LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060320\
Data File : BF120515.D
Aca On : 3 Jun 2020 17:52 Instrument :
Operator : JU/CG E?Afs el

- _ lentosampleld :
3?22'6 : L2839-04 NM12-COMP-2020-0-6
ALS Vial : 12 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 1.952 9 11 18 rBV 263943 307623 8.86% 0.798%
2 2.004 18 20 28 rvB 46018 57090 1.64% 0.148%
3 2.081 28 33 40 rVB 848103 1030606 29.69% 2.673%
4 5.451 601 606 609 rBY 2514807 2226633 64.14% 5.775%
5 6.469 774 779 782 rBVY 2476866 2460260 70.87% 6.381%
6 6.834 837 841 844 rBV 1313223 1050310 30.25% 2.724%
7 6.992 863 868 871 rBVY 2691488 2479092 71.41% 6.430%
8 7.392 929 936 939 rBVY 1942169 1874333 53.99% 4.861%
9 8.116 1054 1059 1062 rBvV 1528136 1205859 34.74% 3.128%
10 9.192 1236 1242 1245 rBV 4033027 3471557 100.00% 9.004%

11 9.580 1304 1308 1312 rBV 659646 589236 16.97% 1.528%
12 9.869 1348 1357 1361 rBV 1723419 1528509 44.03% 3.964%
13 10.657 1487 1491 1495 rBV 2189407 1922793 55.39% 4_987%
14 11.004 1546 1550 1557 rBv4 61217 110206 3.17% 0.286%
15 11.304 1597 1601 1605 rBV 128236 119513 3.44% 0.310%

16 11.357 1605 1610 1612 rVV 1633425 1429525 41.18% 3.708%
17 11.380 1612 1614 1617 rVV 290422 232425 6.70% 0.603%
18 11.427 1620 1622 1626 rVB 64106 55814 1.61% 0.145%
19 11.574 1642 1647 1654 rBV2 74485 103618 2.98% 0.269%
20 11.816 1684 1688 1691 rBV 140483 144385 4.16% 0.374%

21 11.851 1691 1694 1697 rVV2 135841 135258 3.90% 0.351%
22 11.886 1697 1700 1704 rVvVv 389220 317346 9.14% 0.823%

23 11.969 1710 1714 1716 rBV 55642 54194 1.56% 0.141%
24 12.057 1727 1729 1733 rBV2 54303 50328 1.45% 0.131%
25 12.486 1799 1802 1805 rBV2 69509 60598 1.75% 0.157%

26 12.551 1809 1813 1814 rBV 602386 501865 14.46% 1.302%
27 12.568 1814 1816 1819 rVB 506108 381264 10.98% 0.989%
28 12.668 1829 1833 1835 rBV3 40184 42658 1.23% 0.111%
29 12.798 1849 1855 1858 rBV 517289 505947 14.57% 1.312%
30 12.945 1875 1880 1883 rBV 2624168 2507276 72.22% 6.503%

31 13.016 1887 1892 1895 rBV3 34276 59511 1.71% 0.154%
32 13.098 1899 1906 1908 rBV6 32090 64194 1.85% 0.166%
33 13.127 1908 1911 1914 rVB 80178 73465 2.12% 0.191%
34 13.168 1914 1918 1920 rBV3 58920 94593 2.72% 0.245%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060320\
Data File : BF120515.D
Aca On : 3 Jun 2020 17:52 Instrument :
Operator : JU/CG E?Afs el

- _ lentosampleld :
3?22'6 : L2839-04 NM12-COMP-2020-0-6
ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

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

35 13.227 1926 1928 1931 rBV2 40548 38690 1.11% 0.100%
36 13.392 1953 1956 1959 rVB2 99302 83883 2.42% 0.218%
37 13.515 1972 1977 1985 rBV4 62582 142641 4.11% 0.370%
38 13.633 1994 1997 2001 rVB 71188 73659 2.12% 0.191%
39 13.745 2013 2016 2018 rBV2 40325 44939 1.29% 0.117%
40 13.792 2022 2024 2029 rVVv2 39184 59294 1.71% 0.154%

41 13.845 2029 2033 2039 rVB2 438510 525732 15.14% 1.364%
42 13.992 2050 2058 2061 rBV2 1301547 1571765 45.28% 4._.077%
43 14.021 2061 2063 2069 rVB 286132 255524 7.36% 0.663%
44 14.098 2074 2076 2079 rBV 53438 45409 1.31% 0.118%
45 14.163 2084 2087 2093 rVB4 65348 109970 3.17% 0.285%

46 14.280 2105 2107 2110 rBV3 55170 42857 1.23% 0.111%
47 14.380 2122 2124 2127 rVB 53741 43135 1.24% 0.112%
48 14.480 2135 2141 2147 rBV3 243968 539436 15.54% 1.399%
49 14.768 2187 2190 2193 rBVY 103267 102761 2.96% 0.267%
50 14.845 2200 2203 2206 rBV 103062 96606 2.78% 0.251%

51 14.915 2211 2215 2221 rVB 250637 273634 7.88% 0.710%
52 15.027 2230 2234 2237 rBV 291868 401552 11.57% 1.041%
53 15.104 2243 2247 2250 rBV 441698 504226 14.52% 1.308%
54 15.139 2250 2253 2260 rVB3 375293 556827 16.04% 1.444%
55 15.327 2282 2285 2290 rVB 171768 194213 5.59% 0.504%

56 15.386 2292 2295 2301 rVB 233633 271891 7.83% 0.705%
57 15.451 2301 2306 2309 rBV 831465 1045505 30.12% 2.712%
58 15.480 2309 2311 2317 rVB2 179539 209530 6.04% 0.543%
59 15.680 2341 2345 2350 rBV2 259690 338940 9.76% 0.879%
60 15.915 2380 2385 2390 rBV 792147 1143594 32.94% 2.966%

61 15.980 2391 2396 2403 rVV3 170268 377487 10.87% 0.979%
62 16.421 2467 2471 2473 rBV3 41550 59083 1.70% 0.153%
63 16.703 2513 2519 2528 rVB4 248601 517631 14.91% 1.343%
64 16.892 2547 2551 2557 rBV2 74767 168376 4._.85% 0.437%
65 17.080 2577 2583 2597 rBV7 240840 916108 26.39% 2.376%

66 17.245 2608 2611 2619 rVB3 100801 199761 5.75% 0.518%
67 17.333 2621 2626 2633 rVV 62653 143442 4._.13% 0.372%
68 17.503 2650 2655 2662 rBV7 93839 209440 6.03% 0.543%

Sum of corrected areas: 38555425
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060320\

BF120515.D

3 Jun 2020 17:52

JU/CG

L2839-04 NM12-COMP-2020-0-6
12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
4000000

3000000

2000000

1000000

TIC: BF120515.D

6.99

5.45 6.47

6.83

T.QS
ors
Time-->

I
4.50 5.00

Abundance
4000000

3000000

2000000

1000000

TIC: BF120515.D

12.94

10.66

9.87 11.36

8.12

1189 9712.80

11.38
L 11.00 11.48 48 57 06 12.
I I

2.67| 2

0
Time-->

13.00

11.00 11.50 12.00 12.50

10.50

10.00

Abundance
4000000

3000000

2000000

1000000

TIC: BF120515.D

13.99

18.00 18.50

17.50

17.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060320\

Data File : BF120515.D

Aca On : 3 Jun 2020 17:52

Operator : JU/CG

ﬁ?ggle i L2839-04 NM12-COMP-2020-0-6
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Methylene chloride Concentration Rank 12

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

1.95 5.86 ng 307623 1,4-Dichlorobenzene-d4 6.83
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 Boron trifluoride 68 BF3 007637-07-2 1

Abundance Scan 11 (1.952 min): BF120515.D (-9) (-) m/z 49.00 100.00%
49
84
5000
a7 | o ‘ 1200 2.10 2.20 2.30 2.40
s | m/z 84.00 67.27%
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1524: Methylene chloride
49
84
5000 HAE RN RN SRR AR R
2.00 2.10 2.20 2.30 2.40
m/z 85.90 42 .44%
0 28 35 42 ||| 57 71 |
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
84
1200 210 2.20 2.30 2.40
5000 m/z 51.00 29.92%
47
. 2g 58 70 119
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #352: Ethyl Chloride T TR
2.00 2.10 2.20 2.30 2.40
m/z 47.00 18.82%
64
5000
49
15 35 ‘
0"%'“'PJ'I”MW'”wﬁ'”Im“W'”'P'”I”'W'”'P'“I”'W' RN USRI RARAR LA R
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

8270-BF052820.M Thu Jun 04 04:56:07 2020 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060320\

Data File : BF120515.D

Aca On : 3 Jun 2020 17:52

Operator : JU/CG

ﬁ?ggle i L2839-04 NM12-COMP-2020-0-6
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.08 19.62 ng 1030610 1,4-Dichlorobenzene-d4 6.83
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 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 33 (2.081 min): BF120515.D (-28) (-) m/z 73.10 100.00%
73
5000 43
55 87
2.002.102.202.30 2.40 2.50
0 LN O L m/z 43.05 38.36Y%
UUNBIIUNES I SIS UL U IR UL S B B B - - ¢
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 2.002.102.202.30 2.40 2.50
55 87 m/z 55.05 26.60%
L 2s | | o w
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 BN LA RN UARAS RAR AARAN AR
2.002.102.202.30 2.402.50
5000 a1 55 m/z 87.10 26 .00%
29
0 47 67 || 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
7B 2.002.102.202.30 2.40 2.50
m/z 41.05 12.82%
5000 43
58
e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.002.102.202.30 2.402.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060320\

Data File : BF120515.D

Aca On : 3 Jun 2020 17:52

Operator : JU/CG

ﬁ?ggle i L2839-04 NM12-COMP-2020-0-6
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Palmitoleic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.82 2.02 ng 144385 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Palmitoleic acid 254 C16H3002 000373-49-9 91
2 1-Cvclohexvl-2-methvl-prop-2-en-... 152 C10H160 025183-82-8 83
3 13-Borabicvclol7.3.01tridecane. ... 236 C15H29BO 1000156-41-7 55
4 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 55
5 Methacrylic acid, tetradecyl ester 282 C18H3402 1000340-29-0 49
Abundance Scan 1689 (11.821 min): BF120515.D (-1684) (-) m/z 55.05 100.00%

5000

11.60 11.80 12.00 12.20

1851 8151 166179 193 5,

0 m/z 69.05 76.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105669: Palmitoleic acid
55 69
83
5000 97 R A REEE s mEEEs e ]

11. 60 11. 80 12. OO 12. 20

B 124 036 m/z 41.00 64 .43%
137
Oy it 192165179192 207 221
m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance
41 55 69
R AR et
83 152 11.60 11.80 12.00 12.20
5000 110 m/z 83.05 55.54%
27 9 123137
el il ol e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90823: 13-Borabicyclo[7.3.0]tridecane, 13-propoxy-, (2)- ... B B B S ma o S
a1 11.60 11.80 12.00 12.20
55 m/z 43.05 51.79%
5000 69
27 83 96
110 194
164 236
0 ‘ ‘\ u‘ \ L m ‘ 137 151 \ 177 A |
m/z--> 20 40 80 100 120 140 160 180 200 220 240 11. 60 11. 80 12. OO 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060320\

Data File : BF120515.D

Aca On : 3 Jun 2020 17:52

Operator : JU/CG

ﬁ?ggle i L2839-04 NM12-COMP-2020-0-6
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 n-Hexadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.89 4_.44 ng 317346 Phenanthrene-d10 11.36
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 1701 (11.892 min): BF120515.D (-1697) (-) m/z 73.00 100.00%
43 60 LS
5000 129
213
192
157171
143 227 2% 11.60 11.80 12.00 12.20
(o} m/z 43.05 80.16%
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 L B BN BRI UM
nmnmnmnm
m/z 60.00 79.14%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 11.60 11.80 12.00 12.20
5000 - 129 m/z 57.05 69 .58%
87 15 oh 214
101 143157 | 185
O A R L R BEARNSEEESE
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #95851: Pentadecanoic acid e B R e R e
43 60 73 11.60 11.80 12.00 12.20
m/z 41.10 65.40%
5000 129
29
143157171185199 242
015 T T T T T T T T
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\HPCHEM1\BNA F\DATA\BF060320\

Data File : BF120515.D

Aca On : 3 Jun 2020 17:52

Operator : JU/CG

ﬁ?ggle i L2839-04 NM12-COMP-2020-0-6
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 5-Octadecene, (E)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.84 6.69 ng 525732 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 95
2 Cvclohexadecane 224 C16H32 000295-65-8 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 93
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91

Abundance Scan 2032 (13.839 min): BF120515.D (-2029) (-) m/z 57.05 100.00%

g7

83

5000

-

13.60 13.80 14.00 14.20
m/z 43.10 86.57%

0 139154 181

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104186: 5-Octadecene, (E)-
55

-

83
5000 LIRS
1360 13.80 14.00 14.20
29 m/z 55.10 69.64%
0 ‘ A 126 154 181196 224 252
e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
T e
13.60 13.80 14.00 14.20
5000 m/z 83.10 67.46%
29 111

o 126 153168 196 224

m@mﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol e e e e
13.60 13.80 14.00 14.20

m/z 97.10 62.01%

.

5000

5

139154

182 210 238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060320\

Data File : BF120515.D

Aca On : 3 Jun 2020 17:52

Operator : JU/CG

ﬁ?ggle i L2839-04 NM12-COMP-2020-0-6
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Behenic alcohol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.48 6.86 ng 539436 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 93
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 93
Abundance Scan 2141 (14.480 min): BF120515.D (-2135) (-) m/z 57.10 100.00%
57 g3
5000 111
“ 1450 1440 14160 1450
139 196 . . . .
oLk LA s 186 2 .21.9.1. o 281802327 89T | "m/z 55.10 88.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol
55 83
5000 1l L B BRI UL B
mmmmmmmm
m/z 83.05 84.07%
0 h\ il \\M“\m L1707 196 224 252 280 308
m/z--> 55 100 150 260 2éo 360 3éo 460
Abundance
57
R DAL AL B B
97 14.20 14.40 14.60 14.80
5000 m/z 43.10 81.17%
o 147" 196 224 g9 420
L FL L L L UL L L L L
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane N B EE
57 14.20 14.40 14.60 14.80
97 m/z 97.10 79.98%
5000
29 125
oL ‘ | 154 196 224 269 30
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 350 4(')0 14'20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060320\

Data File : BF120515.D

Aca On : 3 Jun 2020 17:52

Operator : JU/CG

ﬁ?ggle i L2839-04 NM12-COMP-2020-0-6
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Octadecanal Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .92 5.23 ng 273634 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 96
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
4 Tetracosanal 352 C24H480 057866-08-7 90
5 1,21-Docosadiene 306 C22H42 053057-53-7 81

Abundance Scan 2216 (14.921 min): BF120515.D (-2211) (-) m/z 82.05 100.00%

5000

14.60 14.80 15.00 15.20
m/z 57.10 96.05%

51168186 207 o7 248 268

04
m/z--> 50 100 150 200 250 300 350
Abundance #117607: Octadecanal

é

14 60 14. 80 15. 00 15 20
109 m/z 43.10 85.67%

137
h ’\ |7 166 104 222 250564
W

5000

o Al
m/z--> 50 150 200 250 300 350
Abundance
43 82
B B e A
14.60 14.80 15.00 15.20
5000 m/z 96.05 77.44%
110
138 264
0 25 61 166 194212 236 282
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #117617: Oxirane, hexadecyl- e A REaREEaSSE
43 8 14.60 14.80 15.00 15.20
m/z 55.10 66.10%
5000
109
0 \ \l 118% 166184 20857 250268
- I IIIIII T T T 7T IIIIIII IIIIIIIIIIIIIIIIII
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\HPCHEM1\BNA F\DATA\BF060320\

Data File : BF120515.D

Aca On : 3 Jun 2020 17:52

Operator : JU/CG

ﬁ?ggle i L2839-04 NM12-COMP-2020-0-6
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Nonadecane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.10 9.65 ng 504226 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Nonadecane 268 C19H40 000629-92-5 90
Abundance Scan 2246 (15.098 min): BF120515.D (-2243) (-) m/z 57.10 100.00%
57
5000 85 N ﬂ A
R DA BRI B B
113 268 14.80 15.00 15.20 15.40
141
ol | ,I. . ll L 109 196216239 U7 302323 351 383 | nzz 71.10  68.01%
m/z--> 50 150 200 250 300 350
Abundance #129498: Nonadecane, 2-methyl-
57
5000 LR B IR
85 14.80 15.00 15.20 15.40
29 m/z 43.10 62.59%
m/z--> 50 160 150 200 250 300 350
Abundance
57
14:80 15.00 15.20 15.40
5000 85 m/z 85.10 46.80%
oL 38 13 141 160 197 239 267 294 323 352
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane e R E R
57 14.80 15.00 15.20 15.40
m/z 55.10 22 .44%
- T M@\A
o ﬁg ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1%0 200 250 300 350 ' 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060320\

Data File : BF120515.D

Aca On : 3 Jun 2020 17:52

Operator : JU/CG

ﬁ?ggle i L2839-04 NM12-COMP-2020-0-6
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 9-Octadecene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.14 10.65 ng 556827 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecene. (E)- 252 C18H36 007206-25-9 92
2 n-Nonadecanol-1 284 C19H400 001454-84-8 91
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 1-Octadecanol 270 C18H380 000112-92-5 90
5 Bacteriochlorophyll-c-stearyl 841 C52H72MgN404 1000164-49-7 90
Abundance Scan 2253 (15.139 min): BF120515.D (-2250) (-) m/z 83.10 100.00%
57
L DA SR SR SRR
3 139 467 14.80 15.00 15.20 15.40
ol LA 307 106 226 || 2719303324 386 | rimTg7 407 97.90%
m/z--> 50 100 150 200 250 300 350
Abundance #104187: 9-Octadecene, (E)-
55
83
5000 L S R I SRR
29 14.80 15.00 15.20 15.40
111 m/z 57.10 87.06%
ol | j h 4 L ‘139 168 196 224 252
m/z--> 50 150 200 2%0 300 350
Abundance
55 83
1480 15.00 15.20 1540
5000 111 m/z 55.05 83.27%
29
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol R A REER R
55 83 14.80 15.00 15.20 15.40
m/z 43.10 80.97%
5000 111 “wvﬁkwj\AW~AA\\)vw\_jk~‘v
29
oLl ‘ A AP 167 106 o3 266 204
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060320\

Data File : BF120515.D

Aca On : 3 Jun 2020 17:52

Operator : JU/CG

ﬁ?ggle i L2839-04 NM12-COMP-2020-0-6
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Benzo[e]pyrene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.33 3.72 ng 194213 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolalpvrene 252 C20H12 000050-32-8 97
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 97
4 Benzolklfluoranthene 252 C20H12 000207-08-9 93
5 Perylene 252 C20H12 000198-55-0 93
Abundance Scan 2285 (15.327 min): BF120515.D (-2282) (-) m/z 252.10 100.00%
282
5000
39 57 78 99 19 146 173 198 224 273 296 321 343 15.00 15.20 15.40 15.60
o} m/z 250.05 28.98%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104217: Benzo[e]pyrene
252
5000

15.00 15.20 15.40 15.60
m/z 253.10 20.59%

125
39 63 8399 , | 146 174 200 224 |

e NN S—
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
252
15.00 15.20 15.40 15.60
5000 m/z 125.00 11.80%
126
o 39 57 74 100 149 174 200 224
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104227: Benz[e]acephenanthrylene B B
252 15.00 15.20 15.40 15.60
m/z 126.00 11.40%
5000
126
039 63 83100, | 150 174 200 224 I
e e e e e S R AaEEEEEE S
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060320\

Data File : BF120515.D

Aca On : 3 Jun 2020 17:52

Operator : JU/CG

ﬁ?ggle i L2839-04 NM12-COMP-2020-0-6
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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.
15.68 6.48 ng 338940 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 94
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 93
3 Tetradecanal 212 C14H280 000124-25-4 93
4 Octadecanal 268 C18H360 000638-66-4 91
5 (2)-14-Tricosenyl formate 366 C24H4602 077899-10-6 90
Abundance Scan 2345 (15.680 min): BF120515.D (-2341) (-) m/z 57.10 100.00%
57 82
5000 /
l s 540 1560 1530 1500
166 : : : -
oLl | A1.,300187 212 236256 279 305 333 365 3% | 75743 10 89.32%
m/z--> 50 100 150 200 250 300 350
Abundance #117618: Oxirane, hexadecyl-
82
57
5000 LI B B LN SR
110 15.40 15.60 15.80 16.00
29 138 m/z 82.10 85.53%
ol -‘Hi . .““‘. k ,““‘1.??].'8? IZ%ll‘ . ‘IZ?O?ZOI —
m/z--> 50 100 150 200 250 300 350
Abundance
43 82
15,40 15.60 15.80 16.00
5000 m/z 96.05 65.39%
110
m/z--> 50 100 150 200 250 300 350
Abundance #71299: Tetradecanal A e o R
57 15.40 15.60 15.80 16.00
82 m/z 55.10 61.13%
110
138 168
0..‘.L‘. I“\h l;l ‘{.1.9‘?....|....|....|....| e
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060320\
Data File : BF120515.D

Aca On : 3 Jun 2020 17:52

Operator : JU/CG

Sample : L2839-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

C:\DATABASENNIST11.L
LSCINT.P

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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

Concentration Rank 2

Peak Number

13 Heneicosane

R.T. EstConc Area Relative to ISTD R.T.
15.92 21.88 ng 1143590 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
3 Eicosane. 10-methvyl- 296 C21H44 054833-23-7 93
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 2386 (15.921 min): BF120515.D (-2380) (-) m/z 57.05 100.00%
57
5000 85
1Mm9 mmmmmmmm
o , 1| ot 2 197, 225 253 281301323 381 379 | Tnsz 71.10  69.49%
miz--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57
15.60 15.80 16.00 16.20
29 m/z 43.10 58.82%
oL M L |13 141 169 197 225 253 206
miz--> 0 56 160 1%0 260 2%0 360 3éo '
Abundance
43
71 15.60 15.80 16.00 16.20
5000 m/z 85.10 50.82%
99 196
o 127 155 205 252 280
miz--> 0 56 160 1%0 260 2%0 360 3éo '
Abundance #141431: Eicosane, 10-methyl- B
57 15.60 15.80 16.00 16.20
m/z 55.10 21.38%
5000 85 qu&AMJ\-h~A/\/\\Mk/NVhWV“NP
o ‘ L i J1%3133 h4h183 211 239 281
miz--> 0 % 1m 1m 200 2% 300 3% ' mmmmmmmm

8270-BF052820.M Thu Jun 04 04:56:30 2020

NM12-COMP-2020-0-6
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060320\

Data File : BF120515.D

Aca On : 3 Jun 2020 17:52

Operator : JU/CG

ﬁ?ggle i L2839-04 NM12-COMP-2020-0-6
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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-Docosene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.98 7.22 ng 377487 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 98
2 Octacosanol 410 C28H580 000557-61-9 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 95
4 1-Heptacosanol 396 C27H560 002004-39-9 95
5 Behenic alcohol 326 C22H460 000661-19-8 91
Abundance Scan 2396 (15.980 min): BF120515.D (-2391) (-) m/z 57.10 100.00%
57 83
5000 111
139 15.60 15.80 16.00 16.20
168 218
I ‘ et (196215238208278 305 340 | "m/z 83.10 88.13%
m/z--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene
55
97
5000 AU LR U B
29 15 60 15. 80 16. 00 16. 20
‘ L 125 m/z 43.10 87.52%
oL 4 | ,H,‘M‘I M3 %8
m/z--> 50 100 150 200 250 300 350
Abundance
57
o1 MUV UGS
15.60 15.80 16.00 16.20
5000 m/z 97.10 83.89%
125
0 29 77 153 181 209 236 264 292 322 364 392
m/z--> éo 160 1%0 260 250 300 3éo '
Abundance #186968: n-Tetracosanol-1 e EARRs RS
8 15.60 15.80 16.00 16.20
m/z 55.05 66.63%
5000 i
0 ‘ ‘ A | ‘ | 41§7 195 222 250 280 308 336
m/z--> 50 100 150 200 2éo 360 3éo ' 1560 1580 1600 1620
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060320\
Data File : BF120515.D

Aca On : 3 Jun 2020 17:52

Operator : JU/CG

Sample : L2839-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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

Concentration Rank 6

Peak Number 15 Oxirane, heptadecyl-

R.T. EstConc Area Relative to ISTD R.T.
16.70 9.90 ng 517631 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 94
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 87
3 Octadecanal 268 C18H360 000638-66-4 83
4 Olevl alcohol. methyl ether 282 C19H380 1000352-68-0 78
5 16-Heptadecenal 252 C17H320 1000144-57-9 60

Abundance Scan 2518 (16.698 min): BF120515.D (-2513) (-) m/z 57.10 100.00%
57 g
5000
137 278 T T T
166 250 16.40 16.60 16.80 17.00
. 187210231 S50 m/z 82.10 82.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117618: Oxirane, hexadecyl-
82
57
5000 UL SR BN SUN
110 16.40 16.60 16.80 17.00
29 138 m/z 43.05 80.93%
o "“i | I“‘\‘I “\: I\M]:?IGP |‘|2‘:=I‘-1|‘| ‘IZ?OI T
m/z--> 50 00 150 200 250 300 350 400
Abundance
43 82
' 16.40 16.60 16.80 17.00
5000 m/z 96.05 63.78%
110
. 138 166 104 236 264
mz-> 50 100 150 200 250 300 350 400
Abundance #117605: Octadecanal R o I MMMURIA
4 2 16.40 16.60 16.80 17.00
m/z 83.10 57 .79%
5000
0 RN U BN SUN
m/z--> 50 100 150 200 250 300 350 400 16.40 16.60 16.80 17.00

8270-BF052820.M Thu Jun 04 04:56:33 2020

NM12-COMP-2020-0-6
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060320\

Data File : BF120515.D

Aca On : 3 Jun 2020 17:52

Operator : JU/CG

ﬁ?ggle i L2839-04 NM12-COMP-2020-0-6
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Naphthalene, 1,2,3,5,6,7,8,... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.08 17.52 ng 916108 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 004630-07-3 58
2 1H-3a.7-Methanoazulene. 2.3.6.7.... 204 C15H24 000560-32-7 53
3 ()-Tricvclol6.2.1.0(4.11)lundec... 204 C15H24 1000154-06-7 52
4 Guaia-3.9-diene 204 C15H24 000489-83-8 52
5 Farnesyl bromide 284 C15H25Br 006874-67-5 49
Abundance Scan 2583 (17.080 min): BF120515.D (-2577) (-) m/z 204.15 100.00%

5000

16.80 17.00 17.20 17.40

28351 393 425
m/z 69.10 64 .59%

0!
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...

41

79

16.I80 17.IOO 17.I20 17.I40
m/z 135.10  60.52%

5000 107 135

0
m/z--> 50 100 150 200 250 300 350 400
Abundance
93 135
N ERmmammn
a1 16.80 17.00 17.20 17.40
5000 m/z 55.05 56.41%
161 204
69
O e B o e L e e L B e LA e
m/z--> 50 100 150 200 250 300 350 400
Abundance #64496: (-)-Tricyclo[6.2.1.0(4,11)]Jundec-5-ene, 1,5,9,9-te... L IR e e
M 105 133 16.80 17.00 17.20 17.40
m/z 133.05 53.31%
81 189
5000 161
0 A%. e S
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060320\

Data File : BF120515.D

Aca On : 3 Jun 2020 17:52

Operator : JU/CG

ﬁ?ggle i L2839-04 NM12-COMP-2020-0-6
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 2-Isopropenyl-4a,8-dimethyl... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.24 3.82 ng 199761 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Isopropenvl-4a.8-dimethvl-1.2.... 204 C15H24 1000193-57-0 50
2 1H-Cvclopropalalnaphthalene. la.... 204 C15H24 000489-29-2 45
3 2.3-Dimethoxv-5-aminocinnamonitrile 204 C11H12N202 1000214-46-5 43
4 2-Acetvl-3.7-dimethvlbenzo(b)thi... 204 C12H120S 006179-06-2 38
5 3-Acetyl-2,5-dimethylbenzo(b)thi... 204 C12H120S 006179-04-0 38
Abundance Scan 2610 (17.239 min): BF120515.D (-2608) (-) m/z 189.10 100.00%
189
41 71
161 031 425 st
255276 313 355 17.00 17.20 17.40 17.60
0 m/z 177.10 77 .79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64446: 2-1sopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,8a-octa...
189
107
5000} a1 133 161 '~ 17.00 17.20 17.40 17.60
‘ m/z 204.10 63.80%
oL ALl MM h” HWH h 1y S
m/z--> 200 250 300 350 400
Abundance
161 189
a1 105 17.00 17.20 17.40 17.60
5000 133 m/z 95.10 43.02%
81
0"'I""I""I""""""""I""I"'
m/z--> 50 100 150 200 250 300 350 400
Abundance #63841: 2,3-Dimethoxy-5-aminocinnamonitrile R RRREE EE s
189 17.00 17.20 17.40 17.60
m/z 109.00 34.41%
5000
161
oL 4163 9t el
mz> s abo 1% 200 2% 3o a%0  ado ' 17.00 17.20 17,40 17.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF060320\

Data File : BF120515.D

Aca On : 3 Jun 2020 17:52

Operator : JU/CG

ﬁ?ggle i L2839-04 NM12-COMP-2020-0-6
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 _.beta.-Sitosterol Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.50 4.01 ng 209440 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 90
2 .aamma.-Sitosterol 414 C29H500 000083-47-6 86
3 Campesterol 400 C28H480 000474-62-4 49
4 Eraost-7-en-3-ol. (3.beta.)- 400 C28H480 026047-31-4 38
5 Ergost-5-en-3-ol, (3.beta.)- 400 C28H480 004651-51-8 35
Abundance Scan 2654 (17.498 min): BF120515.D (-2650) (-) m/z 43.10 100.00%
43
79 195 145 213 \j/\J\AhwmﬂMﬁD\ﬂwwfﬁwﬁu“wﬂN
5000
73 55 303 329 414
i Jba ot b8 354 381 17.20 17.40 17.60 17.80
0 J m/z 55.05 85.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43
5000 17.20 17.40 17.60 17.80
107
‘ ‘ 03 29 414 m/z 41.05 66.59%
255
ob— m HH H‘\\ ‘M\\mm “H\ \Hflm ly \u ‘ 2?33 \ 2?5 i ‘. 3|54 381 ‘\ ‘L.
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
17.20 17.40 17.60 17.80
5000 81 4107 m/z 105.00 64.74%
145 414
. 213 303 59 a1
o 103 | 233 | 275 354
m/z--> 55 160 1%0 260 250 300 3%0 460
Abundance #212387: Campesterol B B A Eame
43 17.20 17.40 17.60 17.80
m/z 57.05 61.45%
5000
255 289315 og7
N ‘HH‘MH‘\H\m‘\HMm‘\233 T o S —
m/z--> m m Jm 2m 2m 300 350 400 ﬂ%ﬂ%ﬂmﬂ%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF060320\
Data File : BF120515.D
Acq On © 3 Jun 2020 17:52 Instrument :
Operator : JU/CG gﬁA{s el

- _ lentosampleld :
3?22'6 : L.2839-04 NM12-COMP-2020-0-6
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF052820_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]
Methylene chloride 1.95 5.9 ng 307623 1 6.83 1050310 20.0
Butane, 2-methoxy... 2.08 19.6 ng 1030610 1 6.83 1050310 20.0
Palmitoleic acid 11.82 2.0 ng 144385 4 11.36 1429530 20.0
n-Hexadecanoic acid 11.89 4.4 ng 317346 4 11.36 1429530 20.0
5-Octadecene, (E)- 13.84 6.7 ng 525732 5 14.00 1571770 20.0
Behenic alcohol 14.48 6.9 ng 539436 5 14.00 1571770 20.0
Octadecanal 14.92 5.2 ng 273634 6 15.45 1045510 20.0
Nonadecane, 2-met... 15.10 9.7 ng 504226 6 15.45 1045510 20.0
9-Octadecene, (E)- 15.14 10.7 ng 556827 6 15.45 1045510 20.0
Benzo[e]pyrene 15.33 3.7 ng 194213 6 15.45 1045510 20.0
Oxirane, hexadecyl- 15.68 6.5 ng 338940 6 15.45 1045510 20.0
Heneicosane 15.92 21.9 ng 1143590 6 15.45 1045510 20.0
1-Docosene 15.98 7.2 ng 377487 6 15.45 1045510 20.0
Oxirane, heptadecyl- 16.70 9.9 ng 517631 6 15.45 1045510 20.0
Naphthalene, 1,2,... 17.08 17.5 ng 916108 6 15.45 1045510 20.0
2-1sopropenyl-4a,... 17.24 3.8 ng 199761 6 15.45 1045510 20.0
-beta.-Sitosterol 17.50 4.0 ng 209440 6 15.45 1045510 20.0
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