LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080322\
Data File : BF129556.D

Acqg On : 03 Aug 2022 23:49
Operator : CG\JU

Sample : N3930-08

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-BF@072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129556.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.104 476 479 487 rVB 27845 35959 1.26% 0.131%
2 5.504 543 547 556 rBV 3200313 2862060 100.00% 10.409%
3 6.516 714 719 730 rBV 2899294 2716147 94.90% 9.878%
4 6.89 775 779 782 rBV 972293 756059 26.42%  2.750%
5 7.434 870 875 878 rBV 2025905 1713770 59.88% 6.233%

6 8.151 993 997 1000 rBV 1086507 887960 31.03% 3.229%
7 9.222 1175 1179 1183 rBV 2987585 2764450 96.59% 10.054%
8 9.904 1292 1295 1299 rVB 905603 812911 28.40% 2.956%
9 10.210 1343 1347 1351 rBV 229646 193514 6.76% ©.704%
10 10.698 1426 1430 1434 rBV 1739579 1503062 52.52% 5.466%
11 11.333 1535 1538 1542 rBV3 37113 45777 1.60% ©.166%
12 11.398 1545 1549 1551 rVV 937665 799982 27.95%  2.909%
13 11.422 1551 1553 1559 rVB 125432 124401 4.35% 0.452%
14 11.775 1610 1613 1617 rVB 53555 43626 1.52% 0.159%
15 11.916 1631 1637 1641 rBVv4 135430 215081 7.51% ©.782%
16 12.010 1650 1653 1655 rBV3 44440 44431 1.55% 0.162%
17 12.033 1655 1657 1662 rVB 48838 41461 1.45% 0.151%
18 12.080 1662 1665 1668 rBV2 29549 36323 1.27% ©0.132%
19 12.445 1724 1727 1730 rBV 67124 69283 2.42% ©0.252%
20 12.486 1730 1734 1736 rVW4 47049 67082 2.34% 0.244%
21 12.533 1739 1742 1746 rVV3 29674 32852 1.15% ©.119%
22 12.610 1752 1755 1759 rBV 195875 180705 6.31% 0.657%
23 12.792 1783 1786 1789 rVB3 36726 35393 1.24% 0.129%
24 12.845 1789 1795 1801 rBV 232514 280944 9.82% 1.022%
25 12.898 1801 1804 1806 rBV 34092 33194 1.16% ©0.121%
26 12.980 1814 1818 1822 rBV 3016533 2649962 92.59% 9.637%
27 13.057 1828 1831 1837 rBv4 38560 67226 2.35% ©0.244%
28 13.145 1843 1846 1848 rBv4 31833 38003 1.33% 0.138%
29 13.198 1852 1855 1857 rBV 43078 38338 1.34% ©0.139%
30 13.274 1866 1868 1871 rVB 66567 49259 1.72% ©.179%
31 13.327 1873 1877 1880 rVV5 29958 43284 1.51% 0.157%
32 13.369 1881 1884 1886 rBV 47748 35847 1.25% ©0.130%
33 13.398 1886 1889 1891 rBvV2 46270 50047 1.75% 0.182%
34 13.510 1904 1908 1911 rBV 2793358 2324053 81.20%  8.452%
35 13.657 1930 1933 1935 rBV2 76488 80116 2.80% ©.291%

36 13.874 1966 1970 1980 rBV3 287112 543612 18.99% 1.977%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080322\
Data File : BF129556.D

Acqg On : 03 Aug 2022 23:49
Operator : CG\JU

Sample : N3930-08

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-BF@072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.045 1994 1999 2001 rBV 898761 935717 32.69%  3.403%
38 14.069 2001 2003 2008 rVB 110259 106527 3.72% 0.387%
39 14.133 2009 2014 2017 rBV3 99221 140312 4.90% 0.510%
40 14.186 2020 2023 2025 rBV2 65087 59895 2.09% 0.218%
41 14.492 2072 2075 2077 rBV3 128052 125790 4.40% 0.457%
42 14.945 2149 2152 2157 rVB 116548 129978 4.54% 0.473%
43 15.092 2174 2177 2180 rBV 73521 102338 3.58% 0.372%
44 15.139 2182 2185 2189 rVB 191798 206730  7.22% 0.752%
45 15.398 2227 2229 2234 rVB 55664 56402 1.97% 0.205%
46 15.463 2235 2240 2245 rVB 1325907 1587415 55.46% 5.773%
47 15.527 2246 2251 2256 rBV 566160 682924 23.86% 2.484%
48 15.727 2281 2285 2292 rVB3 150877 251274 8.78%  0.914%
49 15.963 2320 2325 2330 rVB 288510 441841 15.44% 1.607%
50 16.774 2460 2463 2468 rVB3 87186 138825 4.85% 0.505%

51 17.174 2526 2531 2536 rBv4 162515 314479 10.99% 1.144%

Sum of corrected areas: 27496621
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

: 03 Aug 2022 23:49
: CG\JU
: N3930-08

. 16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080322\
BF129556.D

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080322\
Data File : BF129556.D

Acq On : 03 Aug 2022 23:49
Operator : CG\JU

Sample : N3930-08

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 1,6-Dioxacyclododecane-7,12... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.210 4.76 ng 193514  Acenaphthene-di0 9.904
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,6-Dioxacyclododecane-7,12-dione 200 C10H1604 000777-95-7 80
2 2H-Pyran, 3,4-dihydro- 84 C5H80 000110-87-2 10
3 3-Octyn-1-o0l 126 C8H140 014916-80-4 10
4 2-Hexene, (E)- 84 C6H12 004050-45-7 9
5 2-Oxazolidinone, 3-ethenyl- 113 C5H7NO2 004271-26-5 9
Abundance Scan 1347 (10.210 min): BF129556.D\data.ms (-1343) (-} ' m/z 55.05 100.00%
558.0
5000 84.1
111.0
Py =
10.00 10.50
1409 172.1
0 fil m/z 54.10 67.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75317: 1,6-Dioxacyclododecane-7,12-dione
58.0
5000 g e
270 84.0 10.00 10.50
E 129.0 m/z 84.10 49.62%
0+ “i T U‘H\ “‘\H\ \-:L“ \sup\ T i‘\ T ‘:!-\7}2\?\ \2\\09\9
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1603: 2H-Pyran, 3,4-dihydro-
55.0
oo e
10.00 10.50
5000/  27.0 84.0 m/z 41.08  39.72%
of P e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12952: 3-Octyn-1-ol T e
54.0 10.00 10.50
m/z 100.00  39.59%
84.0
5000
27.0
o = IS A N B
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080322\
Data File : BF129556.D

Acq On : 03 Aug 2022 23:49
Operator : CG\JU

Sample : N3930-08

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.916 5.38 ng 215081  Phenanthrene-di0 11.398
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 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 53
5 Dodecanoic acid 200 C12H2402 000143-07-7 50

Abundance Scan 1637 (11.916 min): BF129556.D\data.ms (-1631) (- m/z 73.00 100.00%
73.0
43.0

5000

-
N
[<e]
o

213.2

157.1185,1 256.3 12.00

0’ m/z 59.95 87.51%

m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
L T ‘ T

5000 129.0 ‘
12.00

m/z 43.05 83.48%

151018502130 256.0 :
O,
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
73.
43.0 0
——
12.00
5000 129.0 m/z 41.05 72.10%
171.0
214.0
0150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid ——
43.0 73.0 12.00
m/z 57.10 67.64%
5000 129.0
199.0
e e o
0%§Rk“JWNWwmewWMMMWHJMJHJHWH‘WHH_‘H_ ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00

8270-BF072522.M Thu Aug 04 16:41:46 2022 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080322\
Data File : BF129556.D

Acq On : 03 Aug 2022 23:49
Operator : CG\JU

Sample : N3930-08

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Hexanedioic acid, bis(2-eth... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.510 49.67 ng 2324050  Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 90
2 Diisooctyl adipate 370 C22H4204 001330-86-5 83
3 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 80
4 Adipic acid, 2-ethylhexyl isobut... 314 C18H3404 1010324-48-0 59
5 Hexanedioic acid, mono(2-ethylhe... 258 C14H2604 004337-65-9 50
Abundance Scan 1908 (13.510 min): BF129556.D\data.ms (-1904) (- m/z 129.00 100.00%
129.0
5000 57.1
I ms
241.2 .
ol u“ Iy “h“‘ ,‘“ ‘h Al 19925702 31323953 m/z 57.10  49.98%
m/z--> 50 100 150 200 250 300 350
Abundance  #279379: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
5000 —=
57.0 13.50
m/z 55.10  33.68%
241.0
0 1\8\? ‘\M ‘\ \‘h‘\ "“ \”“ T \1\9‘9\0\ T \‘ T T \3‘1\3\0\ L
miz--> 50 100 150 200 250 300 350
Abundance #279233: Diisooctyl adipate
129.0
N \
57.0 13.50
5000 ITI/Z 70.10 32.28%
241.0
o150 | LLL ]| 1990 T 3130 3704
e el e A
m/z--> 50 100 150 200 250 300 350
Abundance #279237: Hexanedioic acid, dioctyl ester —r—
129.0 13.50
57.0 m/z 71.10 31.32%
5000
241.0
080 (L)l 1990 [ 3130 370
el el e e e )
m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080322\
Data File : BF129556.D

Acq On : 03 Aug 2022 23:49
Operator : CG\JU

Sample : N3930-08

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 1-Hexacosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.874 11.62 ng 543612  Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 94
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 1-Tetracosene 336 C24H48 010192-32-2 91
5 Cyclotetracosane 336 C24H48 000297-03-0 91
Abundance Scan 1970 (13.874 min): BF129556.D\data.ms (-1966) (- m/z 57.10 100.00%
57.1
7.1
5000
50 1400
39.1 234.1 . .
ol Mu u“u“HM i wAB2l, 1 2801 8822 ., 43.10  90.50%
m/z--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene
510 970
5000 = —
13.50 14.00
m/z 55.05 83.23%
oL LA m‘ n “‘&‘8‘1‘0 2380 2020 364
miz--> 50 100 150 200 250 300 350
Abundance #275003: Dichloroacetic acid, heptadecy! ester
57.0
97.0 = ==
13.50 14.00
5000 m/z 83.05 76.07%
ol ‘u“ \“‘\“i‘\‘\\”\““ 4‘\ L m ‘80‘0 2380 2050
m/z--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosanol — T
55.0 13.50 14.00
97.0 .
m/z 69.10 70.49%
B M
dso LU0 ss000m0z000 Sl
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080322\
Data File : BF129556.D

Acq On : 03 Aug 2022 23:49
Operator : CG\JU

Sample : N3930-08

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Triphenylphosphine oxide Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.133 3.00 ng 140312  Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 50
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 40
4 Cyclotrisiloxane, hexaethyl- 306 C12H3003Si3 002031-79-0 38

5 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 38

Abundance Scan 2014 (14.133 min): BF129556.D\data.ms (-2009) (- m/z 277.10 100.00%
277.1

5000
77.0
201.1 S -
oy ‘ 15‘1'9 | H 250 14.00 14.50
oLl b b L d b 99D m/z 278.18 35.07%
m/z--> 50 100 150 200 250 300 350
Abundance #171172: Triphenylphosphine oxide
277.0
5000
14.00 14.50
77.0 199.0 m/z 77.05  24.06%
152.0
O \2\7\.()\‘}‘ T \“\ T ‘ T 1T ““\ T \“\ U T 1T ’ T T ‘ UL ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
—— —
14.00 14.50
5000 m/z 201.05 19.93%

183.0

128.0 \‘H\ Il ‘\‘ ‘H 228'0
-

270,

e e

m/z--> 50 100 150 200 250 300 350

Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy
277.0

o
~
~
o

— —
14.00 14.50
m/z 199.10  19.83%

5000

7o 183.0
]

131.0
m/z--> 50 100 150 200 250 300 350 14.00 14.50

=
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080322\
Data File : BF129556.D

Acq On : 03 Aug 2022 23:49
Operator : CG\JU

Sample : N3930-08

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Docosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.492 2.69 ng 125790  Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Pentadecane 212 C15H32 000629-62-9 89
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 83
Abundance Scan 2075 (14.492 min): BF129556.D\data.ms (-2072) (- m/z 57.10 100.00%
57.1
9.1 LT
14.50
158.0 262.1 3312 397.
ol A Lhill 11980 2080 2621 2 so g 6asa
m/z--> 50 100 150 200 250 300 350
Abundance #212282: Docosane
57.0
5000 T
14.50
9.0 m/z 43.10 60.65%
‘ ||| 14101830 2300 3100
O LI “ H‘ \h‘\h‘ \“ \H‘\ \ “‘\ ‘\ \‘\“ \‘ T \ \ ‘ L ‘ 1 T ‘ L 1
miz--> 100 150 200 250 300 350
Abundance #123959: Heptadecane
57.0
——
14.50
5000 m/z 85.10 50.02%
9.0
ol i Lo 200
m/z--> 100 150 200 250 300 350
Abundance #158600: Nonadecane —
57.0 14.50
m/z 55.10 25.98%
2000 MM
ol L d “wm\ «1“4‘1‘91“%3‘9‘ N —_—
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080322\
Data File : BF129556.D

Acq On : 03 Aug 2022 23:49
Operator : CG\JU

Sample : N3930-08

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Tetracosanal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.945 3.81 ng 129978  Perylene-di12 15.527
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetracosanal 352 C24H480 057866-08-7 98
2 1,19-Eicosadiene 278 C20H38 014811-95-1 93
3 Octadecanal 268 C18H360 000638-66-4 91
4 Hexacosanal 380 C26H520 026627-85-0 91
5 Hexadecanal 240 C16H320 000629-80-1 91
Abundance Scan 2152 (14.945 min): BF129556.D\data.ms (-2149) (- m/z 57.10 100.00%
57.1
5000 w
——
| ‘\ h} | 16092001 2771 3407 430 15.00
oL ‘H“\ \h ‘u‘\‘h‘ ‘\h g s \ TN P T b el s m/z 43.10 95.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #262002: Tetracosanal
57.0
5000 IR
15.00
100 m/z 82.10 87.24%
334.0
O\‘\ “\‘\‘} m “\*5‘“‘\\\\‘2\2\2\(\)‘\2\7\89‘\\\‘\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #171303: 1,19-Eicosadiene
55.0
——
15.00
5000 m/z 55.10 59.75%
9.0
oL Ll Li i)y . 18002280 2780
e ot
m/z--> 50 100 150 200 250 300 350 400
Abundance #158569: Octadecanal —
43.0 15.00
6.0 m/z 96.05 57.53%
5000
222.0
oL L LIRED T aes0 -
m/z--> 50 100 150 200 250 300 350 400 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080322\
Data File : BF129556.D

Acq On : 03 Aug 2022 23:49
Operator : CG\JU

Sample : N3930-08

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Oxirane, heptadecyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.727 7.36 ng 251274  Perylene-di12 15.527
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 94
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 94
3 Pentacosanal 366 C25H500 058196-28-4 94
4 Tetradecanal 212 C14H280 000124-25-4 91
5 Tetracosanal 352 C24H480 057866-08-7 91

Abundance Scan 2285 (15.727 min): BF129556.D\data.ms (-2281) (- m/z 57.10 100.00%
57.1

5000

09.1 — e
52.0 207.1252.9 3111 390.5
ol dy m/z 43.10 87.21%

m/z--> 50 100 150 200 250 300 350
Abundance #176357: Oxirane, heptadecyl-
82.0

5000 e ——
29.0 15.50 16.00
“ H |

m/z 82.10 76.64%

24.0
I 1 H‘ 11 166.0 222.0264.0
O\\\‘\‘\ \“\”\“\‘\‘\\}\“‘\\‘\\‘\‘\\\‘\\\\‘\\\\
miz--> 100 150 200 250 300 350
Abundance #158580: Oxirane, hexadecyl-
82.0

—
15.50 16.00
5000 m/z 55.10  63.41%

. 24.0
‘ \‘\ I h H 1"\\ m\‘ Hh ]W\G(\S \(\) 211.0 268.0
0““\‘\ ‘\ ““\‘H‘\ I H\‘\‘\‘i“““““““
m/z--> 50 100 150 200 250 300 350
Abundance

#275519: Pentacosanal T T
82.0 15.50 16.00

m/z 83.05 60.55%

29. 24.0 w80 M
I ‘H “\ | 166.0 250.0292.0 |

m/z--> 50 100 150 200 250 300 350 15.50 16.00

5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080322\
Data File : BF129556.D

Acq On : 03 Aug 2022 23:49

Operator : CG\JU

Sample : N3930-08

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Tridecane, 1-iodo- Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
15.963 12.94 ng 441841  Perylene-d12 15.527
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 91
2 Octadecane 254 (C18H38 000593-45-3 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 87

Abundance Scan 2325 (15.963 min): BF129556.D\data.ms (-2320) (- m/z 57.10 100.00%
57.1
——
‘ 169.2 16.00
ol y! “h“‘\ | “w P7f214.0 206131023541 4031 ;71 19 69.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 R
16.00
m/z 43.10 56.09%
183.0
13.0
O\‘“\H\’”\‘\“\\\\‘\\\\‘\\\\‘\\\\3‘]_\0\()\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #141057: Octadecane
57.0
——
16.00
5000 m/z 85.05 53.32%
[ ] 11130 1600 2540
(oL ML B 0 S D i
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane T
57.0 16.00
m/z 55.10 23.24%
5000
0 i H\ \‘h h‘ “‘ | \6\99 2.250 281.0 337.0 42\20
A G B e T =
m/z--> 50 100 150 200 250 300 350 400 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080322\
Data File : BF129556.D

Acq On : 03 Aug 2022 23:49
Operator : CG\JU

Sample : N3930-08

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Octadecanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.774 4.07 ng 138825 Perylene-d12 15.527
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 70
2 Heptadecanal 254 C17H340 1000376-70-0 46
3 9-Undecene-4,6-dione, 3,5,7,10-t... 238 C15H2602 013851-08-6 43
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 38
5 2-Thiopheneacetic acid, 4-tetrad... 338 C20H3402S 1010280-67-0 35
Abundance Scan 2463 (16.774 min): BF129556.D\data.ms (-2460) (-} m/z 57.10 100.00%
57.1
5000
281.1 1650 17.00
‘ - 3351 4002 16.50 17.00
oLl bk m/z 43.16  83.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158567: Octadecanal
43.0
06.0
5000 —r ——
16.50 17.00
m/z 83.10 67.72%
‘ H 50 250.0
0 \hr‘ “\H“ \‘“{ \““Hh‘\]h “‘“\.h\ :I}-‘g\“s‘.‘\owu‘\ f l‘ L I B
m/z--> 50 100 150 200 250 300 350 400
Abundance #141014: Heptadecanal
43.0
—— —
16.50 17.00
5000 6.0 m/z 82.10  64.46%
0 1120 M80gsa0
m/z--> 50 100 150 200 250 300 350 400
Abundance #121081: 9-Undecene-4,6-dione, 3,5,7,10-tetramethyl- P ——
57.0 16.50 17.00
m/z 97.10 53.32%
5000 125.0
‘ ‘ 181.0 2380
ol bbb S &80 S
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080322\
Data File : BF129556.D

Acq On : 03 Aug 2022 23:49
Operator : CG\JU

Sample : N3930-08

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 .alpha.-Cadinol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.174 9.21 ng 314479  Perylene-di12 15.527
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 .alpha.-Cadinol 222 C15H260 000481-34-5 91
2 Naphthalene, 1,2,3,5,6,7,8,8a-0c... 204 C15H24 004630-07-3 51
3 1H-Benzocycloheptene, 2,4a,5,6,7... 204 C15H24 001461-03-6 51
4 D-Friedoolean-14-en-3-0l 426 C30H500 081654-73-1 50
5 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 000473-13-2 42

Abundance Scan 2531 (17.174 min): BF129556.D\data.ms (-2526) (- m/z 204.20 100.00%

95.1 204.2
41.1
5000 5.1 269.1

e
| ‘ 17.00 17.50
" m/z 95.10  90.99%

m/z--> 50 100 150 200 250 300 350 400
Abundance #101948: .alpha.-Cadino
43.0 95.0

o

5000 — —
204.0 17.00 17.50
m/z 121.10  89.35%
L itst
O T \H\ “"‘h\‘”\‘ ‘!‘ “‘MH"\““\ "i” \‘h\ % ‘\ "\ \‘\ T ‘ L ‘ TT T ’ TT T ‘ L ‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #80513: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-di
204.0
41'0 T ‘ T T ‘ T
17.00 17.50
5000 3.0 m/z 123.05 82.74%
LT
m/z--> 50 100 150 200 250 300 350 400

Abundance #80374: 1H-Benzocycloheptene, 2,4a,5,6,7,8-hexahydro-

T
119.0 17.00 17.50

m/z 69.10  79.59%

204.0
5000
41.0

| nlll\ |l

“HMWﬂW‘ e e T e —— —
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50

L
|

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080322\
Data File : BF129556.D

Acqg On : 03 Aug 2022 23:49
Operator : CG\JU

Sample : N3930-08

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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|
1,6-Dioxacyclod... 10.210 4.8 ng 193514 3 9.904 812911 20.0
n-Hexadecanoic ... 11.916 5.4 ng 215081 4 11.398 799982 20.0
Hexanedioic aci... 13.510 49.7 ng 2324050 5 14.045 935717 20.0
1-Hexacosene 13.874 11.6 ng 543612 5 14.045 935717 20.0
Triphenylphosph... 14.133 3.0 ng 140312 5 14.045 935717 20.0
Docosane 14.492 2.7 ng 125790 5 14.045 935717 20.0
Tetracosanal 14.945 3.8 ng 129978 6 15.527 682924 20.0
Oxirane, heptad... 15.727 7.4 ng 251274 6 15.527 682924 20.0
Tridecane, 1-iodo- 15.963 12.9 ng 441841 6 15.527 682924 20.0
Octadecanal 16.774 4.1 ng 138825 6 15.527 682924 20.0
.alpha.-Cadinol 17.174 9.2 ng 314479 6 15.527 682924 20.0
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