 15.892 2341 2347 2350 rBV4 92770 222006 4 _50% 0.441%
43 16.257 2406 2409 2413 rBV 53036 87981 1.78% 0.175%
44 16.533 2452 2456 2463 rVB 173355 311408 6.31% 0.619%
45 16.815 2501 2504 2510 rVB 76503 127845 2.59% 0.254%

46 17.345 2584 2594 2602 rBVY 196284 770501 15.61% 1.531%
47 17.480 2613 2617 2623 rVB2 154120 298457 6.05% 0.593%
48 17.651 2641 2646 2652 rBV9 87689 242677 4.92% 0.482%
49 17.815 2668 2674 2683 rVB6 211388 609520 12.35% 1.211%
50 18.121 2719 2726 2728 rBV6 87881 209021 4.24% 0.415%

51 18.251 2742 2748 2769 rVB6 185991 702245 14.23% 1.395%

Sum of corrected areas: 50334451
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119979.D

Aca On : 15 Apr 2020 3:36

Operator : MA/SJ

Sample : L2226-01

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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: BF119979.D

5000000
5.35

6.89
4000000: 6.37

3000000 7.30
2000000

6.73

1000000

4.93

L -

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF119979.D

5000000
12.85

4000000
10.56

3000000

9.77
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2000000 8.02

11.80

1000000 9.49 13.
12.58

{ 13 125067 13.2
L
L | . S N e o

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF119979.D

5000000

4000000

3000000

2000000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119979.D

Aca On : 15 Apr 2020 3:36

Operator : MA/SJ

Sample : L2226-01

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 12

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

4.93 6.39 ng 424158 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 483 (4.928 min): BF119979.D (-480) (-) m/z 43.00 100.00%
43
59
5000
. s o 1‘|’1 4.60 480 500 520
ot e e e e m/z 59.00 63.72%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L UL UL R
59 460 480 500 520
m/z 58.00 16.96%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
4.60 480 500 520
5000 m/z 101.00 16.29%
41
53 73 86
e S I S SULIULS SURILIL IS IULILS SULI LS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- O EAmEE e
50 4.60 4.80 5.00 5.20
m/z 41.00 8.76%
5000 41
31
| © g
0 ...,..15..,....,....,....,.5:.3..,....,....,....,...9.8,....,.
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119979.D

Aca On : 15 Apr 2020 3:36

Operator : MA/SJ

Sample : L2226-01

Misc :

ALS Vial : 63 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.80 13.11 ng 1217070 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 68
Abundance Scan 1651 (11.798 min): BF119979.D (-1647) (-) m/z 59.95 100.00%
43 60 73
5000
129
97 BN RN
*ﬂ' 115 143157171185199213227 256 1140 11'60 11.80 12.00 12.20
O fi m/z 43.00 96.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000{ 29 256 4&ﬁ*ﬁﬁﬁﬁqﬁﬁ#Lﬂﬁ=FrFFFFFfF*
11.40 11.60 11.80 12.00 12.20
21 m/z 73.00 94 .67%
m/z--> "éb” 'ﬁb"'éb' 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11.40 11.|60 11.|80 12.'00 12.'20
5000 129 m/z 57.05 86.28%
29 87 115 171
185 214
JLis 101 143157 108
m/z--> 25 45 eb 85 160 150 150 160 1éo 200 220 210 2éo
Abundance #95851: Pentadecanoic acid TR T T
3 60 73 11.40 11.60 11.80 12.00 12.20
m/z 55.00 78.95%
5000 129
29
199
‘ ‘ ‘ 143 157171 185 242
OIEI'ISII‘IIIII‘IHMI RIS T e =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11.60 11.80 12. 00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119979.D

Aca On : 15 Apr 2020 3:36

Operator : MA/SJ

Sample : L2226-01

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.58 9.59 ng 595357 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 53
5 Pentadecanoic acid 242 C15H3002 001002-84-2 53
Abundance Scan 1784 (12.580 min): BF119979.D (-1781) (-) m/z 57.00 100.00%
5000 129 n
83
185 241 A B U R
3 T 213 284 12.20 12.40 12.60 12.80
0! e T B e e m/z 43.05 98.73%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
73
i M,JUK\UL\M
129
5000 284 NN PN SUNILE R
97 185 241 12.20 12.40 12.60 12.80
H ‘ m/z 60.00 95.04%
ol I T \1§7 I\ s \I 2}%\| | |\2|6|5 1 S
m/z--> 50 100 150 200 250 300 350
Abundance
60
41 12.20 12.40 12.60 12.80
5000 129 m/z 73.00 85.74%
83
101 157 185 213 256
L L L WL S B S
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43 12.20 12.40 12.60 12.80
m/z 55.00 78.97%
73
5000 o84
97
185
ol ‘. ., uUI.HI.IIL o P Pl | s o R
m/z--> 50 100 150 200 250 300 350 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119979.D

Aca On : 15 Apr 2020 3:36

Operator : MA/SJ

Sample : L2226-01

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Cyclodecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.33 10.73 ng 666578 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclodecane 140 C10H20 000293-96-9 50
2 Carbonochloridic acid. decvl ester 220 C11H21CIO2 055488-51-2 43
3 2- Bromopropionic acid. decvl ester 292 C13H25Bro02 026072-74-2 38
4 2- Chloropropionic acid. decvl e... 248 C13H25CI02 086711-78-6 38
5 Cyclooctane 112 C8H16 000292-64-8 35

Abundance Scan 1911 (13.327 min): BF119979.D (-1908) (-) m/z 57.00 100.00%

7

5000

:

13.00 13.20 13.40 13.60
m/z 43.05  97.65%

0! 215 241257271286

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #17940: Cyclodecane
55

70

:

13.I00 13.I20 13.I40 13.I60
m/z 55.00 76.28%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
70 el st
41
13.00 13.20 13.40 13.60
5000 97 m/z 201.15 55.58%
111
ol 26 125140155169 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #137357: 2- Bromopropionic acid, decyl ester
43 57 13.00 13.20 13.40 13.60
83 m/z 41.00 53.17%

5000

:

I I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119979.D

Aca On : 15 Apr 2020 3:36

Operator : MA/SJ

Sample : L2226-01

Misc :

ALS Vial : 63 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Nonadecene

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.82 9.99 ng 620492 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 96
2 Cvclopentane. 1-butvl-2-pentvl- 196 C14H28 061142-52-7 95
3 1-Octadecene 252 C18H36 000112-88-9 94
4 E-15-Heptadecenal 252 C17H320 1000130-97-9 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93

Abundance Scan 1995 (13.821 min): BF119979.D (-1988) (-) m/z 57.00 100.00%
43
83 o7
5000
125130 "' 1360 13.80 14.00 14.20
153168 195 219234 : : : :
N — a m/z 55.00 96.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #115905: 1-Nonadecene
4 5
69 83 97
5000 LRI LN BRI UL R
anmmmmm
m/z 43.00 84.97%
KN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
55 69 83
4 R AN S SRR
13.60 13.80 14.00 14.20
5000 97 m/z 83.10 76.95%
125 196
27 111 | 139
0 153 168 185
m/z--> 25 45 éo éo 160 150 150 1é0 180 200 220 250 2éo
Abundance #104184: 1-Octadecene T
4 13.60 13.80 14.00 14.20
83 o m/z 97.10 68.76%
5000

125

139 154168182196210224 252

20 40 60 80 100 120 140 160 180 200 220 240 260

[; .

13. 60 13 80 14. OO 14. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119979.D

Aca On : 15 Apr 2020 3:36

Operator : MA/SJ

Sample : L2226-01

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Pentacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .38 8.26 ng 512901 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Hexadecane 226 C16H34 000544-76-3 87
5 Docosane 310 C22H46 000629-97-0 87
Abundance Scan 2090 (14.380 min): BF119979.D (-2087) (-) m/z 57.00 100.00%
g7
5000 85 ﬂ
113 14.00 14.20 14. 40 14. 60
141
oL ,I. b, 4 169 197 225 253 282 %27 m/z 43.10 53.83%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 AR DU UL B R
14. oo 14. 20 14.40 14.60
113 m/z 71.05 50.24%
o, 220 Ly T T 199189211 230 267 205 323 352
m/z--> 55 100 1%0 260 2éo 360 3éo '
Abundance
57
o 14.00 14.20 14.40 1460
5000 m/z 85.05 39.92%
29 113

141 169 197 225 253 296

ol b Y e T
m/z--> 50 100 150 200 250 300 350 A \

Abundance #209565: Octacosane
57 14.00 14.20 14.40 14.60

m/z 55.00 20.51%

(141 169 197 225 253 281 309 337 365 394 \”A”/L*J\“”“J

ot et e P o o L o

m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60

5000 85

113
[
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119979.D

Aca On : 15 Apr 2020 3:36

Operator : MA/SJ

Sample : L2226-01

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Trifluoroacetoxy hexadecane Concentration Rank 19

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

14 .45 3.78 ng 234808 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
2 1-Docosene 308 C22H44 001599-67-3 91
3 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 91

006385-15-5 91

4 Heptafluorobutvric acid. hexadec... 438 C20H33F702

5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 91
Abundance Scan 2102 (14.451 min): BF119979.D (-2097) (-) m/z 57.05 100.00%
o7
97
5000
12 1420 14.40 14.60 14.80
152 180201 229247 282302 : - - -
(o} m/z 55.00 93.45%
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
5000 LA L L L L L LB
14.20 14.40 14.60 14.80
29 125 m/z 43.00 85.91%
oL 47 L1t 106 2 gm0 g
——r T T T T T T e
m/z--> 50 100 150 200 250 300 350
Abundance
55
R R R
97 14.20 14.40 14.60 14.80
5000 m/z 97.10 73.99%
29
125
0 79 153 181 308
L e e A e e e L aa
m/z--> 50 100 150 200 250 300 350
Abundance #190678: 2- Chloropropionic acid, octadecyl ester T
57 83 14.20 14.40 14.60 14.80
m/z 83.05 66.23%
5000 1l
i H |
139 250
ol Ll AL LS a0 a00 20 20 aor g | Ml T
m/z--> 50 1 150 200 250 300 350 14.20 14. 40 14. 60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119979.D

Aca On : 15 Apr 2020 3:36

Operator : MA/SJ

Sample : L2226-01

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Octacosane Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
14.67 3.69 ng 201259 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Tetracosane 338 C24H50 000646-31-1 87
3 Eicosane 282 C20H42 000112-95-8 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heneicosane 296 C21H44 000629-94-7 86

Abundance Scan 2139 (14.668 min): BF119979.D (-2137) (-) m/z 57.00 100.00%
5000 a5
142 207226 251 281 14.40 14.60 14.80 15.00
o \ || |. e 0 A w/z 71.10 58.54%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85
14.40 14.60 14.80 15.00
29 m/z 43.00 57.23%
o h T 141 169 197 225 253 281 309 337 365 394
m/z--> 50 160 150 260 2éo 360 3éo
Abundance
57
14.40 14.60 14.80 15.00
5000 P m/z 85.00 35.75%
29
o 113 141 169 197 225 253 281 309 338
m/z--> 55 160 150 260 250 300 3éo
Abundance #129490: Eicosane
57 14.40 14.60 14.80 15.00
m/z 41.00 23.35%
85
5000
113
oLt L ||t 390 197 225 o5g 262
m/z--> 55 100 1éo 260 250 360 3éo ' 14?0 1460 1480 1500

8270-BF040820.M Wed Apr 15 20:14:24 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119979.D

Aca On : 15 Apr 2020 3:36

Operator : MA/SJ

Sample : L2226-01

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Hexacosane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
15.00 28.62 ng 1561860  Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Hexacosane 366 C26H54 000630-01-3 97

2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 96
3 Pentacosane 352 C25H52 000629-99-2 95
4 Heneicosane 296 C21H44 000629-94-7 90
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
Abundance Scan 2195 (14.998 min): BF119979.D (-2191) (-) m/z 57.00 100.00%

57
5000 85

113 14. 60 14.80 15.00 15.20 15.40
I 141 169
o3 L | .l'.“, a4t 169 197 225 253 280 316 350 m/z 43.10 55.26%

T
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57

5000 85 L L e
14. 60 14. 80 15. OO 15. 20 15. 40

m/z 71.05 50.40%

113
0 ?\9 ‘H ‘\ ‘Hw “M ‘\‘ H‘ “‘ 14\.1 | 169 L 197 225 253 295 366
L e e e e e e B B B e B e e e e L e
m/z--> 50 100 150 200 250 300 350
Abundance
57

14.60 14.80 15.00 15.20 15.40

5000 g5 m/z 85.05 39.09%
113
0 39 141 169 197 23 267 204 323 352
S| N S R i AMMEME M L UL LA S
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57 14.60 14.80 15.00 15.20 15.40
m/z 55.00 21.53%
113
L2 [‘ | L\ (M 169 104211 239 267 205 323 352
M A B G AL S
mz--> 50 100 150 200 250 300 350 1460 1480 15.00 15.20 15.40

8270-BF040820.M

Wed Apr 15 20:14:26 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119979.D

Aca On : 15 Apr 2020 3:36

Operator : MA/SJ

Sample : L2226-01

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Oxirane, hexadecyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.56 5.33 ng 291094 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 90
3 1.21-Docosadiene 306 C22H42 053057-53-7 86
4 Octadecanal 268 C18H360 000638-66-4 80
5 Z-14-Octadecen-1-ol acetate 310 C20H3802 1000131-07-6 64
Abundance Scan 2291 (15.563 min): BF119979.D (-2286) (-) m/z 57.00 100.00%
7
o NJU‘A\»\
LN BN SN S
o 12 o m/z 43.00 82.82%
m/z--> 50 100 150 200 250 300 350
Abundance #117617: Oxirane, hexadecyl-
43 82
5000 R DAL DAL SR BRI B
15.20 15.40 15.60 15.80
109 m/z 82.05 72.00%
LLhE] || 118 166 208557 25009
m/z--> 50 100 150 200 250 300 350
Abundance
43 82
15.20 15.40 15.60 15.80
5000 m/z 55.00 62.58%
110
m/z--> 50 100 150 200 250 300 350
Abundance #149983: 1,21-Docosadiene R AR EEEEE T
55 g 15.20 15.40 15.60 15.80
m/z 96.05 51.73%
- /\MJ\\J\—M\/
29 110
306
oL ‘ | | 8 165106208 236 psg278 |
m/z--> 50 100 150 200 250 300 350 ' 1520 15.40 15.60 15.80

8270-BF040820.M Wed Apr 15 20:14:29 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119979.D

Aca On : 15 Apr 2020 3:36

Operator : MA/SJ

Sample : L2226-01

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Docosane, 11-butyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

15.78 15.76 ng 859748 Perylene-d12 15.32

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Docosane. 11-butvl- 366 C26H54 013475-76-8 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2328 (15.780 min): BF119979.D (-2323) (-) m/z 57.00 100.00%
57
o T JUL
113 15.40 15.60 15.80 16.00
141 169 - - : -
ol ,‘. L7, 169 107 225 253 281301320 355378 m/z 43.05 53.28%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 [TTrr[rrrr[rrrryrrrr|m
15.40 15.60 15.80 16.00
29 m/z 71.05 50.88%
o h T 141 169 197 225 253 281 309 337 365 394
S 0 e A LA M S S LS S
m/z--> 50 100 150 200 250 300 350
Abundance
57
T T
15.40 15.60 15.80 16.00
5000 g5 m/z 85.05 40.15%
113
L2 141 169189211 239 267 295 323 352
AUED N 'S A P R i A e AL L TS
m/z--> 50 100 150 200 250 300 350
Abundance #194500: Docosane, 11-butyl- B e
57 15.40 15.60 15.80 16.00
m/z 55.00 18.89%
- T \‘/\J\‘ﬁ}\m
113
oL 3 } || 77,141 169 2%0,239 267 309 336 366
A e o P Y M,
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00

8270-BF040820.M

Wed Apr 15 20:14:30 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119979.D

Aca On : 15 Apr 2020 3:36

Operator : MA/SJ

Sample : L2226-01

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 2-Heptadecenal Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.89 4.07 ng 222006 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptadecenal 252 C17H320 1000143-48-6 64
2 10-Chloro-1-decanol. tert-butvld... 306 C16H35CIOSi 1000333-09-1 38
3 Cvclopentane. (4-octvldodecvI)- 350 C25H50 005638-09-5 38
4 2.4-Pentadien-1-ol. 3-propvl-. (... 126 C8H140 1000142-17-9 35
5 Oxalic acid, cyclobutyl octadecy... 396 C24H4404 1000309-70-8 35
Abundance Scan 2347 (15.892 min): BF119979.D (-2341) (-) m/z 83.10 100.00%
5000 WJLM\«V\/\/\W
157 297 L DR AN SN AR
4 190 215232 252269 329 1560 15.80 16.00 16.20
0 m/z 57.10 73.07%
m/z--> 50 100 150 200 250 300 350
Abundance #104153: 2-Heptadecenal
43
5000 I RN SN SN SR
15.60 15.80 16.00 16.20
111 m/z 97.00 70.11%
0 ‘ ‘ 138 166 194 225 251
m/z--> o ' 200 '250 300 350
Abundance
83
55 15.60 15.80 16.00 16.20
5000 m/z 55.05 58.75%
123
0 29 1017143 171 13 249 307
L I L T T T AL
m/z--> 50 100 150 200 250 300 350
Abundance #184207: Cyclopentane, (4-octyldodecyl)- R B N EAmEs
43 15.60 15.80 16.00 16.20
83 m/z 43.05 58.08%
5000
111
0 Il 46 i “Llﬁ? 167 195212 2??253 278 307 350
m/z--> 50 100 1%0 200 250 300 350 15,60 15.80 16.00 16.20

8270-BF040820.M Wed Apr 15 20:14:32 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119979.D

Aca On : 15 Apr 2020 3:36

Operator : MA/SJ

Sample : L2226-01

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 1,19-Eicosadiene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.53 5.71 ng 311408 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 93
2 Octadecanal 268 C18H360 000638-66-4 83
3 1.16-Hexadecanediol 258 C16H3402 007735-42-4 76
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 68
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 64

Abundance Scan 2455 (16.527 min): BF119979.D (-2452) (-) m/z 57.00 100.00%

82

5000

137454 16.20 16.40 16.60 16.80

193 217235 261278 300 332 355

(o} m/z 43.05 65.54%
m/z--> 50 100 150 200 250 300 350
Abundance #126193: 1,19-Eicosadiene
5!
5000 82 TT TT T T[T T T T[T T T T [TTTT]
29 16. 20 16. 40 16 60 16.80
109 m/z 82.00 62.72%
o ‘M‘h H I 138157 180 208 228 250 278
- T T T T I T I T I T T T T T T I T I T T T T I T
m/z--> 50 100 150 200 250 300 350
Abundance
43 82
e LA o o e
16.20 16.40 16.60 16.80
5000 m/z 55.00 49 .60%
110
250
026 | 165 138 166 104 222 77 oeg
e B g A il e —————————
m/z--> 50 100 150 200 250 300 350
Abundance #109264: 1,16-Hexadecanediol R AEmEEEE L
55 8 16.20 16.40 16.60 16.80
m/z 96.10 40.10%
5000
31
109
Ll L 1 a6 190 22000
O ; ; — T T R EEE R RERmE A
m/z--> 50 100 150 200 250 300 350 16. 20 16. 40 16 60 16.80

8270-BF040820.M Wed Apr 15 20:14:34 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119979.D

Aca On : 15 Apr 2020 3:36

Operator : MA/SJ

Sample : L2226-01

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 _.beta.-Sitosterol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.34 14.12 ng 770501 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 95
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 62
3 Campesterol 400 C28H480 000474-62-4 43
4 Trilostane 329 C20H27N0O3 013647-35-3 43
5 Pseudodiosgenin 414 C27H4203 006808-14-6 38
Abundance Scan 2593 (17.339 min): BF119979.D (-2584) (-) m/z 41.05 100.00%
41 95
133
69
161
5000 213 285
189 257 329 414 e
It 357 381 17.00 17.20 17.40 17.60
0! il m/z 43.10 93.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43
5000 17.00 17.20 17.40 17.60
107
‘ 208 226 414 m/z 55.00 89.05%
255
[o) S— m HH H“\ ‘\‘\\‘M\\Hm “H\ “‘ﬂ“l\\ HH \u ‘ 234 ‘ a77 \‘ : ‘; 354 3|81|M| |“| :
m/z--> 5 200 250 300 350 400
Abundance
43
17.00 17.20 17.40 17.60
5000 81 107 m/z 95.05 87.72%
145 414
- 213 255 303 49 a1
0 284 | 276 354
m/z--> 55 160 1%0 200 250 300 3%0 460
Abundance #212386: Campesterol R e EEAER R
43 17.00 17.20 17.40 17.60
m/z 107.00 83.21%
5000 81 107
145 400
289
73 213 985 315 367
0 J.Lﬂuﬂﬂ 4 340 N
m/z--> 50 100 150 200 250 300 350 400 1mmnmmmmo

8270-BF040820.M Wed Apr 15 20:14:35 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119979.D

Aca On : 15 Apr 2020 3:36

Operator : MA/SJ

Sample : L2226-01

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 unknownl7.48 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.48 5.47 ng 298457 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methoxv-6.7.8.9-tetrahvdro-dib... 218 C13H1403 1000186-57-9 47
2 Quinolin-8-amine. 5.6-dimethoxv-... 218 C12H14N202 064992-95-6 47
3 2H-Cvclopropalalnaphthalen-2-one... 218 C15H220 006831-17-0 43
4 (1S.6R.995)-5.5.9.10-Tetramethvlt... 218 C16H26 1000298-97-8 38
5 1H-1,2,3,4-Tetrazol-5-amine, N-[... 249 C11H15N502 1000337-56-7 35
Abundance Scan 2617 (17.480 min): BF119979.D (-2613) (-) m/z 218.20 100.00%
218

5000
241 269289 314 370 424 17.20 17.40 17.60 17.80
0 m/z 203.15 96.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #75702: 3-Methoxy-6,7,8,9-tetrahydro-dibenzofuran-2-ol
218
5000 LA L L L L L L LB
190 17.20 17.40 17.60 17.80

m/z 55.00 41 _.47%

69
39 o1 115 14716$

obm oy il 208 4
m/z--> 50 100 150 200 250 300 350 400
Abundance
203
A B
175 17.20 17.40 17.60 17.80
5000 m/z 57.10 36.07%
40 66 93 119 145
obpti o e e A
m/z--> 50 100 150 200 250 300 350 400
Abundance #75950: 2H-Cyclopropa[a]naphthalen-2-one, 1,1a,4,5,6,7,7a, ... A B
218 17.20 17.40 17.60 17.80
m/z 69.00 28.96%
5000 7 147
ol J.JLJ.... S S
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80

8270-BF040820.M Wed Apr 15 20:14:37 2020 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119979.D

Aca On : 15 Apr 2020 3:36

Operator : MA/SJ

Sample : L2226-01

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 unknownl7.65 Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
17.65 4.45ng 242677  Perylene-d1i2 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Silane. diethvlethoxv(2-ethvihex... 260 Cl4H3202Si  1000363-04-5 35

2 Methanone. (5.6.7.8-tetrahvdro-3... 317 C16H19N302S 309741-88-6 35
3 Silane. diethvlbutoxv(2-methvlpe... 260 C14H3202Si
4 Silane. diethvlisobutoxv(2-methv... 260 C14H3202Si

5 Pregnan-3-one, (5.alpha.)- 302 C21H340 014778-11-1 35

1000363-77-4 35
1000363-11-3 35

Abundance Scan 2646 (17.651 min): BF119979.D (-2641) (-) m/z 231.10 100.00%
231
204
93 119
5000 147
17.40 17.60 17.80 18.00
(o} m/z 55.00 95.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #110686: Silane, diethylethoxy(2-ethylhexyloxy)-
231
5000 119 LA B L L L L LB
17.40 17.60 17.80 18.00
m/z 204.20 62.56%
29 57 1 9\1 L b1 161 201\
L B A e e L e
m/z--> 50 100 150 200 250 300 350 400
Abundance
231
1
LB s e
20 81 17.40 17.60 17.80 18.00
5000 4 m/z 119.00 54.64%
56
ol 33 86 1153415915, 273
— T T e e T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #110699: Silane, diethylbutoxy(2-methylpent-3-yloxy)- T
231 17.40 17.60 17.80 18.00
m/z 93.00 49.69%
5000 147
91
w63, | 17 | 1
T T T T T L e B B
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00

8270-BF040820.M Wed Apr 15 20:14:39 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119979.D

Aca On : 15 Apr 2020 3:36

Operator : MA/SJ

Sample : L2226-01

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 4,4,6a,6b,8a,11,11,14b-0Octa... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.82 11.17 ng 609520 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.4.6a.6b.8a.11.11.14b-Octamethy... 424 C30H480 1000194-62-4 93
2 4.4.6a.6b.8a.11.12.14b-Octamethy... 424 C30H480 1000194-64-2 93
3 Benzolblnaphthol2.3-d1furan 218 C16H100 000243-42-5 68
4 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 53
5 (1S,6R,95)-5,5,9,10-Tetramethylt. .. 218 C16H26 1000298-97-8 43
Abundance Scan 2675 (17.821 min): BF119979.D (-2668) (-) m/z 218.20 100.00%
218
5000 ¥
107 435 189
245067287 315 355 424 17.60 17.80 18.00 18.20
0 m/z 55.00 53.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220502: 4,4,6a,6b,8a,11,11,14b-Octamethyl-1,4,4a,5,6,6a,6...
218
5000 R U SRR SO U
55 95 17.60 17.80 18.00 18.20
135 189 m/z 203.15 47 .81%
oL Jatte || 2 273 000 507 353 31 %
m/z--> 50 100 150 200 250 300 350 400
Abundance
218
"' 17,60 17.80 18.00 18.20
5000 m/z 107.00 38.91%
5 95 135 1g9 424
. 29 161 257 285 313 341 367 395
m/z--> 55 160 1éo 260 zéo 360 3éo 460
Abundance #75958: Benzo[b]naphtho[2,3-d]furan RS EmmEs o L
218 17.60 17.80 18.00 18.20
m/z 135.10 34.07%
5000
189
109
50 81, | 139163
m/z--> 5'0 1(')0 1&'30 2(')0 251,0 3(')0 3&'30 4(')0 17.|60 17.I80 18.IOO 18.|20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119979.D

Aca On : 15 Apr 2020 3:36

Operator : MA/SJ

Sample : L2226-01

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 unknownl18.12 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.12 3.83 ng 209021 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Cvcloproplelazulene. 1a.2.3.5... 204 C1l5H24 021747-46-6 45
2 2.4.4-Trimethvl-3-hvdroxvmethvl-._.. 222 C15H260 1000144-10-5 35
4-(1.3.3-Trimethvl-bicvclol4.1.0... 206 C14H220 077143-31-8 35
4 1.6.10.14.18.22-Tetracosahexaen-... 426 C30H500 054159-46-5 35
5 Aciphyllene 204 C15H24 087745-31-1 30
Abundance Scan 2726 (18.121 min): BF119979.D (-2719) (-) m/z 55.00 100.00%
5000
17.80 18.00 18.20 18.40
0 m/z 95.00 99.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64567: 1H-Cycloprop[e]azulene, 1a,2,3,5,6,7,7a,7b-octahyd...
" 135 161
41
5000 81 204 SN
17.80 18.00 18.20 18.40
m/z 107.00 75.76%
o |‘|\||||||||||||||| T
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
107 17.80 18.00 18.20 18.40
5000 m/z 109.05 73.83%
135
207
0"'I""I""I""""""""I""I"
m/z--> 50 100 150 200 250 300 350 400
Abundance #66156: 4-(1,3,3-Trimethyl-bicyclo[4.1.0]hept-2-yl)-but-3-... e A RERREEESE L
109 17.80 18.00 18.20 18.40
43 m/z 69.10 68.31%
5000
81 149
J 191
0 T BB
m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119979.D

Aca On : 15 Apr 2020 3:36

Operator : MA/SJ

Sample : L2226-01

Misc :

ALS Vial : 63 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Stigmast-4-en-3-one Concentration Rank 6

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

18.25 12.87 ng 702245 Perylene-di12 15.32

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamast-4-en-3-one 412 C29H480 001058-61-3 91
2 Testosterone 288 C19H2802 000058-22-0 46
3 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 38
4 Phenvlthioacetic acid. 4-methoxv... 274 C15H1403S 1000307-77-6 38
5 Acetamide, 2-[2-(6-methylfuran-2... 289 C15H15N03S 1000259-79-3 35

m/z 124.05 100.00%

18.00 18.20 18.40 18.60

124

Abundance Scan 2748 (18.251 min): BF119979.D (-2742) (-)
124
43
5000 229
81
0!

m/z--> 50 100 150 200 250 300 350 400
Abundance #216708: Stigmast-4-en-3-one

m/z 43.00 63 .53%

I T T
18.00 18.20 18.40 18.60

m/z 55.00 57 .68%

18.00 18.20 18.40 18.60

m/z 57.00 53.58%

18.00 18.20 18.40 18.60

5000
04
m/z--> 50 100 150 200 250 300 350 400
Abundance
124
288
5000 n 246
91
a o 203
A o o e e o A B e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #134675: Androst-4-en-3-one, 17-hydroxy-, (10.alpha.,17.be...
124
5000
288
91 147
£4
o Wt gy L |
m/z--> 50 100 150 200 250 300 350 400

m/z 229.20 51.88%

18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF041320\
Data File : BF119979.D

Acq On = 15 Apr 2020 3:36

Operator : MA/SJ

Sample : L2226-01

Misc :

ALS Vial : 63 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820._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]
2-Pentanone, 4-hy... 4.93 6.4 ng 424158 1 6.73 1328300 20.0
n-Hexadecanoic acid 11.80 13.1 ng 1217070 4 11.26 1856180 20.0
Octadecanoic acid 12.58 9.6 ng 595357 5 13.90 1242190 20.0
Cyclodecane 13.33 10.7 ng 666578 5 13.90 1242190 20.0
1-Nonadecene 13.82 10.0 ng 620492 5 13.90 1242190 20.0
Pentacosane 14.38 8.3 ng 512901 5 13.90 1242190 20.0
Trifluoroacetoxy ... 14.45 3.8 ng 234808 5 13.90 1242190 20.0
Octacosane 14.67 3.7 ng 201259 6 15.32 1091330 20.0
Hexacosane 15.00 28.6 ng 1561860 6 15.32 1091330 20.0
Oxirane, hexadecyl- 15.56 5.3 ng 291094 6 15.32 1091330 20.0
Docosane, 11-butyl- 15.78 15.8 ng 859748 6 15.32 1091330 20.0
2-Heptadecenal 15.89 4.1 ng 222006 6 15.32 1091330 20.0
1,19-Eicosadiene 16.53 5.7 ng 311408 6 15.32 1091330 20.0
-beta.-Sitosterol 17.34 14.1 ng 770501 6 15.32 1091330 20.0
unknownl7.48 17 .48 5.5 ng 298457 6 15.32 1091330 20.0
unknownl17 .65 17 .65 4.5 ng 242677 6 15.32 1091330 20.0
4,4,6a,6b,8a,11,1... 17.82 11.2 ng 609520 6 15.32 1091330 20.0
unknownl18.12 18.12 3.8 ng 209021 6 15.32 1091330 20.0
Stigmast-4-en-3-one 18.25 12.9 ng 702245 6 15.32 1091330 20.0
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