LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052822\
Data File : BF128554.D

Acqg On : 28 May 2022 18:07

Operator : CG\JU

Sample : N2933-13 :
Misc : P023-SS003-0006-01

ALS Vvial : 17 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-BF052622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128554.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.346 178 180 197 rBV 26347 64717 1.21% 0.180%
2 5.081 471 475 481 rVB 64261 86716 1.62% 0.241%
3 5.457 534 539 542 rBV 3984571 4495808 84.05% 12.505%
4 6.463 704 710 713 rBV 3851958 4656587 87.06% 12.953%
5 6.575 726 729 734 rVB 91105 67215 1.26% 0.187%
6 6.834 770 773 777 rBV 1167175 1020528 19.08% 2.839%
7 7.398 864 869 872 rBV 2960653 3185634 59.56% 8.861%
8 8.116 987 991 995 rBV 1438112 1339437 25.04% 3.726%
9 9.198 1169 1175 1178 rBV 5523920 5348883 100.00% 14.878%
10 9.875 1284 1290 1293 rBV 1861011 1520338 28.42% 4.229%
11 10.663 1419 1424 1428 rBV 3467843 3470815 64.89% 9.654%
12 11.363 1539 1543 1546 rVB 1814523 1491680 27.89% 4.149%
13 11.757 1607 1610 1614 rVB 109633 92022 1.72% 0.256%
14 11.892 1629 1633 1643 rBV 443979 425040  7.95% 1.182%
15 12.469 1724 1731 1734 rBV 374726 361279 6.75% 1.005%
16 12.557 1743 1746 1748 rBV 76448 68764 1.29% 0.191%
17 12.616 1751 1756 1759 rVWV 92161 100190 1.87% 0.279%
18 12.674 1763 1766 1779 rBV2 163524 196887 3.68% 0.548%
19 12.951 1808 1813 1817 rBV 4416779 4601713 86.03% 12.800%
20 13.321 1873 1876 1880 rBV 65433 57640 1.08% 0.160%
21 13.527 1907 1911 1917 rBV2 55235 79122 .48% 220%

1
22 13.857 1965 1967 1970 rBV 48456 54743 1
23 13.910 1970 1976 1986 rVB3 83266 221742  4.15%
24 13.998 1987 1991 1995 rBV 1098175 1058767 19.
9

PNOOO®
(9]
=
N
S

25 14.098 2002 2008 2016 rBV 480920 522093 .76% 452%
26 14.868 2135 2139 2142 rVB 54808 57107 1.07% 0.159%
27 15.133 2180 2184 2188 rBV 55524 61172 1.14% ©.170%
28 15.468 2235 2241 2245 rBV 726629 908144 16.98%  2.526%
29 15.515 2245 2249 2254 rVB2 38677 58607 1.10% 0.163%
30 15.951 2319 2323 2328 rVB2 50679 72002 1.35% ©.200%
31 16.462 2405 2410 2419 rVB2 35544 75763 1.42% 0.211%

32 17.286 2544 2550 2558 rVB5 62621 129552 2.42% 0.360%

Sum of corrected areas: 35950707
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\

BF128554.D

: 28 May 2022 18:07
¢ CG\JU
: N2933-13

Sample Multiplier: 1

P023-SS003-0006-01

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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\BF052822\
Data File : BF128554.D

Acqg On : 28 May 2022 18:07

Operator : CG\JU

Sample : N2933-13 :
Misc P023-SS003-0006-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.892 5.70 ng 425040  Phenanthrene-d10 11.363
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 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Undecanoic acid 186 C11H2202 000112-37-8 52
Abundance Scan 1633 (11.892 min): BF128554.D\data.ms (-1629) (- m/z 43.05 100.00%
43.0 (73.0
5000
129.0
== —=
H‘ 171.1 ‘ 2563 11.50 12.00
oww‘f‘:‘” Al w”mhw ek L L wjz 72.95  98.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 - T
11.50 12.00
167.01g5 02130  256.0 m/z 60.00 94.37%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
— e
11.50 12.00
5000 129.0 m/z 57.05 79.30%
199.0
s e
0%§RH“‘WNWMWAWJMMhﬁumuhphquhwuwmu‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109279: Tetradecanoic acid - =
73.0 11.50 12.00
43.0 m/z 55.05 77 .37%
5000 129.0
185.0
|
0%?9W“MﬁwﬂmWkﬁﬁwuLM‘HHMAW‘HWHH_!HMHW‘ = —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128554.D

Acqg On : 28 May 2022 18:07

Operator : CG\JU

Sample : N2933-13 :
Misc P023-SS003-0006-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 2 12-Octadecenoic acid, methy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.469 4.84 ng 361279  Phenanthrene-d10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 99
2 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 99
3 7-Octadecenoic acid, methyl ester 296 C19H3602 057396-98-2 97
4 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 97
5 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 97

Abundance Scan 1731 (12.469 min): BF128554.D\data.ms (-1724) (- m/z 55.10 100.00%
1

58.
97.0

A
‘ 37.1 180.1 222.3 2643 206.2 12.50
| 1} < m/z 41.e5 64.18%

|
Al
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Abundance #194418: 12-Octadecenoic acid, methyl ester
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5000 87.0 1
. 264.0 12.50
m/z 69.05 55.68%
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o

‘ T(Z&O 180.0 2220 296.C
oL h‘ ‘{‘w “ i Ll \‘\ uw ‘w”“m“\m‘\\ \‘\h“ y ‘1\ P }\L e I \‘
miz--> 50 100 150 200 250 300
Abundance #194407: 8-Octadecenoic acid, methyl ester
55.0
i
12.50
5000 87.0 ITI/Z 43.10 52.34%
264.0
23.0 222.0
| R
oL il “ | ) ‘\M‘MHLM“H\ B P PP | T
miz--> 50 100 150 200 250 300
Abundance #194408: 7-Octadecenoic acid, methyl ester ——
55.0 12.50
m/z 74.10 42 .40%
5000 87.0
264.0
23.0 180.0 222.0
L PR O O
oL “ i “ il n \\H‘mh“d ‘Hn ’ \\w‘ - = 1 — = I— ‘ . /\‘A NN
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128554.D

Acqg On : 28 May 2022 18:07

Operator : CG\JU

Sample : N2933-13 :
Misc : P023-SS003-0006-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.674 2.64 ng 196887  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 n-Decanoic acid 172 C10H2002 000334-48-5 92
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Heneicosanoic acid, isopropyl ester 368 C24H4802 1000405-13-6 80

Abundance Scan 1766 (12.674 min): BF128554.D\data.ms (-1763) (- m/z 43.10 100.00%
e
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50 129.1
50

T —
‘ 1852 o2 0843 325.¢ 12.50 13.00
0 “‘u‘\‘\‘ u\‘\‘\\h“uhh} N | ‘\L‘ o ‘\ ‘M‘ o S m/z 60.00 79.88%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128554.D

Acqg On : 28 May 2022 18:07

Operator : CG\JU

Sample : N2933-13 :
Misc : P023-SS003-0006-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.910 4.19 ng 221742  Chrysene-di12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 91
2 1-Octadecanol 270 C18H380 000112-92-5 90
3 1-Heneicosyl formate 340 C22H4402 077899-03-7 83
4 1-Nonadecene 266 C19H38 018435-45-5 83
5 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 81
Abundance Scan 1976 (13.910 min): BF128554.D\data.ms (-1970) (- m/z 57.10 100.00%
57.1
97.0
5000
40
1 1929 266.9 . :
0 “‘J‘M‘W‘M‘J%‘““‘W““ AR ST “‘3?9' m/z 83.05 91.09%
mfz--> 100 150 200 250 300 350
Abundance #215083: 1-Heneicosano
55.0
97.0
5000 T
14.00
m/z 55.10 86.87%
NERRRNE | % | 1820 2240 266.0
\\\‘\\\‘\\\ \\\\\\\\’\\\\’\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #161350: 1-Octadecano
43.0 83.0
—
14.00
5000 m/z 43.10 70.23%
25.0
LT ass0 zee
oH‘N‘um“_Mmm_m,HH,HH_
m/z--> 50 100 150 200 250 300 350
Abundance #248981: 1-Heneicosyl formate 7
57.0 14.00
7.0 m/z 69.10 68.51%
B M\/\W/\A
294.0
ol L L (B0 1m0zz20 2919 390 -
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128554.D

Acqg On : 28 May 2022 18:07

Operator : CG\JU

Sample : N2933-13 :
Misc : P023-SS003-0006-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 Triphenylphosphine oxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.098 9.86 ng 522093 Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 96
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 45
4 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 32
5 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 9
Abundance Scan 2008 (14.098 min): BF128554.D\data.ms (-2002) (- m/z 277.10 100.00%
277.1
5000 J
77.1 199.1 — —
i ‘ ‘ 1151 1521 ‘ H 14.00 14.50
T . 1 “‘“‘ L h 2328 L m/z 278.05  32.70%
miz-> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0
5000 — :
14.00 14.50
77.0 199.0 m/z 77.10 22.70%
152.0
O \2\7\.0\ ‘}‘ T “\ T ‘ T T T T ““\ T \“\ U T T T T ‘ T ‘\ T ‘ T
miz--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
gt ‘
14.00 14.50
5000 m/z 199.05 21.40%
.0 183.0
ol 29 L 1200 L U\ 280 |
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)h —= —
277.0 14.00 14.50
m/z 201.10  20.35%
5000
77.0 183.0
e
SN N 7o it N VNN S S A W S
m/z--> 50 100 150 200 250 300 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128554.D

Acqg On : 28 May 2022 18:07

Operator : CG\JU

Sample : N2933-13 :
Misc : P023-SS003-0006-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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-Isopropenyl-4a,8-dimethyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.286 2.85 ng 129552  Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Isopropenyl-4a,8-dimethyl-1,2,... 204 C15H24 207297-57-2 84
2 1,3a-Ethano-3aH-indene, 1,2,3,6,... 204 C15H24 004545-68-0 62
3 2-Naphthalenemethanol, 1,2,3,4,4... 222 C15H260 001209-71-8 45
4 Cedrene-V6 204 C15H24 1000162-76-8 43
5 6-(4-Fluorophenyl)-2-hydroxypyri... 189 C11H8FNO 1010509-20-5 30
Abundance Scan 2550 (17.286 min): BF128554.D\data.ms (-2544) (- m/z 189.20 100.00%
189.2
5000 95.0
43.
. 2670 sy 4255 17.00 17.50
0! m/z 177.15  64.52%
m/z--> 50 100 150 200 250 300 350 400
Abundance #80338: 2-Isopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,8a-0
189.0
107.0
5000 e ——
17.00 17.50
\ m/z 204.15 58.02%
Ol‘IW’l hT\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 100 150 200 250 300 350 400
Abundance #80499. 1,3a-Ethano-3aH-indene, 1,2,3,6,7,7a-hexahydr
189.0
T ‘ T t\\ ‘ T \n
17.00 17.50
5000 105.0 m/z 95.00 41.48%
41.0
o] ‘“\“M\m Il h\\\ , “"H‘HH‘HH‘HH‘HH‘
m/z--> 5 100 150 200 250 300 350 400
Abundance #102083: 2-Naphthalenemethanol, 1,2,3,4,4a,5,6,7-octah P ——
189.0 17.00 17.50
m/z 109.10 36.51%
59.0 133.0
5000
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052822\

Data File : BF128554.D

Acqg On : 28 May 2022 18:07
Operator : CG\JU

Sample : N2933-13

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|
RT Resp Conc|

.363 1491680
.363 1491680
.363 1491680
.998 1058770
.998 1058770

20.
20.
20.
20.
20.

P023-SS003-0006-01

TIC Top Hit name RT EstConc Units Response |#
n-Hexadecanoic ... 11.892 5.7 ng 425040 4
12-Octadecenoic... 12.469 4.8 ng 361279 4
Octadecanoic acid 12.674 2.6 ng 196887 4
1-Heneicosanol 13.910 4.2 ng 221742 5
Triphenylphosph... 14.098 9.9 ng 522093 5
2-Isopropenyl-4... 17.286 2.9 ng 129552 6
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