LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52022\
Data File : BM@35176.D

Acqg On : 20 May 2022 14:56

Operator : CG/JU

Sample : N2872-13 :
Misc : P022-SS001-1824-01

ALS vial : 8 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 M\Methods\8270-BM042722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@35176.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.481 401 407 419 rBV 1603801 2358883 4.32% 1.594%
2 7.075 669 678 687 rBV 1594570 2512613 4.60% 1.698%
3 7.904 811 819 828 rBV 441197 691219 1.27% 0.467%
4 9.063 1007 1016 1026 rBV 936040 1559996 2.86% 1.054%
5 10.704 1287 1295 1305 rBV 531915 913702 1.67% 0.618%

6 13.168 1707 1714 1728 rBV 2345401 3448657 6.31% 2
7 14.539 1942 1947 1954 rBV 816265 1229607 2.25% ©
8 15.362 2081 2087 2106 rVB 676050 1256434  2.30% 0.849%
9 15.915 2175 2181 2190 rVB2 470059 825162 1.51% o
10 16.027 2195 2200 2208 rBV 2122277 3040129 5.57% 2

11 17.286 2409 2414 2426 rVB 1048416 1535890 2.81% 1.038%
12 18.221 2553 2573 2578 rBV 12959140 31564992 57.79% 21.334%
13 18.833 2670 2677 2680 rBV 352959 843257 1.54% ©.570%
14 19.274 2748 2752 2756 rBV 556830 772646  1.41% 0.522%
15 19.327 2756 2761 2764 rVV 1592105 2721735 4.98%  1.840%

16 19.356 2764 2766 2772 rVV2 1369530 2373996 4.35% 1.604%
17 19.503 2773 2791 2818 rVB 23057490 54620840 100.00% 36.916%
18 19.915 2855 2861 2864 rBV 4562780 5590623 10.24% 3.778%
19 19.950 2864 2867 2876 rVB 841450 1588043 2.91% 1.073%
20 20.809 3007 3013 3020 rVB 1345884 2343478 4.29%  1.584%

21 21.468 3121 3125 3129 rBV 1368932 1804042 3.30% 1.219%
22 21.527 3129 3135 3142 rVB 1811384 3275641 6.00% @ 2.214%
23 22.244 3251 3257 3271 rBV 2198299 3881214  7.11%  2.623%
24 23.038 3385 3392 3401 rBV 1439105 3450204 6.32%  2.332%
25 23.144 3404 3410 3424 rVB 623198 1461985 2.68% ©.988%
26 23.856 3525 3531 3538 rBV2 992137 2026816 3.71% 1.370%
27 23.950 3541 3547 3555 rVB 838713 2196172  4.02%  1.484%
28 24.974 3715 3721 3731 rVB 535656 1455323 2.66% ©.984%
29 25.844 3859 3869 3888 rvVB2 1955206 6616107 12.11% 4.472%

Sum of corrected areas: 147959406
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 20 May 2022 14:56
: CG/IU
: N2872-13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52022\
BM@35176.D

P022-SS001-1824-01

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM035176.D\data.ms
2e+07
1.5e+07
1e+07
5000000
5.481 7.075
B 7.904 9.063 10.704
0\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM035176.D\data.ms
19.503
2e+07
1.5e+07
Se+0 18.221
1e+07
5000000 19.915
13.168 16.027
14.539 15.362 15.915 191950
ot e e e T T S T e
Time--> 12.00 1250 13.00 1350 14.00 14,50 15.00 1550 16.00 16.50 17.00 1750 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM035176.D\data.ms
2e+07
1.5e+07
1le+07
5000000
22.244 25.844
Lp7 23.038
0800 2% 73144 238960 24.974
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 2850 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52022\

Data File : BM@35176.D

Acqg On : 20 May 2022 14:56

Operator : CG/JU

Sample : N2872-13 :
Misc P022-SS001-1824-01

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042722.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 1 unknownl5.915 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
15.915 13.42 ng 825162  Acenaphthene-di10 14.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Succinic acid, 2-(2-chlorophenox... 300 C14H17C105 1000381-53-1 38
2 4,6-Dichloro-5-cyanopyrimidine 173 C5HC12N3 005305-45-3 35
3 3-Trifluoromethylbenzoic acid, 2... 246 C12H13F302 1000282-68-1 32
4 3-Trifluoromethylbenzoic acid, 2... 274 C14H17F302 1000355-14-0 28
5 2-Trifluoromethylbenzoic acid, 2... 302 C16H21F302 1000282-64-8 25

m/z 173.10 100.00%

Abundance Scan 2181 (15.915 min): BM035176.D\data.ms (-2175) (-
17

B.1
55.1
5000 99.0
—=
| o
Ll L287.0, | 2000 2852 385. ., 5519 79.32%
mlz--> 50 100 150 200 250 300 350
Abundance #198882: Succinic acid, 2-(2-chlorophenoxy)ethyl ethyl e:
173.0
5000 99.0 —
16.00
m/z 99.05 44.92%
55.0 ‘
T ‘\ T ‘L\ \h\ \‘ } \“ ,\]-@6\.‘0‘“\ L ‘ LI \25‘)‘5\-0\ \3\0?.9\ T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #48484: 4,6-Dichloro-5-cyanopyrimidine
1738.0
—
16.00
5000 77.0 m/z 84.10 30.54%
m |lmao, L
miz-> 50 100 150 200 250 300 350
Abundance #130161: 3-Trifluoromethylbenzoic acid, 2-butyl ester e
173.0 16.00
m/z 41.10 25.80%
5000
56.0
il ‘ ‘\ N 95\.0 L L I ‘ 22\7.0
I T e T e B o ——
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52022\
Data File : BM@35176.D

Acqg On : 20 May 2022 14:56

Operator : CG/JU

Sample : N2872-13 :
Misc : P022-SS001-1824-01

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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 Pentacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.833 10.98 ng 843257  Phenanthrene-di10 17.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Octacosane 394 (C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Hexatriacontane 507 C36H74 000630-06-8 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2677 (18.833 min): BM035176.D\data.ms (-2670) (- m/z 57.10 100.00%
57.1

5000 \/LfLJ\/
9 1 — —
18.50 19.00
41 0 183.2
ol A M 18101832 227.20701 3233 m/z 43.10  76.33%
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
5000 “ ——
18.50 19.00
m/z 71.10 69.04%
L‘H\Mh J14%918302250 295.0 352.0
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #298426: Octacosane
57.0
— —
18.50 19.00
5000 ITI/Z 85.10 47.26%
[LLLLL 14018300050 2810 337.0 304
A e e
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane “ T
57.0 18.50 19.00
m/z 41.05 31.25%
B WJ
| L 1 M | 141-0183.0225.0267.0309.0 367.0
A e S e T — ——
m/z--> 50 100 150 200 250 300 350 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52022\
Data File : BM@35176.D

Acqg On : 20 May 2022 14:56

Operator : CG/JU

Sample : N2872-13 :
Misc : P022-SS001-1824-01

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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 Heptadecanoic acid, 16-meth... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

19.274 10.06 ng 772646  Phenanthrene-die 17.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 99
2 Methyl stearate 298 C19H3802 000112-61-8 98
3 Hexadecanoic acid, 14-methyl-, m... 284 C18H3602 002490-49-5 96
4 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 95
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 87

Abundance Scan 2752 (19.274 min): BM035176.D\data.ms (-2748) (- m/z 74.05 100.00%

74.0
5000
143.0 —— =
‘ 199.1 2552 19.00 19.50
0 b Ll T L s 4200 g7 60 75.44%
mlz--> 50 100 150 200 250 300 350 400
Abundance #197353: Heptadecanoic acid, 16-methyl-, methyl ester
74.0
5000 1900 1950
255.0 ' '
143.0 m/z 43.10  49.59%
‘ ‘ 199.0
\\\\“‘\‘\‘\‘L‘\“‘\‘\\\‘\\\‘\“\‘\\\‘\\?pL‘)\o\\\‘\\\\‘\\\\
m/z--> 100 150 200 250 300 350 400
Abundance #197277: Methyl stearate
74.0
—— —
19.00 19.50
5000 m/z 55.10  38.32%
143.0 298.0
199.0
H‘(}Hh“““"“ﬂ“ L T uHL : 2479“”‘””‘””‘””
miz--> 100 150 200 250 300 350 400
Abundance #179164.Hexadecandcacm,144nemyL,meﬂwleﬁer —— —
74.0 19.00 19.50
m/z 41.10 36.85%
5000
143.0 284.0
b, [ 390
"“‘N‘WWVHM‘_"M\“‘JM“““‘W““““‘ — —
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52022\
Data File : BM@35176.D

Acqg On : 20 May 2022 14:56

Operator : CG/JU

Sample : N2872-13

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

P022-SS001-1824-01

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042722.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 4 9,12-Octadecadienoic acid (...

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.327 35.44 ng 2721740  Phenanthrene-d10 17.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,z)- 280 C18H3202 000060-33-3 99
2 10E,127-Octadecadienoic acid 280 C18H3202 002420-56-6 98
3 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 98
4 Linoelaidic acid 280 C18H3202 000506-21-8 96
5 7-Hexadecyne 222 C16H30 074685-28-2 91

Abundance Scan 2761 (19.327 min): BM035176.D\data.ms (-2756) (-

m/z 67.10 100.00%

67.1
5000
# 19.00 19.50
280 1 : :
0 LLL L 189:1234.270°327.0 4291 ./, 8110 77.99%
mlz--> 50 100 150 200 250 300 350 400
Abundance #173583: 9,12-Octadecadienoic acid (Z,2)-
67.0
5000 — -
19.00 19.50
m/z 55.10 72.13%
280.0
l\s\q ‘T“‘“HHH“” “\ \“h\"‘\ ‘}‘ \1\8?\? 2\:3\3\0\ T 1 T ‘ T T 17T ‘ T T 17T ‘ TT 1T
m/z--> 50 100 150 200 250 300 350 400
Abundance #173577: 10E,12Z-Octadecadienoic acid
67.0
— =
19.00 19.50
5000 m/z 41.10  70.92%
280.0
sl 00 zzn0 10
miz-> 50 100 150 200 250 300 350 400
Abundance #173580: (9E,11E)-Octadecadienoic acid — T
67.0 19.00 19.50
m/z 95.10 54.84%
5000
‘ 280.0
le i ‘uw??mz‘zo‘q ——
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52022\
Data File : BM@35176.D

Acqg On : 20 May 2022 14:56

Operator : CG/JU

Sample : N2872-13 :
Misc : P022-SS001-1824-01

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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 +trans-13-Octadecenoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.356 30.91 ng 2374000 Phenanthrene-d10 17.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 91
2 cis-Vaccenic acid 282 C18H3402 000506-17-2 83
3 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 83
4 1-Dodecanol 186 C12H260 000112-53-8 59
5 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 46

Abundance Scan 2766 (19.356 min): BM035176.D\data.ms (-2764) (- m/z 55.10 100.00%

5|:
7.1
5000
— C
292 22841 1900 19.50
e o et 9280 A0L /7 69,10 84.96%
mlz--> 50 100 150 200 250 300 350 400
Abundance #176229: trans-13-Octadecenoic acid
58.0
5000 — L=
19.00 19.50
m/z 41.10 68.41%
264.0
. ‘\“ H‘\ I ‘ M“ ‘Hh‘u“wi\ ‘“M\HM‘ l ‘u I ‘2‘2‘2‘0‘ e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #176209: cis-Vaccenic acid
55.0
= C
19.00 19.50
5000 7.0 ITI/Z 83.10 67.10%
U e 2220250
“Mﬁﬂw$‘ MWWWW\M%\‘\\\\‘\“\\‘\\\\‘\\\\‘\
miz-> 50 100 150 200 250 300 350 400
Abundance #176218: cis-13-Octadecenoic acid — —
55.0 19.00 19.50
m/z 43.10 65.41%
5000 Afx//&\
264.0
“ﬂww‘w JMMWHWWH‘;‘%239“““““““““ — RS
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52022\
Data File : BM@35176.D

Acqg On : 20 May 2022 14:56

Operator : CG/JU

Sample : N2872-13

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042722.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 6 Octadecanoic acid

Concentration Rank 1

P022-SS001-1824-01

R.T. EstConc Area Relative to ISTD R.T.
19.503 605.54 ng 54620800 Chrysene-d12 21.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid 284 C18H3602

2 Pentadecanoic acid 242 C15H3002
3 Tetradecanoic acid 228 C14H2802
4 n-Decanoic acid 172 C10H2002

5 Tridecanoic acid 214 C13H2602

Abundance Scan 2791 (19.503 min): BM035176.D\data.ms (-2773) (-

73.0
5000 1291
185.2 241.2
0l M Lkl “‘\““343‘2‘491‘9”375‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #179091: Octadecanoic acid
43.0
5000 129.0
} 185.0 284.0
\‘\ \ ﬂ‘ “\L ,Ml il " | \ [ L

100 150 200 250 300 350 400 450
#126199: Pentadecanoic acid

m/z--> 0 50
Abundance

~N
w

.0

5000

129.0
199.0
‘\H‘M |

100 150 200 250 300 350 400 450
#109279: Tetradecanoic acid

m/z--> 0 50
Abundance

~
w

.0

5000 129.0

185.0

150, ﬂw bl l |

000057-11-4 99
001002-84-2 93
000544-63-8 81
000334-48-5 64
000638-53-9 62

m/z 73.05 100.00%

-

\
19.50
43.10

m/z 93.86%

%-

\
19.50
60.05

m/z 81.03%

-

1
19.50
57.10

m/z 76.61%

:

19.50

m/z 55.10  75.47%

m/z--> 0 50 100 150 200 250 300 350 400 450

8270-BM@42722.M Mon May 23 18:03:10 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52022\
Data File : BM@35176.D

Acqg On : 20 May 2022 14:56

Operator : CG/JU

Sample : N2872-13

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

P022-SS001-1824-01

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042722.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

m/z--> 0 50 100 150 200 250 300 350 400 450

Peak Number 7 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.809  25.98 ng 2343480  Chrysene-d12 21.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Eicosane, 9-octyl- 394 C28H58 013475-77-9 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 3013 (20.809 min): BM035176.D\data.ms (-3007) - m/z 57.10 100.00%
57.1
- JLL
— =
‘ ’ 169 2 225 5 20.50 21.00
oAb 16922252281.1337.33943 _ 4761 1/ 43,10 72.73%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #176384: Eicosane
57.0
5000 — S
20.50 21.00
m/z 71.10 66.90%
113.0
‘\\“\ ‘\u\"\”"\I‘\‘L!]‘.‘\\6‘\9\‘0\‘2\2\5\\0‘\2\8\‘2\‘0\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #298428: Eicosane, 9-octyl-
43.
— ==
20.50 21.00
5000 m/z 85.10 49.07%
281.0
| Jl [ 45502110, | 336.03920
. —

Abundance #194588: Heneicosane

57.0 20.50 21.00

m/z 41.10 27.56%
5000
3.0
L 1690 2250 2960
A L e o LR e e e — —

m/z--> 0 50 100 150 200 250 300 350 400 450 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52022\
Data File : BM@35176.D

Acqg On : 20 May 2022 14:56

Operator : CG/JU

Sample : N2872-13

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

P022-SS001-1824-01

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042722.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 8 Heptadecane, 9-octyl-

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.527 36.31 ng 3275640  Chrysene-d12 21.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 99
2 Heneicosane 296 C21H44 000629-94-7 97
3 Octadecane 254 C18H38 000593-45-3 95
4 Eicosane 282 C20H42 000112-95-8 95
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 94

Abundance Scan 3135 (21.527 min): BM035176.D\data.ms (-3129) (-
57.1

5000
0 ‘ WM 169.2225.2281.1337.3  429.1 490.2
P _““‘ R A AR N e
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000
113.0 239.0
LT 690 2502040350

[T ‘\\\\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

100 150 200 250 300 350 400 450 500
#194588: Heneicosane

m/z--> 0 50
Abundance
57.0

5000

113
J\ |Ln.\\4§902250 296.0
i

m/z--> 0 50

100 150 200 250 300 350 400 450 500

m/z 57.10 100.00%

B

21.50

m/z 43.10 70.97%

%

21.50

m/z 71.10 67.99%

%

21.50

m/z 85.10 49.47%

B

Abundance #141057: Octadecane
57.0 21.50
m/z 55.05 25.52%
\‘ L Aln ‘3\01169 0 254.0
_"w“H"H"H"_“w“u“u“‘u“u“_“w‘ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.50

8270-BM@42722.M Mon May 23 18:03:13 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52022\
Data File : BM@35176.D

Acqg On : 20 May 2022 14:56
Operator : CG/JU

Sample : N2872-13

Misc

ALS vial : 8 Sample Multiplier: 1

P022-SS001-1824-01

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.M

Quant Title

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

: 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 9 Octacosane

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
22.244 43.03 ng 3881210 Chrysene-d12 21.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 96
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
3 Triacontane 422 C30H62 000638-68-6 91
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3257 (22.244 min); BM035176.D\data.ms (-3251) (-  m/z 57.10 100.00%
57.1
== —
‘ | ‘ 1692 295 2 22.00 22.50
ob bl ‘_\‘M, £220:22811337.43934 503 m/z 43.10  68.34%
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane
57.0
5000 - —
22.00 22.50
m/z 71.10 67.53%
111115420 169.0 225.0 281.0 337.0 394.0
TT ‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194597: Pentadecane, 8-hexyl-
43
== =
22.00 22.50
5000 m/z 85.10 49,33%
9.0 196.0
AW s
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #314331: Triacontane = =
57.0 22.00 22.50
m/z 55.10 25.54%
B i\/
i) \\ LI &6.9 0225.0281.0337.0 4220
A B s ma e —— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 22.00 22.50

8270-BM@42722.M Mon May 23 18:03:14 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52022\
Data File : BM@35176.D

Acqg On : 20 May 2022 14:56

Operator : CG/JU

Sample : N2872-13

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

P022-SS001-1824-01

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042722.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 10 Triacontane

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
23.038 34.05 ng 3450200 Perylene-di12 23.856
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
2 Triacontane 422 C30H62 000638-68-6 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 3392 (23.038 min): BM035176.D\data.ms (-3385) (-
57.1

5000

ol | \]1 d‘“|1972 281.1 3514  445.2503.2

h
[T T T T T T T T T T T [T T T[T

100 150 200 250 300 350 400 450 500
#262017: Heptadecane, 9-octyl-

m/z--> 0 50
Abundance

5000

1 239.0
[T ‘\}\\\l‘\ﬁd\\\‘l\‘l\\‘\\\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #314331: Triacontane

57.0

5000

1 J ﬁ L 197.0 267.0 337.0 4220

B L i BN

m/z--> 0 50 100 150 200 250 300 350 400 450 500

m/z 57.10 100.00%

%

23.00

m/z 71.10 68.09%

%

23.00

m/z 43.10 67.42%

—

23.00

m/z 85.10 49.31%

%

Abundance #194590: Heneicosane
57.0 23.00
m/z 55.10 24.79%
- u]\h
"H"H‘W"H‘H"_‘H“H‘_“W‘H“H‘W“H‘H“‘ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.00

8270-BM@42722.M Mon May 23 18:03:15 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52022\
Data File : BM@35176.D

Acqg On : 20 May 2022 14:56

Operator : CG/JU

Sample : N2872-13

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

P022-SS001-1824-01

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042722.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 11 1-Hexacosene

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
23.144 14.43ng 146199 perylene-d12 23.856
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 Coets2 018835-33-1 96
2 9-Hexacosene 364 C26H52 071502-22-2 93

3 Tetratriacontyl pentafluoropropi... 641 C37H69F502
4 Hexatriacontyl pentafluoropropio... 669 C39H73F502

1000351-81-5 91
1000351-89-0 91

5 Triacontyl trifluoroacetate 534 C32H61F302 1000351-75-7 91
Abundance Scan 3410 (23.144 min): BM035176.D\data.ms (-3404) - m/z 57.10 100.00%
57.1
5000 f\/\J\j\\/\/\
f 23.00 23.50
252.1 : :
ol ML, 22t sssoarra  saoa 0 %si0 ge.aa
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #273799: 1-Hexacosene
57.0
5000 — ——
23.00 23.50
\ 364.0 m/z 71.10 60.20%
H"\ ‘H\\ll\11‘“\1?\5‘!9\\2\7\T8\‘01H\‘\\\H‘HH‘\H\‘HH‘HH‘HH
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #273798: 9-Hexacosene
43.0
=T =
11.0 23.00 23.50
5000 m/z 55.05 54.18%
364.0
|j1181.0
H"HH_‘H_H‘_HW‘HWH‘WHH_‘H“H‘_HW‘HWH‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347933: Tetratriacontyl pentafluoropropionate T —
57.0 23.00 23.50
m/z 83.10 46.46%
5000
5.0
LLlLLLL,, 1950264.0334.0 40504760 622
HHMH‘_HW‘HWH“HH“HMH‘_HW‘HWH‘WHHM‘H —— —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 23.00 23.50

8270-BM@42722.M Mon May 23 18:03:16 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52022\
Data File : BM@35176.D

Acqg On : 20 May 2022 14:56
Operator : CG/JU

Sample : N2872-13

Misc

ALS vial : 8 Sample Multiplier: 1

P022-SS001-1824-01

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.M

Quant Title

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

: 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 12 Nonadecane

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
23.950 21.67 ng 2196170  Perylene-d12 23.856
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Tetracosane, 1l-decyl- 479 C34H70 055429-84-0 91

Abundance Scan 3547 (23.950 min): BM035176.D\data.ms (-3541) (-
57.1

5000

0 H]ll [, 169, 1225228113373 415.1468.3
I e L A

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #158600: Nonadecane

5000

“‘ | 113016090  268.0

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

m/z 57.10 100.00%

-

24.00
m/z 71.10 66.50%

-

24.00
m/z 43.10 64.85%

-

Abundance #194597: Pentadecane, 8-hexyl-
43.
24.00
5000 ITI/Z 85.10 49.,19%
196.0
AT s
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #307033: Octacosane, 2-methyl- —
57.0 24.00
m/z 55.10 23.52%
- NJ\,/\\\/
AT ass0zs0z010 350 -
m/z--> 50 100 150 200 250 300 350 400 450 500 24.00

8270-BM@42722.M Mon May 23 18:03:17 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52022\
Data File : BM@35176.D

Acqg On : 20 May 2022 14:56
Operator : CG/JU

Sample : N2872-13

Misc

ALS vial : 8 Sample Multiplier: 1

P022-SS001-1824-01

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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 Tricosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
24.974 14.36 ng 1455320  Perylene-di12 23.856
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane 324 C23H48 000638-67-5 95
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 95
4 2-Methylpentacosane 366 C26H54 000629-87-8 95
5 Docosane, 9-butyl- 366 C26H54 055282-14-9 91

Abundance Scan 3721 (24.974 min): BM035176.D\data.ms (-3715) (-

m/z 57.10 100.00%

57.1
5000
31 25.00
| 169.2 :
ok, | eﬁhuh [or22512811 3518 4151 A9LL /7 7110 67.36%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #229644: Tricosane
57.0
5000 L
25.00
m/z 43.10 65.62%
113.0 324.0 /
i
\‘\“\‘\‘\"\.‘%\J\J\“A\‘g\l\l‘\‘\l\‘\“\J\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #262017: Heptadecane, 9-octyl-
57.0
—r
25.00
5000 ITI/Z 85.10 48.61%
113.0 239.0
LI 800 P 20003520
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275544: Docosane, 11-butyl- —
57.0 25.00
m/z 55.10 23.98%
113.0
VLR 00 99905660 -
m/z--> 50 100 150 200 250 300 350 400 450 500 25.00

8270-BM@42722.M Mon May 23 18:03:18 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52022\
Data File : BM@35176.D

Acqg On : 20 May 2022 14:56
Operator : CG/JU

Sample : N2872-13

Misc

ALS vial : 8 Sample Multiplier: 1

P022-SS001-1824-01

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.M

Quant Title

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

: 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 14 .gamma.-Sitosterol

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
25.844 65.29 ng 6616110  Perylene-d12 23.856
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 95
3 Campesterol 400 C28H480 000474-62-4 49
4 Ergost-7-en-3-o0l, (3.beta.)- 400 C28H480 026047-31-4 38
5 Ergost-5-en-3-0l, (3.beta.)- 400 C28H480 004651-51-8 35

Abundance Scan 3869 (25.844 min): BM035176.D\data.ms (-3859) (- m/z 43.10 100.00%
43.1
— ——

o ,Wu |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310597: .gamma.-Sitosterol

43.0

5000
414.0
2130 303.0

J M“ h“MUMMmm H“. ‘ L“

[T HH 1\\\‘\\\\‘\\\\ \H\‘\H\‘\H\ \H\‘\H\‘\H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310596: .beta.-Sitosterol

43.0

5000
107.0 414.0

\h \HH H‘\ "

| \“Mm “”\ \H‘ M Iy \u I 1‘ \L 1 L | Uw |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #302694: Campesterol

43.0

5000 105.0

il Wl

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

400.0
213.0 289.0

8270-BM@42722.M Mon May 23 18:03:19 2022

25.50 26.00
m/z 55.10 54.75%

%

— —
25.50 26.00
m/z 57.10 51.16%

i

25.50 26.00
m/z 105.10  46.29%

%

25.50 26.00
m/z 107.05 45.13%

5

25.50 26.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52022\
Data File : BM@35176.D

Acqg On : 20 May 2022 14:56

Operator : CG/JU

Sample : N2872-13 :
Misc : P022-SS001-1824-01

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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|
unknown15.915 15.915 13.4 ng 825162 3 14.545 1229610 20.0
Pentacosane 18.833 11.0 ng 843257 4 17.286 1535890 20.0
Heptadecanoic a... 19.274 10.1 ng 772646 4 17.286 1535890 20.0
9,12-Octadecadi... 19.327 35.4 ng 2721740 4 17.286 1535890 20.0
trans-13-Octade... 19.356 30.9 ng 2374000 4 17.286 1535890 20.0
Octadecanoic acid 19.503 605.5 ng 54620800 5 21.468 1804040 20.0
Eicosane 20.809 26.0 ng 2343480 5 21.468 1804040 20.0
Heptadecane, 9-... 21.527 36.3 ng 3275640 5 21.468 1804040 20.0
Octacosane 22.244 43.0 ng 3881210 5 21.468 1804040 20.0
Triacontane 23.038 34.0 ng 3450200 6 23.856 2026820 20.0
1-Hexacosene 23.144 14.4 ng 1461990 6 23.856 2026820 20.0
Nonadecane 23.950 21.7 ng 2196170 6 23.856 2026820 20.0
Tricosane 24.974 14.4 ng 1455320 6 23.856 2026820 20.0
.gamma.-Sitosterol 25.844 65.3 ng 6616110 6 23.856 2026820 20.0
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