LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061622\
Data File : BF128845.D

Acqg On : 16 Jun 2022 18:01
Operator : CG\JU

Sample : N3364-01

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF060222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128845.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.416 529 532 545 rBV 1975311 1886001 51.57% 6.327%
2 6.440 702 706 715 rBV 2257066 1910635 52.24% 6.410%
3 6.781 760 764 768 rBV 610858 471655 12.90% 1.582%
4 7.345 856 860 863 rBV 1341064 1262725 34.53% 4.236%
5 8.063 979 982 985 rVB 589870 488752 13.36% 1.640%
6 8.122 988 992 995 rVB2 52040 50360 1.38% 0.169%
7 8.269 1014 1017 1019 rVB2 55528 46855 1.28% ©0.157%
8 8.351 1027 1031 1038 rVB8 29186 44476  1.22% 0.149%
9 8.487 1050 1054 1055 rBV 66796 64426 1.76% 0.216%
10 8.604 1070 1074 1076 rBV3 48286 51250 1.40% 0.172%
11  8.751 1096 1099 1102 rVB3 43417 52024 1.42% 0.175%
12 9.086 1153 1156 1161 rBV2 115911 135220 3.70% 0.454%
13 9.145 1161 1166 1169 rVB 2021954 1833061 50.12% 6.149%
14  9.222 1174 1179 1182 rBV3 77541 102575 2.80% 0.344%
15 9.475 1220 1222 1224 rVW2 72235 60721 1.66% 0.204%
16 9.528 1228 1231 1232 rWV 77727 85444 2.34% 0.287%
17  9.539 1232 1233 1236 rVV2 104259 71193 1.95% 0.239%
18 9.575 1236 1239 1244 rVB6 47117 69861 1.91% 0.234%
19 9.686 1255 1258 1262 rBV5 33890 39415 1.08% 0.132%
20 9.728 1262 1265 1267 rVVv4 62461 58025 1.59% 0.195%
21 9.822 1278 1281 1284 rVW 627426 491423 13.44%  1.649%
22 9.845 1284 1285 1291 rVB5 42570 40236 1.10% 0.135%
23 9.939 1299 1301 1303 rVB 71142 50454 1.38% 0.169%
24 10.616 1413 1416 1420 rBV 1100797 896341 24.51% 3.007%
25 10.733 1432 1436 1440 rBV2 96793 138221 3.78% 0.464%
26 11.169 1508 1510 1513 rVV 59861 60852  1.66% 204%
27 11.204 1513 1516 1522 rVB2 64712 79376  2.17% 266%

28 11.310 1531 1534 1536 rBV 601588 466538 12.76%

OO0Oroo0
U1
(o)}
%
R

29 11.333 1536 1538 1541 rVV 141863 128713 3.52% 432%
30 11.363 1541 1543 1546 rVB 108431 84094  2.30% 282%
31 11.522 1567 1570 1572 rBV 51718 44868 1.23% ©.151%
32 11.598 1581 1583 1586 rVB 56681 41627 1.14% 0.140%
33 11.792 1613 1616 1621 rVB3 80578 98996 2.71% 0.332%
34 11.851 1622 1626 1635 rVvv4 218967 278018 7.60%  ©.933%
35 12.004 1649 1652 1657 rVB2 293840 267059  7.30% ©.896%

36 12.398 1717 1719 1726 rVB2 84543 90648 2.48% 0.304%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061622\
Data File : BF128845.D

Acqg On : 16 Jun 2022 18:01
Operator : CG\JU

Sample : N3364-01

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF060222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.527 1738 1741 1744 rBV 98732 96472 2.64% 0.324%
38 12.627 1756 1758 1761 rBV3 45194 43799 1.20% ©0.147%
39 12.757 1777 1780 1785 rVB2 90155 125489 3.43% 0.421%
40 12.898 1800 1804 1809 rVB 1759683 1531109 41.87% 5.137%
41 13.127 1840 1843 1846 rBV 85851 83769 2.29% 0.281%
42 13.333 1875 1878 1882 rBv2 191783 231967 6.34% 0.778%
43 13.469 1899 1901 1904 rVB2 63006 54295 1.48% 0.182%
44 13.798 1954 1957 1960 rBV 161671 144579  3.95% 0.485%
45 13.839 1960 1964 1969 rVv4 74240 136579 3.73% 0.458%
46 13.957 1981 1984 1987 rVB 341555 273985 7.49% 0.919%
47 14.057 1998 2001 2004 rVB 196802 180872 4.95% 0.607%
48 14.421 2060 2063 2067 rBV 440014 392319 10.73% 1.316%
49 14.468 2068 2071 2079 rVV3 133982 271461 7.42% 0.911%
50 14.798 2124 2127 2131 rVB 305755 287663 7.87% 0.965%
51 15.063 2167 2172 2176 rVB 1621725 1761285 48.16% .909%

5

52 15.415 2229 2232 2240 rVB2 223058 351332 9.61% 1.179%
53 15.863 2303 2308 2314 rVB 1287495 1832379 50.10% 6.147%
54 16.945 2489 2492 2499 rVB 239214 428724 11.72% 1.438%
55 17.486 2575 2584 2596 rBV2 1178692 3311959 90.56% 11.111%

56 17.992 2665 2670 2684 rVB5 851523 2569045 70.25% 8.619%
57 18.268 2709 2717 2739 rBV8 719650 3657120 100.00% 12.269%

Sum of corrected areas: 29808340
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 16 Jun 2022 18:01
¢ CG\JU
: N3364-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061622\
BF128845.D

: 14  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

0
Time-->

TIC: BF128845.D\data.ms

5.416

6.440

6.781

7.345

T
2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.4

6.60 6.80 7.00 7.20 7.40 7.60

Abundance

2000000

1500000

1000000

500000

0
Time-->

TIC: BF128845.D\data.ms
9.145

10.616

9.822

11.310

12.898

— — —— ——
10.00 10.50 11.00 11.50

——
12.00

——
12.50

——
13.00

Abundance

2000000

1500000

1000000

500000

0

TIC: BF128845.D\data.ms

15.863

17.486

Time-->  13.50 14.00

T ‘ T T ‘ T T T T ‘ T T ‘ T T T
14.50 15.00 15.50 16.00 16.50 17.00

T ‘ T
17.50

T ‘ T
18.00

T ‘ T
18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061622\
Data File : BF128845.D

Acqg On : 16 Jun 2022 18:01

Operator : CG\JU

Sample : N3364-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Dodecane, 2,7,10-trimethyl-

R.T. EstConc Area
9.086 5.50 ng 135220

Hit# of 5 Tentative ID

Concentration Rank 18

Relative to ISTD R.T.

Acenaphthene-d10

1 Dodecane, 2,7,10-trimethyl-
2 Pentadecane, 2,6,10,14-tetramethyl-
3 Sulfurous acid, 2-ethylhexyl hex...
4 Dodecane, 2,6,11-trimethyl-
5 Nonane, 5-(2-methylpropyl)-

212
268
278
212
184

C15H32
C19H40
C14H3003S
C15H32
C13H28

074645-98-0 58
001921-70-6 53
1000309-20-2 47
031295-56-4 47
062185-53-9 43

Abundance Scan 1156 (9.086 min): BF128845.D\data.ms (-1153) (-)
57.1

5000
85.0 159.1
127
Ot ol e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
5000
20.0 85.0
\‘\H\‘HH‘\H\‘\H\‘\H\‘HH‘HH‘\H\‘\H\‘H\\‘HH‘\\H‘\H\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
57.0
5000
85.0
113.0
29.0
141.0 225.0253.0
O b e e e e e e

m/z--> 20 40 60 80 100120140160 180200 220240260

m/z 57.10 100.00%

a

8.80 9.00 9.20 9.40

m/z 71.10 67.37%

%

8.80 9.00 9.20 9.40

m/z 43.10 51.67%

%

8.80 9.00 9.20 9.40

m/z 41.10 43.22%

3

m/z--> 20 40 60 80 100120140160 180200 220 240 260

Abundance #170577: Sulfurous acid, 2-ethylhexyl hexyl ester T T T T
57.0 8.80 9.00 9.20 9.40
m/z 85.05 27.41%
5000 85.0
29.0 113.0
0‘_wq‘HM‘MWWHw‘Jw‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘H‘ AR T e

8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061622\
Data File : BF128845.D

Acqg On : 16 Jun 2022 18:01

Operator : CG\JU

Sample : N3364-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 unknown9.222 Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
9.222 4.17 ng 102575  Acenaphthene-di10 9.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexane, 1,1,3-trimethyl-2-(... 210 C15H30 054965-05-8 47
2 Cyclooctane, 1,4-dimethyl-, trans- 140 C10H20 013151-98-9 38

3 1-Decanol, 2-ethyl- 186 C12H260 021078-65-9 35
4 cis-2-Nonene 126 C9H18 006434-77-1 30
5 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 22
Abundance Scan 1179 (9.222 min): BF128845.D\data.ms (-1174) (-)| | m/z 57.10 100.00%
57.1
5000
Rmaas R A
8.80 9.00 9.20 9.40 9.60
0ol m/z 43.10  76.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #87667: Cyclohexane, 1,1,3-trimethyl-2-(3-methylpentyl)-
41.0 69.0
5000 L RN RN R
8.80 9.00 9.20 9.40 9.60
97 o 1250 2100 | M/z 41.10  71.20%
0 ‘h |154.0 182.0,
T \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0
Rmaas R A
8.80 9.00 9.20 9.40 9.60
5000 83.0 m/z 55.10 63.19%
290 125.0
ol el e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61053: 1-Decanol, 2-ethyl- Raans e RARESRRRE
57.0 8.80 9.00 9.20 9.40 9.60
m/z 69.10 47.37%
5000
29.0 83.0
0 L1110 1550 165
w“u“u"H“_“w“u“u"H“_“w“u“‘u‘ Rmaas R A
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061622\
Data File : BF128845.D

Acqg On : 16 Jun 2022 18:01
Operator : CG\JU

Sample : N3364-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Tetradecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.733 5.93 ng 138221  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 53
3 Tridecane, 5-propyl- 226 C16H34 055045-11-9 52
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 52
5 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 49
Abundance Scan 1436 (10.733 min): BF128845.D\data.ms (-1432) (- m/z 57.10 100.00%
57.1
5000
183.2 —r— ——
113. 1 h 230 0 10.50 11.00
0 o0 |1 2300 s 4310 65.80%
miz-> 50 100 150 200 250 300
Abundance #74004: Tetradecane
57.0
5000 —r ——
10.50 11.00
m/z 71.10 64.57%
99.0
Ol\ .\q‘\ “‘\ ‘!‘ \“ T “ \“ \}\4\‘]. ‘(‘)\ T \1\98‘.(\)\ T ‘ L ‘ LI
miz--> 50 100 150 200 250 300
Abundance
57.0
—— —
10.50 11.00
5000 m/z 41.10 32.79%
113.0
0 170.0
e
miz--> 50 100 150 200 250 300
Abundance #107223: Tridecane, 5-propyl- T —
57.0 10.50 11.00
m/z 85.10 29.22%
5000
112.0
NI Y S U
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061622\
Data File : BF128845.D

Acqg On : 16 Jun 2022 18:01
Operator : CG\JU

Sample : N3364-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Phenanthrene, 7-ethenyl-1,2... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.792 4.24 ng 98996  Phenanthrene-d1e 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 7-ethenyl-1,2,3,4,... 272 C20H32 001686-67-5 64
2 (4aS,10aS)-7-Isopropyl-1,1,4a-tr... 272 C20H32 041577-36-0 60
3 Propanoic acid, 3-(diphenylphosp... 272 C16H1702P 076734-29-7 49
4 3-Methyl-1-phenyl-2-azafluorene 257 C19H15N 062578-39-6 43
5 Benz[c]acridine, 7,8-dimethyl- 257 C19H15N 003518-01-2 43
Abundance Scan 1616 (11.792 min): BF128845.D\data.ms (-1613) (- m/z 257.15 100.00%
25f7.1
5000
911 /wAvAwwwﬁ
41 1 T ‘
‘ H ‘ H | 2011 11.50 12.00
0 ‘H‘_H‘_W‘M‘ﬂpﬂNHMMmWHWwM wumumﬂwm}wwmewH m/z 91.10 28.79%

m/z--> 20 40 60 80 100120140160 180200220240 260280

Abundance #164007: Phenanthrene, 7-ethenyl-1,2,3,4,4a,4b,5,6,7,8,
257.0

%

5000 — —
11.50 12.00

m/z 258.25  24.42%

136.0
41.0
I \‘h “FQF % \H‘\ | \\1750 2150 |

m/z--> 20 40 60 80 100120140160180200220 240260280

Abundance
257.0 ﬁWWW
1 p ot g o

11.50 12.00
5000 m/z 93.10  24.31%

o

430 910 149.0 1870 2200

o S WSS S 70 ot
miz—-> 20 40 60 80 100120140160 180200220 240 260 280

Abundance #163604: Propanoic acid, 3-(diphenylphosphino)-, methy ‘ : ‘
257.0 11.50 12.00

m/z 107.05  24.24%

-

550 107.0
152.0
O b L 0 2180

m/z--> 20 40 60 80 100120140160180200 220240260280 11.50 12.00

§

O
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061622\
Data File : BF128845.D

Acqg On : 16 Jun 2022 18:01
Operator : CG\JU

Sample : N3364-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.851 11.92 ng 278018  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Octadecanoic acid 284 C18H3602 000057-11-4 74
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 1626 (11.851 min): BF128845.D\data.ms (-1622) (- m/z 43.10 100.00%
43.1
5000 /LM/J\'/\/\JUNMM
129.0
213.2 - S
1l ‘ 256.1 11.50 12.00
0! iy ““‘w‘u““, o380 05 93.33%
miz-> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [ T
11.50 12.00
1710 213.0 256.0 m/z 73.05 91.07%
O\ L \““ 4 M\“} \“‘\ \‘\‘\" \‘\‘\ T “‘\ T 1T ‘ T T 1
miz-> 50 100 150 200 250 300
Abundance
73.0
= =
11.50 12.00
5000 129.0 m/z 41.10 81.27%
29.0
199.0 2420
0 163.0
e s e o E A
miz--> 50 100 150 200 250 300
Abundance #92068: Tridecanoic acid “ —
73.0 11.50 12.00
m/z 55.10 80.65%
5000
29
129.0
‘ 171.0 214.0
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061622\
Data File : BF128845.D

Acqg On : 16 Jun 2022 18:01
Operator : CG\JU

Sample : N3364-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 17-Norkaur-15-ene, 13-methy... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.004 11.45 ng 267059  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 17-Norkaur-15-ene, 13-methyl-, (... 272 C20H32 003564-54-3 99
2 Hibaene 272 C20H32 002359-73-1 98
3 2,6,9,11-Dodecatetraenal, 2,6,10... 218 C15H220 017909-77-2 50
4 Kaur-15-ene, (5.alpha.,9.alpha.,... 272 C20H32 000511-85-3 38
5 N-Benzylformamide 135 C8HONO 006343-54-0 30

Abundance Scan 1652 (12.004 min): BF128845.D\data.ms (-1649) (- m/z 105.10 100.00%

571 105.1134.1
272.3
5000
Ll RO
o“uquwww‘ m/z 134.05  95.32%

m/z--> 20 40 60 80 100120140160 180200220240 260

Abundance #163970: 17-Norkaur-15-ene, 13-methyl-, (8.beta.,13.bet
134.0

105.0

N

5000 e :
12.00
m/z 57.18  89.93%
O,
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance
134.0
105.0
T I
o 272.0 12.00
5000 69.0 ’ m/z 91.10  88.44%
187.0 229.0
0 T A T
miz--> 20 40 60 80 100 120 140160 180 200 220 240 260

Abundance #96793: 2,6,9,11-Dodecatetraenal, 2,6,10-trimethyl-, (E,E

—
550 930 12.00
134.0 m/z 41.10 85.12%
o W\AM’\/V
b7
o 0 185.0 218.0
| —
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061622\
Data File : BF128845.D

Acqg On : 16 Jun 2022 18:01
Operator : CG\JU

Sample : N3364-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Octadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.127 6.11 ng 83769  Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Hexacosane 366 C26H54 000630-01-3 87
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Docosane 310 C22H46 000629-97-0 87
5 Hexatriacontane 507 C36H74 000630-06-8 87
Abundance Scan 1843 (13.127 min): BF128845.D\data.ms (-1840) (- m/z 57.10 100.00%
57.1
5000 W
‘ 1300 13.50
27.0 . .
220.1
o MU p0tas20 e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141058: Octadecane
57.0
5000 — ——
13.00 13.50
m/z 71.05 65.22%
‘ 7.0 254.0
0‘\\J\‘\‘J\J\\Mf‘\\l\\“l\‘\\‘\"\\H“H\\‘HH‘\H\‘\\H‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
— —
13.00 13.50
5000 m/z 85.10 42 .36%
o 127.0 197.0267.0 367.0 W
[ P e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane — 7
57.0 13.00 13.50
m/z 41.10 26.92%
7 “\/\MM\/W
ol | 1 || £27:0197.0267.0337.0407.0 491.0562.0
e A e e e e e ; ;
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061622\
Data File : BF128845.D

Acqg On : 16 Jun 2022 18:01
Operator : CG\JU

Sample : N3364-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.333 16.93 ng 231967  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 96
2 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 328 C22H3202 015340-82-6 80
3 Pyrrolidine, 1-[5-(1,3-benzodiox... 271 C16H17NO3 025924-78-1 38
4 13-Isopropylpodocarpen-12-0l1-20-al 300 C20H2802 024035-37-8 35
5 (4Br,8As)-(+)-4B,5,6,7,8,8A,9,10... 346 C22H3403 1000426-72-2 27
Abundance Scan 1878 (13.333 min): BF128845. D\data ms (-1875) (- m/z 175.10 100.00%
175.1 711
5000
41.1
5 —
911 183 229.2 13.00 13.50
7700 | | 318.3 365. .
0! “““u T m/z 271.15 96.47%
miz--> 50 100 150 200 250 300 350
Abundance #181948: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro
175.0 271.0
5000 = b
13.00 13.50
m/z 201.10 68.08%
69.0 433, ‘ 150 /
0 ‘2‘9\'(‘”“‘ “ I ‘\ ‘H“H‘\ ‘Huh}\h“ ‘} ‘\“‘ “ ‘\‘ , ““ e
miz--> 50 100 150 200 250 300 350
Abundance
271.0
— =
175.0 13.00 13.50
5000 m/z 189.10 37.09%
43.0
328.0
g3 1280 229.0
(1 RES (e Sutrid dbTE R 0L SR AR e NS S
m/z--> 50 100 150 200 250 300 350
Abundance #162211: Pyrrolidine, 1-[5-(1,3-benzodioxol-5-yl)-1-0x0-2 — —
201.0 271.0 13.00 13.50
m/z 286.25 30.61%
5000
115.0
630 ‘
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Data Path :
Data File :
Acqg On : 16

Jun 2022 18:01

Operator : CG\JU

Sample
Misc
ALS vial : 14

Quant Method
Quant Title

TIC Library

: N3364-01

Sample Multiplier: 1

: C:\Database\NIST20.L

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061622\
BF128845.D

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Tetracosane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
13.798 10.55 ng 144579  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 93
2 Tricosane 324 C23H48 000638-67-5 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 Eicosane 282 (C20H42 000112-95-8 87
5 Octacosane 394 (C28H58 000630-02-4 87

Abundance Scan 1957 (13.798 min): BF128845.D\data.ms (-1954) (- m/z 57.10 100.00%
57.1
—— —
| ™0 1411 2001 2673 13.50 14.00
ol b b d L 38 2001 | 267331113543 743 10 70.50%
miz--> 50 100 150 200 250 300 350
Abundance #246483: Tetracosane
57.0
5000 —r— —
13.50 14.00
0.0 m/z 71.18  60.73%
41.0
0 \“‘\ ‘\‘ “ T hh‘ \‘h‘\ M‘ \“‘ \:t 1‘ “‘\]‘\-8\‘3\.0‘ ?2\5\0\| T :?)\3?‘0\ 1
miz--> 50 100 150 200 250 300 350
Abundance
57.0
—— —
13.50 14.00
5000 m/z 85.10 44 .16%
99.0
324.0
141.0183.0 25,0 267.0
(LR A A e A A A i i SN
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T ——
57.0 13.50 14.00
m/z 55.10 28.01%
9.0
oLl Ll 141018302250267.0309.0 367.0
e e P P
m/z--> 50 100 150 200 250 300 350 13.50 14.00

8270-BF060222.M Fri Jun 17 13:09:22 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061622\
Data File : BF128845.D

Acqg On : 16 Jun 2022 18:01
Operator : CG\JU

Sample : N3364-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 1-Hexacosene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.839 9.97 ng 136579  Chrysene-di2 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 93
2 Henicos-1-ene 294 C21H42 001599-68-4 86
3 Cyclotetracosane 336 (C24H48 000297-03-0 81
4 5-Octadecene, (E)- 252 C18H36 007206-21-5 81
5 Pentacos-1-ene 350 C25H50 016980-85-1 81
Abundance Scan 1964 (13.839 min): BF128845.D\data.ms (-1960) (- m/z 55.10 100.00%
55.1
111
5000
250.1 — ——
H | ‘ 193.1 30723562 4as. 13.50 14.00
oL~ M‘d.“m ‘J“““‘!“W““M‘!‘ ‘V“MU 1‘\‘\\\‘\\“ h‘.\‘\\“m\\lu \Mm\‘M‘um\;.}mw b m/z 83.10 95 .34Y%
miz--> 50 100 150 200 250 300 350 400
Abundance #273800: 1-Hexacosene
57.0
5000 11.0 — —
13.50 14.00
m/z 57.10  95.24%
LI ‘ (1670 2380 2920 3640
\\‘\\\\‘ ‘\\\\‘\\\\\\\\‘ ‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
55.0
— —
13.50 14.00
5000 111.0 m/z 43.18 92.17%
294.0
0 168.0 224.0
B o o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #244233: Cyclotetracosane “ —
83.0 13.50 14.00
m/z 69.10 76.78%
5000 336.0
.0
LT ss0 2o
om_mu‘wh'mW‘u-‘;Mm”u_m_”‘ — e
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061622\
Data File : BF128845.D

Acqg On : 16 Jun 2022 18:01
Operator : CG\JU

Sample : N3364-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Triphenylphosphine oxide Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.057 13.20 ng 180872  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 94
2 2-Phenyl-6-(trifluoromethyl)-1H-... 277 C15H1@F3NO 1000387-59-3 50
3 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 50
4 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 49
5 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 45
Abundance Scan 2001 (14.057 min): BF128845.D\data.ms (-1998) (| m/z 277.10 100.00%
277.1
5000 J
771 201.1 — ‘
L 5 16
Otk k3453 4063 0 978 10 33.03%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #171172: Triphenylphosphine oxide
277.0
5000 —— :
14.00
77.0 199.0 m/Z 201.10 19.94%
152.0
O \2\7\-0\‘}‘\\“\\‘\\\\‘i‘\\\“\M\\\\’\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 50 100 150 200 250 300 350 400
Abundance
277.0
T 7 \
14.00
5000 m/z 199.10 19.90%
180.0
114.0
0 40.0 228.0
e e e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #317051: (Carbethoxymethyl)-triphenylphosphonium bro P |
277.0 14.00
m/z 183.05 18.74%
5000
770 199.0
310 ' 152.0 ‘
80t S 7 S =k
m/z--> 0 50 100 150 200 250 300 350 400 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061622\
Data File : BF128845.D

Acqg On : 16 Jun 2022 18:01
Operator : CG\JU

Sample : N3364-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Heptadecane, 9-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.421  28.64 ng 392319 Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 96
2 Octacosane 394 C28H58 000630-02-4 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2063 (14.421 min): BF128845.D\data.ms (-2060) (- m/z 57.10 100.00%
57.1
200 Ju\\
——
ﬂ_ 169.1 14.50
oL AdLIT], 169122612811 342.3307.3 4732 1/, 4310  63.99%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 T
14.50
m/z 71.1@ 57.32%
113.0 239.0
0 ‘Ml 169.0 "7""294.0352.0
TT ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
——
14.50
5000 m/z 85.10 44 ,89%
o 113.0169.0225.0281.0337.0 394.0
T T e T T e T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #141056: Octadecane —
57.0 14.50
m/z 55.10 24.43%
5000
n 11|301690 254.0
O b A e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061622\
Data File : BF128845.D

Acqg On : 16 Jun 2022 18:01
Operator : CG\JU

Sample : N3364-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Cyclooctacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.469 19.82 ng 271461  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 95
2 Cyclooctacosane 392 C28H56 000297-24-5 94
3 Cyclotetracosane 336 C24H48 000297-03-0 93
4 1-Docosene 308 C22H44 001599-67-3 93
5 2- Chloropropionic acid, hexadec... 332 C19H37Cl02 086711-81-1 93
Abundance Scan 2071 (14.468 min): BF128845.D\data.ms (-2068) (- m/z 57.10 100.00%
57.1
. JL
\ 14150
328.0 :
oLt ‘ “ ‘M‘ \\\\Hﬁ‘mgh‘hﬂ‘m Mlh‘\]] ;MM h\ epeph mn‘ ““F)‘)?Z ‘1‘ i ‘4‘7‘2‘1‘ m/z 55.10 75 .64%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #273800: 1-Hexacosene
57.0
5000 111.0 T ‘ T
14.50
m/z 43.10 71.46%
oLl ‘\\ | |167.0 23802020 364.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
——
14.50
5000 m/z 69.10 66.39%
111.0
0 167.0 222.0 278.0 335.0 392.0
e B s B e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #244232: Cyclotetracosane T
43.0 14.50
m/z 83.10 64.00%
7.0
5000
oLl L] 1530 21002650 3960 —
m/z--> 50 100 150 200 250 300 350 400 450 14.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

. 16

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061622\
BF128845.D

Jun 2022 18:01

¢ CG\JU
: N3364-01

14

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 Supraene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.798 16.38 ng 287663  Perylene-di2 15.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 97
2 Squalene 410 C30H50 000111-02-4 94
3 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 81
4 1-(Phenylthio)-3,7,11-trimethyl-... 314 C21H3@S 028413-57-2 72
5 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 72

Abundance Scan 2127 (14.798 min): BF128845.D\data.ms (-2124) (|  m/z 69.10 100.00%
69.1
2000 WJDL
—— —
\121 1 101.2 14.50 15.00
ob bt ilad s 1912 257.1 3300 396.4  486. .., 811 50.77%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #308259: Supraene
69.0
5000 —r— —
14.50 15.00
m/z 41.10 27.14%
137.0
0 ) M il \‘ | 191.0 273.0 3410 410.0
\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
69.0
—— —
14.50 15.00
5000 m/z 95.10 15.30%
121.0
0 175.0 231.0285.0 341.0 410.0
T T e T T T e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #66996: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- —— ——
69.0 14.50 15.00
m/z 68.10 12.48%
B v¢$ﬁkwwwaﬂwvwwﬂf\mm
123.0
NN - SN i atadsst
m/z--> 50 100 150 200 250 300 350 400 450 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061622\
Data File : BF128845.D

Acqg On : 16 Jun 2022 18:01
Operator : CG\JU

Sample : N3364-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 Octadecane, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.063 100.26 ng 1761290  Perylene-di12 15.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91

Abundance Scan 2172 (15.063 min): BF128845.D\data.ms (-2167) (- m/z 57.10 100.00%
57.1

%

5000
15.00
169.2
— i ” L, 23922953 3654 4392 n/z 71.10  61.95%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #158610: Octadecane, 2-methyl-
43.C
5000 = ‘
15.00
m/z 43.10 61.18%
‘ l 155.0 225.0
O \\\"\l\‘\\J’\l\J\\’\\\\‘\\1\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57.0
T 7 \
15.00
5000 ITI/Z 85.10 46.03%
113.0
o 169.0 225.0 »g1.0 338.0
e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane T ‘
57.0 15.00
m/z 55.10 24.09%
5000

-

\‘ \H’ull 169.0 2250 296.0

L

01t m b ey f e T T —
m/z-> 0 50 100 150 200 250 300 350 400 450 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061622\
Data File : BF128845.D

Acqg On : 16 Jun 2022 18:01
Operator : CG\JU

Sample : N3364-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 Tricosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.863 104.31 ng 1832380  Perylene-di12 15.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Tricosane 324 (C23H48 000638-67-5 95
3 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 94
4 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 94
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2308 (15.863 min): BF128845.D\data.ms (-2303) (- m/z 57.10 100.00%
57.1
= —
‘ \1 169. 2 15.50 16.00
oL dbdii 116922252 3002 379243734895 ., 7119 c0.32%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #246482: Tetracosane
57.0
5000 = —
15.50 16.00
m/z 43.10 58.76%
13.0
0 | H J‘ h 1‘ 1\11 \9\0\2.250281033\80
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
— ——
15.50 16.00
5000 m/z 85.10 45.,28%
324.0
113.0 169.0 2250
o R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275553: Octadecane, 5,14-dibutyl- = =T
43.0 15.50 16.00
m/z 55.10 23.49%
5000
126.0 3090
ol } L], 18302300 3640
A e e e e e P ——
m/z--> 50 100 150 200 250 300 350 400 450 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061622\
Data File : BF128845.D

Acqg On : 16 Jun 2022 18:01
Operator : CG\JU

Sample : N3364-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.945 24.41 ng 428724  Perylene-di12 15.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Tricosane 324 (C23H48 000638-67-5 93
3 Hexatriacontane 507 C36H74 000630-06-8 90
4 Tricosane, 2-methyl- 338 C24H50 001928-30-9 90
5 Docosane, 2,21-dimethyl- 338 C24H50 077536-31-3 90
Abundance Scan 2492 (16.945 min): BF128845.D\data.ms (-2489) (- m/z 57.10 100.00%
57.1
5000 AJL
113 17.00
0 Hw‘}_'\u‘u‘“ Lo J:‘LF?“:‘L‘?‘37?‘]7“““3‘4‘2‘9 40514613 .y 71.10  57.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275538: Hexacosane
57.0
5000 R
17.00
m/z 43.10 52.42%
A MHl 9.02250 295.0 366.0
O \\\\‘\\\\‘\J\‘\\‘l\‘\\‘\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
——
17.00
5000 m/z 85.10 38.09%
324.0
11&016&02250
O e L e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339055: Hexatriacontane —
57.0 17.00
m/z 55.10 23.62%
5000 Wﬂkwhwﬁwij\p/\W“/Mwﬂj
13.0
0 ” J}} 1, 169.0225.0281.0337.0393.0449.0 506.(
“‘w“H"H"H“_“w“u“u“u“w“w“u“‘ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061622\
Data File : BF128845.D

Acqg On : 16 Jun 2022 18:01
Operator : CG\JU

Sample : N3364-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 .gamma.-Sitosterol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.486 188.54 ng 3311960  Perylene-di12 15.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 87
2 Cholestan-3-one, 4,4-dimethyl-, ... 414 C29H500 002097-85-0 43
3 N-Nitrosotomatidine 444 C27H44N203 004847-05-6 43
4 Stigmastane, 3-one, (5.alpha.) 414 C29H500 1000437-00-8 42
5 Stigmastan-7-one 414 C29H500 055331-88-9 38
Abundance Scan 2584 (17.486 min): BF128845.D\data.ms (-2575) (- m/z 43.10 100.00%
43.1
231.2
5000 7.1161.1
344.4 4144
—
I H\ il IMW HI M il ‘ | L } 496.2. ——
oL LA W H Mmmw A m/z 55.10  84.98%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #310597: .gamma.-Sitosterol
43.0
5000 T
414.0 17.50
‘ 2130  303.0 m/z 231.20  69.24%
0 JM MlﬂﬁhﬂMmhd.ﬂh“‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
414.0 T
17.50
5000 109.0 m/z 81.10 60.68%
191.0 259.0
0 328.0
e o o e  E  BARAEmEREE S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #323747: N-Nitrosotomatidine —
55.0 17.50
m/z 95.10 57.62%
5000
273.0 357.0
‘ 161.0 414.0
RN 1 P2 O e .
m/z--> 50 100 150 200 250 300 350 400 450 500 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061622\
Data File : BF128845.D

Acqg On : 16 Jun 2022 18:01
Operator : CG\JU

Sample : N3364-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 19 Lup-20(29)-en-3-one Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

17.992 146.25 ng 2569050  Perylene-d12 15.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 94
2 Lupeol 426 C30H500 000545-47-1 86
3 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 000473-13-2 74
4 Silane, chlorodiethyl(dodec-9-yn... 302 C16H31C10Si 1000363-59-2 56
5 13-nor-Eremophil-1(10)-en-11-one 206 C14H220 054275-21-7 47

Abundance Scan 2670 (17.992 min): BF128845.D\data.ms (-2665) (- m/z 205.20 100.00%
58.1 10y.1 205.2

313.3 425.4 Tl
' 18.00
61,1 368.3
0 LA 480.. m/z 55.10 97.36%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #315403: Lup-20(29)-en-3-one
109.0 205.0
55.0
5000 T T
18.00
m/z 107.10 94.82%
Ot “\“HL““ ‘.‘\ A
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
95.0
189.0 —
43.0 18.00
5000 ITI/Z 95.10 94 .00%
315.0 426.0
. 257.0 Y366.0
R o L o e e I
m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #80522: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-4a,8-¢

189.0 18.00
93.0 m/z 109.10 93.59%
41.0
5000
L \‘ -
m/z--> 0 50 100 150 200 250 300 350 400 450 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061622\
Data File : BF128845.D

Acqg On : 16 Jun 2022 18:01
Operator : CG\JU

Sample : N3364-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 20 Lupeol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

18.268 208.19 ng 3657120  Perylene-di12 15.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lupeol 426 C30H500 000545-47-1 99
2 1H-Cyclopenta[a]pentalen-7-0l, d... 264 C17H2802 057984-03-9 78
3 Epilupeol; 20(29)-Lupen-3alpha-o... 468 C32H5202 1000513-01-7 70
4 5-Bromo-4-oxo-4,5,6,7-tetrahydro... 216 C6H5BrN202 300574-36-1 53
5 Lup-20(29)-en-3-0l, acetate, (3.... 468 C32H5202 001617-68-1 53

Abundance Scan 2717 (18.268 min): BF128845.D\data.ms (-2709) (- m/z 95.10 100.00%

95.1 189.2
43.
5000

——
257.1 315.3 426.4 18.00 18.50

393 14 A% h/z 93.10  94.44%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #316485: Lupeo
109.0 189.0

5000 ‘god ‘8‘6
} 426.0 18. 18.5
L

o

m/z 189.15 92.74%

\ ! b
\\\\"\\L“\‘ ‘\M\“h\\l\“ l‘\”!‘\‘\hh‘h\\JI\\“‘\“l\\\?\\lo\l(\)\‘\‘l\‘\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance

43.0 204.0

S
95.0 1480 18.00 18.50
5000 m/z 107.10 87.87%

0 264.0
R o e e e e R
m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #331420: Epilupeol; 20(29)-Lupen-3alpha-ol, acetate (iso —— ——
189.0

o

18.00 18.50
43.0 1210 m/z 81.10 86.02%
| M |20 3980 450
ok AR T, 3250 P07 A S
m/z--> 0 50 100 150 200 250 300 350 400 450 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061622\
Data File : BF128845.D

Acqg On : 16 Jun 2022 18:01
Operator : CG\JU

Sample : N3364-01

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Dodecane, 2,7,1... 9.086 5.5 ng 135220 3 9.822 491423 20.0
unknown9.222 9.222 4.2 ng 102575 3 9.822 491423 20.0
Tetradecane 10.733 5.9 ng 138221 4 11.310 466538 20.0
Phenanthrene, 7... 11.792 4.2 ng 98996 4 11.310 466538 20.0
n-Hexadecanoic ... 11.851 11.9 ng 278018 4 11.310 466538 20.0
17-Norkaur-15-e... 12.004 11.4 ng 267059 4 11.310 466538 20.0
Octadecane 13.127 6.1 ng 83769 5 13.957 273985 20.0
2-Phenanthrenol... 13.333 16.9 ng 231967 5 13.957 273985 20.0
Tetracosane 13.798 10.6 ng 144579 5 13.957 273985 20.0
1-Hexacosene 13.839 10.0 ng 136579 5 13.957 273985 20.0
Triphenylphosph... 14.057 13.2 ng 180872 5 13.957 273985 20.0
Heptadecane, 9-... 14.421 28.6 ng 392319 5 13.957 273985 20.0
Cyclooctacosane 14.469 19.8 ng 271461 5 13.957 273985 20.0
Supraene 14.798 16.4 ng 287663 6 15.416 351332 20.0
Octadecane, 2-m... 15.063 100.3 ng 1761290 6 15.416 351332 20.0
Tricosane 15.863 104.3 ng 1832380 6 15.416 351332 20.0
Hexacosane 16.945 24.4 ng 428724 6 15.416 351332 20.0
.gamma.-Sitosterol 17.486 188.5 ng 3311960 6 15.416 351332 20.0
Lup-20(29)-en-3... 17.992 146.3 ng 2569050 6 15.416 351332 20.0
Lupeol 18.268 208.2 ng 3657120 6 15.416 351332 20.0
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