LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070622\
Data File : BF129151.D

Acqg On : 06 Jul 2022 19:32
Operator : CG\JU

Sample : N3579-01

Misc :

ALS Vvial : 16 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-BF062922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129151.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.581 555 560 563 rBV 5749738 5244415 91.35% 10.145%
2 6.575 724 729 732 rBV 5110378 4917295 85.66% 9.512%
3 6.957 790 794 797 rBV 1947452 1511738 26.33% 2.924%
4 7.516 884 889 892 rBV 3688692 3235633 56.36% 6.259%
5 8.239 1008 1012 1015 rBV 2303252 1782783 31.06% 3.449%

.316 1190 1195 1198 rBV 5917090 5413496 94.30% 10.
.569 1235 1238 1244 rBV2 72930 70067 1.22%
.998 1307 1311 1314 rBV 2079533 1646761 28.69%
10.786 1441 1445 1449 rBV 3437316 2951630 51.42%
10 11.492 1561 1565 1570 rBV 1889010 1779869 31.00%

v O
wuUuiwoo
=
©
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R

11 11.869 1626 1629 1633 rVB 262025 202693 3.53%
12 12.004 1648 1652 1656 rBV 842777 726739 12.66%
13 12.186 1679 1683 1687 rBV2 195104 195252 3.40%
14 12.580 1745 1750 1755 rVB4 80657 114654  2.00%
15 12.698 1767 1770 1783 rBV2 656656 961986 16.76%

P OORO®
w
~
00
B

16 12.792 1783 1786 1791 rVV 234817 227878  3.97%
17 12.939 1807 1811 1814 rBV 229219 230477 4.01%  0.446%
18 13.080 1831 1835 1838 rBV 6897986 5740712 100.00% 11.105%
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B
=
B

19 13.298 1869 1872 1874 rBV 82447 79852 1.39% 0.154%
20 13.516 1906 1909 1912 rBV 293010 293413 5.11% ©0.568%

21 13.969 1983 1986 1988 rBV 235588 182839 3.18%
22 14.016 1989 1994 2000 rVV2 242283 543855 9.47%
23 14.139 2011 2015 2018 rBV 1985871 1893581 32.99%
24 14.233 2028 2031 2035 rVB 484671 468991 8.17%
25 14.592 2089 2092 2096 rBV 671589 565299  9.85%

POWRO®
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w
B

26 14.998 2158 2161 2165 rVB 396064 406045 7.07%
27 15.274 2203 2208 2215 rVB 2303828 2732485 47.60%
28 15.668 2271 2275 2283 rVB2 1156049 1561879 27.21%
29 16.139 2350 2355 2361 rVB 1611604 2478144 43.17%
30 17.909 2649 2656 2675 rBV2 1215940 3532686 61.54%
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Sum of corrected areas: 51693147

8270-BF062922.M Thu Jul 07 16:49:04 2022 Pag 1



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070622\
Data File : BF129151.D

Acqg On : 06 Jul 2022 19:32
Operator : CG\JU

Sample : N3579-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF129151.D\data.ms
7000000

6000000 5.581

6.575
5000000
4000000 7516

3000000

2000000 6.957

1000000

O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\L\‘\\\\‘\
Time--> 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 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance TIC: BF129151.D\data.ms
7000000 13.080

6000000 9.316
5000000

4000000
10.786
3000000
8.239

9.998
2000000

1000000
9.569
0 P — —

‘ T T T — ——
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: BF129151.D\data.ms
7000000

11.869| 12.186

6000000

5000000

4000000

15.274

3000000

2000000

1000000 134089

3.516

O ‘ T T T T ‘ T T ‘ T T T T ‘ T T ‘ T T T T ‘ T T ‘ T T ‘ T
Time-->  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070622\
Data File : BF129151.D

Acqg On : 06 Jul 2022 19:32
Operator : CG\JU

Sample : N3579-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 1 Hexadecanoic acid, methyl e... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.869 2.28 ng 202693  Phenanthrene-di10 11.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 95
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 86
4 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 86
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1629 (11.869 min): BF129151.D\data.ms (-1626) (| m/z 74.00 100.00%
74.0
5000
43.1
143.0 2972 f d ‘jtd
Ll T oon 712 o ms 2
O L m/z 87.80  73.50%
miz-> 50 100 150 200 250
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 o A
43.0 11.50 12.00
143.0 m/z 43.10 31.25%
‘ “ “ 111.0 ‘ 185.0 227.0 270.0
O\\\H“\W“\“H\“\‘\‘\\“\ \‘\‘\“\\‘\‘\‘\}\\‘
miz-> 50 100 150 200 250
Abundance
74.0
— —
11.50 12.00
5000/ 43.0 m/z 55.05 27.59%
0 111.0 1430 185.0 227.0 270.0
— 7
miz--> 50 100 150 200 250
Abundance #109337: Tridecanoic acid, methyl ester T ——
74.0 11.50 12.00
m/z 41.10  25.42%
143.0
e 1950 2280
O L s ———
m/z--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070622\
Data File : BF129151.D

Acqg On : 06 Jul 2022 19:32

Operator : CG\JU

Sample : N3579-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 n-Hexadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.004 8.17 ng 726739  Phenanthrene-di10 11.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1652 (12.004 min): BF129151.D\data.ms (-1648) (- m/z 73.00 100.00%
3.0
5000 129.0 k
213.2 e !
39/0 | ‘171-1 ‘ , 12.00
0 Lo L] “w“ A1 2950  n/z 6e.00  88.30%
miz--> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 = :
129.0 12.00
3.0 213.0 m/z 43.10  84.24%
171.0 ‘
0 “1‘““\‘”} \““\ \‘ \‘\”“ \‘\‘\ T “\ L
miz--> 50 100 150 200 250 300
Abundance
73.0
T \
12.00
5000 129.0 m/z 57.10 71.27%
29.0 185.0 549 284.0
oLt M L bl L L
m/iz--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid T
73.0 12.00
m/z 55.05 69.20%
5000 129.0
29.
199.0 2420
oL A sl |, [ AS
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070622\
Data File : BF129151.D

Acqg On : 06 Jul 2022 19:32
Operator : CG\JU

Sample : N3579-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 Hibaene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.186 2.19 ng 195252  Phenanthrene-di10 11.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hibaene 272 C20H32 002359-73-1 99
2 17-Norkaur-15-ene, 13-methyl-, (... 272 C20H32 003564-54-3 99
3 (4aS,4bs,10asS)-1,1,4a-Trimethyl-... 272 C20H32 057119-12-7 22
4 2-Methoxybenzamide 151 C8H9NO2 002439-77-2 22
5 2H-1-Benzopyran, 3,4-dihydro- 134 CS9H1e0 000493-08-3 20

Abundance Scan 1683 (12.186 min): BF129151.D\data.ms (-1679) (- m/z 134.00 100.00%

134.0
93.0
41.1
5000 272.1

187.1 5592 12.00 12.50
310. ;
ol m/z 135.00  89.49%
miz--> 50 100 150 200 250 300
Abundance #163941: Hibaene
134.0
410 910
272.0
5000 A —_
12.00 12.50

m/z 105.05 84.94%

187.0 229.0
0 L“‘ oy ‘”\‘ |‘ T ‘\ T T . \‘\ L
miz--> 50 100 150 200 250 300
Abundance
134.0

- e
93.0 12.00 12.50

s000, 220 272.0 m/z 93.00  76.95%
187.0 5990 M\JANW
Oty
miz--> 50 100 150 200 250 300
Abundance #164001: (4aS,4bS,10aS)-1,1,4a-Trimethyl-7-(propan-2-y P P
135.0 12.00 12.50

m/z 106.00  72.31%

5000
272.0
410 910 ‘
bl 1750 2200

(N SRS TR Wt B AL ‘ A

: T
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070622\
Data File : BF129151.D

Acqg On : 06 Jul 2022 19:32
Operator : CG\JU

Sample : N3579-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 Linoelaidic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.698 10.81 ng 961986  Phenanthrene-d10 11.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Linoelaidic acid 280 C18H3202 000506-21-8 99
2 9,12-Octadecadienoic acid (Z,Zz)- 280 C18H3202 000060-33-3 99
3 10E,12Z-0Octadecadienoic acid 280 C18H3202 002420-56-6 98
4 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 95
5 11,14-Eicosadienoic acid, methyl... 322 C21H3802 002463-02-7 92

Abundance Scan 1770 (12.698 min): BF129151.D\data.ms (-1767) (- m/z 67.05 100.00%

67.0
5000
091 202.1 | |

I
‘ 149.0 2801 12.50 13.00
0 ‘MLWNWW‘M‘ 24425700 3460 nyz 81.05  79.24%

m/z--> 50 100 150 200 250 300
Abundance #173566: Linoelaidic acid

5000 T ‘ T T ‘ T
12.50 13.00
09.0 m/z 55.10  69.72%
h 280.0
0! H Hh Hh ‘}‘\‘\:\ngs‘c\)\\\‘\\\‘\‘\\\\
mi/z--> 100 150 200 250 300
Abundance
67.0
—— —
12.50 13.00
5000 m/Z 41.10 58.38%
109.0
1500 196.0 280.0
o
m/z--> 50 100 150 200 250 300
Abundance #173577: 10E,12Z-Octadecadienoic acid —— —
67.0 12.50 13.00

m/z 95.05 57.48%

5000
09.0
29. ‘ 0.0 280.0
H‘ u“ L \\ 195.0 237.0

0! R L B —— ——
miz--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070622\
Data File : BF129151.D

Acqg On : 06 Jul 2022 19:32
Operator : CG\JU

Sample : N3579-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.792 2.56 ng 227878  Phenanthrene-di10 11.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72

Abundance Scan 1786 (12 792 min): BF129151.D\data.ms (-1783) (- m/z 73.00 100.00%

:

5000 129.0
1851 2412
‘ ‘ 284.3 12.50 13.00
ol ‘3‘5 b Ll 18250 s 1 og. 20
miz--> 100 150 200 250 300 350
Abundance #179089 Octadecanoic acid

%

5000 129.0 T R
12.50 13.00
m/z 60.00  83.33%
29. ‘ 185 0 o410 2840
O ‘ ]-“(“:‘)(ﬂ”h m ‘ \ \‘ T \ “ T \‘\ \L ‘ T \“\ ‘ L ‘ T

miz--> 15 200 250 300 350
Abundance
73.0
T —
12.50 13.00
5000 129.0 ITI/Z 57.10 82.51%
29.0
199.0 242.0
ol ol 4L
m/z--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid — —
73.0 12.50 13.00
m/z 55.05 73.46%
5000
129.0
29. 185.0 228.0
0\\“\ HM‘ h” M‘\m ‘ . ‘ . . ‘ .
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070622\
Data File : BF129151.D

Acqg On : 06 Jul 2022 19:32
Operator : CG\JU

Sample : N3579-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.516 3.10 ng 293413  Chrysene-di12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 99
2 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 328 C22H3202 015340-82-6 81
3 Pyrrolidine, 1-[5-(1,3-benzodiox... 271 C16H17NO3 025924-78-1 42
4 Pisiferol 302 C20H3002 024035-36-7 35
5 13-Isopropylpodocarpen-12-0l1-20-al 300 C20H2802 024035-37-8 30
Abundance Scan 1909 (13.516 min): BF129151.D\data.ms (-1906) (- m/z 271.15 100.00%
175.1 271.1
99.0
50001 43.1
1350 |
223, : :
o i M“!““M b, 1132023642 422 g0 65 93.15%
miz--> 50 100 150 200 250 300 350 400
Abundance #181948: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro
175.0 271.0
5000 —— ‘
13.50
690 m/z 99.00 66.00%
0150 H ‘\“‘MM ‘H‘H‘\“U‘ Al ‘H\‘}\M“‘“ ‘\2“2‘7‘0 L R R
m/z--> 50 100 150 200 250 300 350 400
Abundance
271.0
U \
175.0 13.50
5000 m/z 201.10 61.82%
43.0
128.0 328.0
0 227.0
i e e o e A m s S
m/z--> 50 100 150 200 250 300 350 400
Abundance #162211: Pyrrolidine, 1-[5-(1,3-benzodioxol-5-yl)-1-ox0-2 —T
201.0 271.0 13.50
m/z 69.10 44.63%
5000
115.0
63.0 ‘ |
ol b b A -
m/z--> 50 100 150 200 250 300 350 400 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070622\
Data File : BF129151.D

Acqg On : 06 Jul 2022 19:32
Operator : CG\JU

Sample : N3579-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 1-Tricosene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.016 5.74 ng 543855 Chrysene-d12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tricosene 322 C23H46 018835-32-0 94
2 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
3 Pentacos-1-ene 350 C25H50 016980-85-1 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Cyclotetracosane 336 C24H48 000297-03-0 93
Abundance Scan 1994 (14.016 min): BF129151.D\data.ms (-1989) (- m/z 83.10 100.00%
83.1
5000
250.1 L ‘
39 ‘ 1{39.1 ‘ 14.00
ob— A4 m‘\ LI 2933 14, 3041 8601 4220 ) s5.16 99.05%
miz--> 50 100 150 200 250 300 350 400
Abundance #227234: 1-Tricosene
43.
97.0
5000 —— :
14.00
m/z 57.10 93.83%
O ’ \“h \‘\“%?ﬁ.?\ T ‘ L ‘ L ‘3\2\2\.0\‘ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
T \
14.00
5000 111.0 m/z 69.10 88.64%
0 182.0  255.0 3p6.0
I e A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #259982: Pentacos-1-ene T
55.0 14.00
m/z 43.10 84.34%
5000 11.0
350.0
ol L] u\w‘« 610 2e40 A .
m/z--> 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\BF070622\
Data File : BF129151.D

Acqg On : 06 Jul 2022 19:32
Operator : CG\JU

Sample : N3579-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 Triphenylphosphine oxide Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.233 4.95 ng 468991 Chrysene-d12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 93
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 50
4 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 50
5 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 25

Abundance Scan 2031 (14.233 min): BF129151.D\data.ms (-2028) (- m/z 277.10 100.00%

2771
5000
77.0

0 — —
152,07 ‘ H 14.00 14.50
1

Lo bt | 34593982448 08 10 35 054

0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 P =
152.0 14.00 14.50

m/z 77.00  23.10%

\‘\‘\‘\“‘\‘\”‘\ Q%”\I”’
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
277.0

14.00 14.50
5000 m/z 199.00  20.37%

7o 183.0
oL27:0 128.0 230.0
L I B e N B I B m
m/z--> 50 100 150 200 250 300 350 400 450
Abundance i

#204686: Formaldehyde, (triphenylphosphoranylidene)h T —7
277.0 14.00 14.50

m/z 183.00  19.10%

5000
.o 183.0
‘ ‘\ \\\\13\1'0\ h H\\ L ; ! .

L L L R =
miz--> 50 100 150 200 250 300 350 400 450 14.00 14.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070622\
Data File : BF129151.D

Acqg On : 06 Jul 2022 19:32
Operator : CG\JU

Sample : N3579-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 9 2-Methylpentacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.592 5.97 ng 565299  Chrysene-d12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylpentacosane 366 C26H54 000629-87-8 95
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 94
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 94
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2092 (14.592 min): BF129151.D\data.ms (-2089) (- m/z 57.10 100.00%
57.1
5000 iﬂ\A
1450 |
262 1 :
ob m“‘ | ﬂ L2091 603232 41424700 .00 71 10 69.60%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #275546: 2-Methylpentacosane
57.0
5000 — ‘
14.50
13.0 323.0 m/z 43.10 60.05%
L1 020
O\‘\\“\‘\‘\‘\‘\J\\“l\‘\\‘\l‘\‘\‘\‘\“\\\\‘\\H\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
T \
14.50
5000 m/z 85.10 51.30%
113.0 239.0
0 169.0 294.0 352.0
B o o AL
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275544: Docosane, 11-butyl- 1
57.0 14.50
m/z 55.05 22.32%
CMB0 2100 3090 466
ol _m_‘H‘uH"w‘_m‘mwm‘_m_” e
m/z--> 50 100 150 200 250 300 350 400 450 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070622\
Data File : BF129151.D

Acqg On : 06 Jul 2022 19:32
Operator : CG\JU

Sample : N3579-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 Supraene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.908 5.0 ng ao60as Perylene-d12 15. 668

Hit# of 5 Tentative ID MW MolForm CASH# Qual

upraene 410 C30H50 007683-64-9 98
qualene 410 C30H50 000111-02-4 93
»9,13,17-Tetramethyl 4,8,12,16-... 332 C22H3602 1000432-37-9 72
»7,11-Trimethyl-2,6,10-dodecatr... 217 C15H23N 029789-67-1 72
,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64

uih wNnPE
Nwunn

Abundance Scan 2161 (14.998 min): BF129151.D\data.ms (-2158) (- m/z 69.10 100.00%
69.1
5000 J/M
——
‘ | 7.1 1011 15.00
ot kil U ‘“ |y, 2660 34L1 4303486 ./, 81.10  51.09%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #308259: Supraene
69.0
5000 T
15.00
m/z 41.10 22.70%
137.0
bt 1910 2730 341.0 4100
\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
69.0
——
15.00
5000 ITI/Z 95.10 13.45%
121.0 ij\«/\/‘ﬂw
0 175.0 231.0 285.0 341.0 410.0
T e T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #239650: 5,9,13,17-Tetramethyl 4,8,12,16-octadecatetra T
69.0 15.00
m/z 137.05 11.69%
5000
135.0
Ll 20702630 3320
0 Hww‘w‘w‘uHu\mwmH‘uu‘_m,‘m_m_m —
m/z--> 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\BF070622\
Data File : BF129151.D

Acqg On : 06 Jul 2022 19:32
Operator : CG\JU

Sample : N3579-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 Octacosane, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.274 34.99 ng 2732490  Perylene-d12 15.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane, 1l-iodo- 464 C24H491 1000406-32-0 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91

Abundance Scan 2208 (15.274 min): BF129151.D\data.ms (-2203) (- m/z 57.10 100.00%
1.1

57.
5000

13.1
‘ | m | | 1692 2252  309.2358.2408.3 464..

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #307033: Octacosane, 2-methyl-
57.0

5000 T
15.00 15.50
m/z 43.10 55.97%

13.0
olts |77 1690 2250 2810 3650
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0

7
15.00 15.50

o

5000 m/z 85.10 52.15%
113.0
0 169.0 2250 296.0
T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #330025: Tetracosane, 1-iodo- s T
57.0 15.00 15.50

m/z 55.10  21.27%

- WJL
e

L 90 225.0 281.0 337
A LT 2250 2810 T S
m/z--> 50 100 150 200 250 300 350 400 450 15.00 15.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF070622\

Data File : BF129151.D

Acqg On : 06 Jul 2022 19:32
Operator : CG\JU

Sample : N3579-01

Misc

ALS vial : 16

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 12 Octadecane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
16.139 31.73 ng 2478140  Perylene-d12 15.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Heneicosane, 1l-pentyl- 366 C26H54 014739-72-1 94
3 Octacosane 394 C28H58 000630-02-4 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91

Abundance Scan 2355 (16.139 min): BF129151.D\data.ms (-2350) (- m/z 57.10 100.00%

57.1
5000

HJ” 1691 2262 16.00 1650
Obr A b L7077 22522811 366.2 43634892 /7 7110 68.93%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #141057: Octadecane
57.0

5000 — —
16.00 16.50

m/z 43.10 55.09%

L M0500 asa

\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance

43.0

16.00 16.50

o

5000 m/z 85.10 51.28%
224.0
990 1550 2950
0 364.0

R R e RN S e e R RRRRN

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane T T
57.0 16.00 16.50

m/z 55.10  22.15%

o WJ\/M\

| 1130 160.0 2250 281.0 337.0 394.0

0 JH‘“H““Mu\‘W““M“‘M““H““H“‘H“‘ 7 7
m/z--> 50 100 150 200 250 300 350 400 450 500 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070622\
Data File : BF129151.D

Acqg On : 06 Jul 2022 19:32
Operator : CG\JU

Sample : N3579-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 Stigmastane, 3-one, (5.alpha.) Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
17.910 45.24 ng 3532690 Perylene-di12 15.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Stigmastane, 3-one, (5.alpha.) 414 C29H500 1000437-00-8 64
2 Cholestan-3-one, 4,4-dimethyl-, ... 414 C29H500 002097-85-0 55
3 .gamma.-Sitosterol 414 C29H500 000083-47-6 41
4 Pyrimido[5,4-b]pyrido[3,2-d]thie... 231 C11HON30S 201681-22-3 25
5 3-(3,5-Dimethylpyrazol-1-yl)-4-(... 246 C10H1ON602 1000436-49-9 22

Abundance Scan 2656 (17.909 min): BF129151.D\data.ms (-2649) (- m/z 43.10 100.00%
431 231.2
161.1
5000
344.3 414.4
——
I |M M W | J\‘\ Wliizesa |, || a77a o
ol L _ AL LS L SPRS T m/z 231.20  85.30%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #310605: Stigmastane, 3-one, (5.alpha.)
231.0
5000 414.0 —
18.00
550 123.0 m/z 55.10 84.21%
317.0
O T \ \\“h\ I‘\ ‘\Lh\m“” d” \m\lu‘ l\\F\m\ ‘\ 'l \l‘ T \‘\ T “ \“\ T ‘ LA ‘ \\\ TT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
414.0 T
95.0 18.00
5000 m/z 161.10 62.51%
191.0 259.0
0 328.0
e e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #310598: .gamma.-Sitosterol —
43.0 18.00
m/z 81.10 62.48%
5000
107.0
414.0
LT aso s
oLk | “‘H‘“‘”‘ “““U“\‘u” fl "HJHMMM‘“ L —
m/z--> 50 100 150 200 250 300 350 400 450 500 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070622\
Data File : BF129151.D

Acqg On : 06 Jul 2022 19:32
Operator : CG\JU

Sample : N3579-01

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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|
Hexadecanoic ac... 11.869 2.3 ng 202693 4 11.492 1779870 20.0
n-Hexadecanoic ... 12.004 8.2 ng 726739 4 11.492 1779870 20.0
Hibaene 12.186 2.2 ng 195252 4 11.492 1779870 20.0
Linoelaidic acid 12.698 10.8 ng 961986 4 11.492 1779870 20.0
Octadecanoic acid 12.792 2.6 ng 227878 4 11.492 1779870 20.0
2-Phenanthrenol... 13.516 3.1 ng 293413 5 14.139 1893580 20.0
1-Tricosene 14.016 5.7 ng 543855 5 14.139 1893580 20.0
Triphenylphosph... 14.233 5.0 ng 468991 5 14.139 1893580 20.0
2-Methylpentaco... 14.592 6.0 ng 565299 5 14.139 1893580 20.0
Supraene 14.998 5.2 ng 406045 6 15.668 1561880 20.0
Octacosane, 2-m... 15.274 35.0 ng 2732499 6 15.668 1561880 20.0
Octadecane 16.139 31.7 ng 2478140 6 15.668 1561880 20.0
Stigmastane, 3-... 17.910 45.2 ng 3532690 6 15.668 1561880 20.0
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