LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35392.D

Acqg On : 03 Jun 2022 13:14

Operator : CG/JU

Sample : N2987-09 :
Misc : P034-SS001-1824-01

ALS vial : 7 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-BM060222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@35392.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.434 392 399 413 rBV 1624123 2423570 19.23% 4.347%
2 7.034 664 671 682 rBV 1572601 2474987 19.64% 4.439%
3 7.845 800 809 818 rBV 487618 757850  6.01%  1.359%
4 9.010 999 1007 1018 rBV 986324 1662881 13.20% 2.982%
5 10.645 1277 1285 1294 rBV 624230 1054537 8.37% 1.891%
6 13.110 1697 1704 1711 rBV 3044705 4473893 35.50% 8.024%
7 14.486 1932 1938 1944 rBV 1017864 1476305 11.72% 2.648%
8 15.980 2186 2192 2201 rVB 2490022 3579482 28.41% 6.420%
9 16.639 2299 2304 2317 rVB5 148865 335170 2.66% 0.601%
10 17.233 2400 2405 2411 rBV 1288459 1742680 13.83% 3.125%
11 18.145 2546 2560 2568 rBV 2535551 4377940 34.74% 7.852%
12 18.415 2602 2606 2611 rBV 259204 432811 3.43% 0.776%
13 18.462 2611 2614 2622 rVB 233209 367955 2.92% 0.660%
14 19.221 2739 2743 2746 rBV2 128150 201439 1.60% 0.361%
15 19.274 2747 2752 2753 rVV2 385737 573207 4.55% 1.028%

16 19.297 2754 2756 2763 rVV3 480667 1107501 8.79%  1.986%
17 19.427 2765 2778 2800 rVB 6422129 12601047 100.00% 22.600%
18 19.856 2846 2851 2857 rBV 5677805 7239797 57.45% 12.985%
19 20.156 2898 2902 2903 rBV2 121098 159769 1.27% 0.287%
20 20.497 2956 2960 2964 rBV 217171 304955 2.42% 0.547%

21 20.986 3039 3043 3049 rBV2 166772 298511 2.37%
22 21.133 3064 3068 3076 rVB 377263 457697 3.63%
23 21.415 3112 3116 3125 rBV 1808293 2587246 20.53%
24 21.703 3161 3165 3171 rVB2 233957 376144  2.99%
25 23.774 3511 3517 3525 rVB2 1191522 2393824 19.00%

PO PO
o)
N
S
R

26 25.232 3759 3765 3786 rVB7 633733 2295867 18.22% 4.118%

Sum of corrected areas: 55757065
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 03 Jun 2022 13:14
: CG/JU
: N2987-09

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
BM@35392.D

P034-SS001-1824-01

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35392.D

Acqg On : 03 Jun 2022 13:14

Operator : CG/JU

Sample : N2987-09 :
Misc : P034-SS001-1824-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 (E)-4-(3-Hydroxyprop-1-en-1... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.639 3.85 ng 335170  Phenanthrene-d10 17.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-4-(3-Hydroxyprop-1-en-1-yl)-... 180 C10H1203 032811-40-8 91
2 Phenol, 4-(3-hydroxy-1-propenyl)... 180 C10H1203 000458-35-5 50
3 4-(1-Hydroxyallyl)-2-methoxyphenol 180 C10H1203 112465-50-6 47
4 1-Hydroxy-1-(4-methoxyphenyl)pro... 180 C10H1203 015482-29-8 38
5 Guaiacol, 4-butyl- 180 C11H1602 059832-96-1 27

Abundance Scan 2304 (16.639 min): BM035392.D\data.ms (-2299) (- m/z 137.00 100.00%
.0

137
180.1
5000 91.0
43.
o o
16.50 17.00
0 ‘1““““‘%“;‘“ i ‘2“4“1',3‘ 2853 395 n/z 180.10  72.44%
mlz--> 50 100 150 200 250 300 350
Abundance #54491: (E)-4-(3-Hydroxyprop-1-en-1-yl)-2-methoxyphen
137.0
180.0
5000 . s——
91.0 16.50 17.00
51.0 m/z 124.00  58.17%
0! \““‘\““i“\”h\\‘\‘\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #54448: Phenol, 4-(3-hydroxy-1-propenyl)-2-methoxy-
137.0
P F
16.50 17.00
5000 220 41, 180.0 m/z 91.00  41.88%
ol R m
miz-> 50 100 150 200 250 300 350
Abundance #54362: 4-(1-Hydroxyallyl)-2-methoxyphenol —— ——
137.0 16.50 17.00
m/z 55.05 40.34%
5000 WNW
180.0
51.0 91.0 ‘
ol bbb Ly A S
m/z--> 50 100 150 200 250 300 350 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35392.D

Acqg On : 03 Jun 2022 13:14

Operator : CG/JU

Sample : N2987-09 :
Misc : P034-SS001-1824-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.145 50.24 ng 4377940  Phenanthrene-di10 17.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 68

Abundance Scan 2560 (18.145 min): BM035392.D\data.ms (-2546) (- m/z 73.00 100.00%
73.0

5000 129.1
2132
1711 256.3 T T
‘ ‘ ‘ ‘ ‘ 18.00 18.50
o2 ol Ly L 81813560 ) 4310 82.39%
50

m/z--> 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid

60.0
5000 129.0 T T T
18.00 18.50
‘ 1710 213.0 256.0 m/z 60.00 81.34%
0! i L \\h“\ JM‘\‘ ul ‘\ ‘ “‘ “ “‘ \‘ “\ - “\‘ R

%

%

%

miz--> 100 150 200 250 300 350
Abundance #92069: Tridecanoic acid
73.0
—— —
18.00 18.50
5000 129.0 m/Z 41.10 66.45%
29.0 171.0
‘ 214.0
ok “M ‘M wm‘“ T T ‘ —
miz--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid —— —
73.0 18.00 18.50
m/z 55.05 65.96%
5000 129.0
29.0
‘ 199.0 2420
ST Y PN N S
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\

Data File : BM@35392.D

Acqg On : 03 Jun 2022 13:14

Operator : CG/JU

Sample : N2987-09 :
Misc . P034-SS001-1824-01

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 3 trans-Sinapaldehyde Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.415 4.97 ng 432811 Phenanthrene-d10 17.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Sinapaldehyde 208 C11H1204 004206-58-0 96
2 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204 087345-53-7 93
3 Theobromine ethyl 208 C9H12N402 007464-74-6 38
4 3,4-Dimethoxy-N-[2-(2-methoxyphe... 331 C18H21NO5 339064-42-5 38
5 2-Propenoic acid, 3-(2,3-dimetho... 208 C11H1204 007345-82-6 38

Abundance Scan 2606 (18.415 min): BM035392.D\data.ms (-2602) (-  m/z 208.10 100.00%

208.1
5000 165.0
77.0 —=
30.0 ‘ | 122, H 1850
ob b L Ul bal b b 2528 385 165 00 48.61%
mlz--> 50 100 150 200 250 300 350
Abundance #84448: trans-Sinapaldehyde
208.0
5000 LN
165.0 18.50
770 199 m/z 137.05  38.29%
|
0 \hh‘i“\““\”\\““\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance  #84493: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0
—
18.50
5000 165.0 m/z 180.10  28.35%
65.0
Wil
ob— \“u }H‘\H\‘H“‘\ \\1‘\\‘\“\‘”“ ‘1“‘ “‘um‘ \\ui‘ el | e
miz--> 50 100 150 200 250 300 350
Abundance #85725: Theobromine ethyl —T
208.0 18.50
m/z 177.00  25.43%
5000
109.0
67.0
‘ 165.
o"H‘H"1H“"H‘L_H‘WH_HW s
m/z--> 50 100 150 200 250 300 350 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35392.D

Acqg On : 03 Jun 2022 13:14

Operator : CG/JU

Sample : N2987-09

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

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

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

BM060222 .M

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 trans-Sinapyl alcohol

Concentration Rank 7

P034-SS001-1824-01

R.T. EstConc Area Relative to ISTD R.T.
18.462 4.22 ng 367955  Phenanthrene-d10 17.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Sinapyl alcohol 210 C11H1404 020675-96-1 97
2 Syringylacetone 210 C11H1404 019037-58-2 50
3 cis-Sinapyl alcohol 210 C11H1404 104330-63-4 47
4 1-Hydroxy-6-methylphenazine 210 C13H1eN20 014031-08-4 41
5 9-Methyl-1-phenazinol 210 C13H1eN20 013860-43-0 38

Abundance Scan 2614 (18.462 min): BM035392.D\data.ms (-2611) (-

m/z 210.10 100.00%

167.1 210.1
5000
77.0 1210 T
20, ‘ ‘ 18.50
ol b iyl L | 2680 385 q60 16 6p.13%
miz--> 50 100 150 200 250 300 350
Abundance #86880: trans-Sinapyl alcoho
210.0
167.0
5000 T
18.50
770 1510 m/z 154.00 37.83%
OH‘MCM\L\‘“ \\M\‘M‘“\‘\ R B
miz--> 100 150 200 250 300 350
Abundance #86874: Syringylacetone
167.0
—
18.50
5000 m/z 149.00  25.60%
210.0
43.0 123.0
miz--> 50 100 150 200 250 300 350
Abundance #86878: cis-Sinapyl alcohol —
167.0 210.0 18.50
m/z 182.10  23.90%
5000 77.0
121.0
39.0
o! NMN‘W“ P —
m/z--> 50 100 150 200 250 300 350 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35392.D

Acqg On : 03 Jun 2022 13:14

Operator : CG/JU

Sample : N2987-09 :
Misc : P034-SS001-1824-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 Methyl stearate Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.221 2.31 ng 201439  Phenanthrene-di10 17.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 86
2 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 83
3 Tetradecanoic acid, 12-methyl-, ... 256 C16H3202 005129-66-8 78
4 Dodecanoic acid, 1@-methyl-, met... 228 C14H2802 005129-65-7 64
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 64

Abundance Scan 2743 (19.221 min): BM035392.D\data.ms (-2739) - m/z 74.00 100.00%
.0

5000

=

255.2

208.3 ‘ 19.00 19.50
355.1 401. m/z 87.05 89.97%

0,

mlz--> 50 100 150 200 250 300 350 400
Abundance #197273: Methyl stearate /AJN/A\
74.0
5000 — =
19.00 19.50
143.0 109.0 2550505 0 m/z 55.05 60.30%
0 \\“\\“H“\““H““M‘\ ““H\““H‘\“‘M‘H‘HH‘HH“
m/z--> 100 150 200 250 300 350 400
Abundance #197350. Heptadecanoic acid, 15-methyl-, methyl ester
74.0
19.‘00 19.‘50
5000 208.0 m/z 43.10 54.77%
143.0
29# ‘ ‘ 199.0 2550
SINTE Y 1NN O
miz--> 50 100 150 200 250 300 350 400
Abundance #143586: Tetradecanoic acid, 12-methyl-, methyl ester — —=
74.0 19.00 19.50
m/z 41.00 48.14%
29.
5000
| 14‘30 199.0 256.0
0 A e T U
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50

8270-BM@60222.M Mon Jun 06 18:56:16 2022 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35392.D

Acqg On : 03 Jun 2022 13:14

Operator : CG/JU

Sample : N2987-09

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

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

P034-SS001-1824-01

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 Linoelaidic acid

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.274 6.58 ng 573207 Phenanthrene-d10 17.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Linoelaidic acid 280 C18H3202 000506-21-8 95
2 9,12-Octadecadienoic acid (Z,Zz)- 280 C18H3202 000060-33-3 95
3 10E,12Z-Octadecadienoic acid 280 C18H3202 002420-56-6 93
4 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 92
5 9,17-Octadecadienal, (Z)- 264 C18H320 056554-35-9 86

Abundance Scan 2752 (19.274 min): BM035392.D\data.ms (-2747) (-

m/z 67.10 100.00%

67.1
5000
ﬁ 1 1000 10
} 185.1 280 3 : :
0 sy o770 238007 3570 4161 ey 1g g6l 53y
mlz--> 50 100 150 200 250 300 350 400
Abundance #173566: Linoelaidic acid
67.0
5000 — —
19.00 19.50
m/z 55.10 81.65%
w 280.0
O' H‘ ”HH\ \“h\‘l‘\%??\o\ ‘2\2\4:\0‘ T \\ T ‘ L ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #173583: 9,12-Octadecadienoic acid (Z,2)-
67.0
= —
19.00 19.50
5000 m/z 41.10  75.34%
280.0
olsg i u L0200
miz-> 50 100 150 200 250 300 350 400
Abundance #173577: 10E,12Z-Octadecadienoic acid — T
67.0 19.00 19.50
m/z 95.10 64.03%
5000
280.0
YT T A
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@60322\
Data File : BM@35392.D

Acqg On : 03 Jun 2022 13:14

Operator : CG/JU

Sample : N2987-09 :
Misc : P034-SS001-1824-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 Tetradecyl trifluoroacetate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

19.297 12.71 ng 1107500  Phenanthrene-d10 17.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 53
2 1-Tetradecene 196 C14H28 001120-36-1 52
3 3-Heptafluorobutyroxytetradecane 410 C18H29F702 1000245-49-8 46
4 1-Undecene, 8-methyl- 168 C12H24 074630-40-3 45
5 1-Tricosene 322 C23H46 018835-32-0 42

Abundance Scan 2756 (19.297 min): BM035392.D\data.ms (-2754) (- m/z 55.10 100.00%

55.1
5000
T o
19.00 19.50
0 m/z 69.10 87.79%
mlz--> 50 100 150 200 250 300 350
Abundance #211541: Tetradecyl trifluoroacetate
55.0
7.0
5000 —— =
19.00 19.50
m/z 43.10  72.31%
168.0
01\5\0‘\ ‘ |M\ “‘ r 1“ \‘h‘\ ‘W T ‘\ T \" T \2\4\‘1‘0\ \2\9\2i0\ L
miz--> 50 100 150 200 250 300 350
Abundance #71723: 1-Tetradecene
43.0
83-0 T ‘ T T ‘ T
19.00 19.50
5000 m/z 83.10  69.19%
LLLL e asmo
oY B e —
miz--> 50 100 150 200 250 300 350
Abundance #307569: 3-Heptafluorobutyroxytetradecane = —
41.0 19.00 19.50
m/z 41.10 69.02%
5000 3.0
25.0 169.0
Y- ) N S e
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35392.D

Acqg On : 03 Jun 2022 13:14

Operator : CG/JU

Sample : N2987-09

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

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

P034-SS001-1824-01

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 Octadecanoic acid

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
19.427 97.41 ng 12601000  Chrysene-di12 21.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual

284 C18H3602
256 C16H3202
242 C15H3002
372 C22H4404
186 C11H2202

1 Octadecanoic acid

2 n-Hexadecanoic acid

3 Pentadecanoic acid

4 Octadecanoic acid, 2-(2-hydroxye...
5 Undecanoic acid

Abundance Scan 2778 (19.427 min): BM035392.D\data.ms (-2765) (-

000057-11-4 99
000057-10-3 93
001002-84-2 83
000106-11-6 64
000112-37-8 58

m/z 73.00 100.00%

%

19.50

m/z 43.10 91.09%

a8

19.50

m/z 60.00 81.33%

-

19.50

m/z 57.10 76.58%

-

19.50

m/z 55.10 70.93%

73.0
129.1
5000
185.1 241.2
0l JH,J b AL “u 3421 4012 475,
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #179091: Octadecanoic acid
43.0
5000 1290
} 185.0 284.0
O\\“\“‘ JH\"“““’
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
H 213.0
ol bbb 0 1L
m/z--> 0 50 lOO 150 200 250 300 350 400 450
Abundance #126203: Pentadecanoic acid
73.0
5000 129.0
242.0
LT
0 H‘Hl‘\ H ‘m ‘N‘\ il iy ‘ ‘ \ L

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35392.D

Acqg On : 03 Jun 2022 13:14

Operator : CG/JU

Sample : N2987-09

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

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

P034-SS001-1824-01

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 9 Eicosanoic acid

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
20.497 2.36 ng 304955 Chrysene-d12 21.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanoic acid 312 C20H4002 000506-30-9 99
2 Heptadecanoic acid 270 C17H3402 000506-12-7 92
3 Heneicosanoic acid 326 C21H4202 002363-71-5 90

228 C14H2802
354 C23H4602

4 Tetradecanoic acid
5 Tricosanoic acid

Abundance Scan 2960 (20.497 min): BM035392.D\data.ms (-2956) (-

000544-63-8 83
002433-96-7 70

m/z 73.00 100.00%

269.1
185.1 —
m \H M\ }3542 431.2 503.2 2050
O MR Rt L dpbalyl blobed LZ205 SORE D525 m/z 43.05 94.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #214913: Eicosanoic acid
43.0
5000 1290 2050
’ 312.0 m/z 57.10  88.18%
O‘\\J\ " \‘h“h“\fﬁ[WMWl[Yl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #161157: Heptadecanoic acid
73.0
——
270.0 20.50
5000 ITI/Z 60.00 70.53%
1111
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #232199: Heneicosanoic acid —
43.0 326.0 20.50
m/z 55.10 66.99%
129.0
5000
227.0 ‘
o_m“‘,‘ HH\HJUM‘\‘_“H“m_Hwwwwwww —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35392.D

Acqg On : 03 Jun 2022 13:14

Operator : CG/JU

Sample : N2987-09

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

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

P034-SS001-1824-01

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 13

R.T. EstConc Area Relative to ISTD R.T.
20.986 2.31 ng 298511  Chrysene-di12 21.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
5 Pentacosane 352 C25H52 000629-99-2 91

Abundance Scan 3043 (20.986 min): BM035392.D\data.ms (-3039) (-
57.1

m/z 57.10 100.00%

5000 K\NANWM\W]ka\%AJLJk
21.00
0 “ ‘.‘h A H Liohh2es2 | 8268 41714751 . 9110 76.78%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #314331: Triacontane
57.0
5000 T
21.00
m/z 43.10 62.87%
\\\‘\!\\‘!1\![\\!\‘\\\\‘\1\\‘1\\\‘\\1\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #298427: Octacosane
57.0
—
21.00
5000 ITI/Z 85.10 55.70%
oL bl 1‘11? ‘0‘1‘69 0 225.0 281.0 337.0 394.0
‘H““ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane —
57.0 21.00
m/z 55.00 27.13%
5000 \xw&wﬁwvﬂfkvﬂkduwjk
113.0
0 ‘ ‘ ‘ h H J\l { 11\6.99225 0 2950 367.0
A A A e S e e e e —
m/z--> 50 100 150 200 250 300 350 400 450 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35392.D

Acqg On : 03 Jun 2022 13:14

Operator : CG/JU

Sample : N2987-09

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

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

P034-SS001-1824-01

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 9

R.T. EstConc Area Relative to ISTD R.T.
21.133 3.54 ng 457697  Chrysene-d12 21.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 1-Tetracosene 336 C24H48 010192-32-2 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
5 Pentacos-1-ene 350 C25H50 016980-85-1 94

Abundance Scan 3068 (21.133 min): BM035392.D\data.ms (-3064) (-

m/z 57.10 100.00%

57.1
5000
{ 1p5.1 T LN
207.0 21.00 21.50
o_wH‘H‘Muw!‘uu«m‘H‘2‘5"‘1"‘1‘“3?3‘511‘“4‘2‘9;‘1”‘595‘11”‘ m/z 43.05 89.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #273800: 1-Hexacosene
57.0
5000 T —
21.00 21.50
1P5.0 m/z 83.10 86.33%
0 \‘\ ’ | “ i \‘ 1\ \I1|820 292.0 364.0
‘\\\ ‘\11\‘1\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #232316: Behenic alcoho
83.0
— —
21.00 21.50
5000 ITI/Z 55.10 81.08%
026! ‘l y h)i.o. 210.0 280.0 ubA
A A A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #244230: 1-Tetracosene T ——
55.0 21.00 21.50
m/z 97.05 79.14%
5000
1p25.0
336.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35392.D

Acqg On : 03 Jun 2022 13:14

Operator : CG/JU

Sample : N2987-09

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

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

P034-SS001-1824-01

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 12 Hexacosane

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
21.703 2.91 ng 376144  Chrysene-d12 21.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 90
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 3165 (21.703 min): BM035392.D\data.ms (-3161) (- m/z 57.10 100.00%
57.1
000 WL
2150 22,00
7.1 207.0 . .
‘ 281.1 355.1
o‘HH_muﬁwHH,HH_m_HwH“““""?‘2“9‘5?15“9””‘ m/z 71.10  72.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275537: Hexacosane
57.0
5000 — ——
21.50 22.00
m/z 43.05 60.05%
o \‘ || 1#7:0197.0267.0 3670
‘HH‘HH‘\H\‘HH’\H\‘\\H‘W\H‘\H\‘\H\‘HH‘HH‘HH‘H\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #307033: Octacosane, 2-methyl-
57.0
— —
21.50 22.00
5000 m/z 85.10 54.58%
. | F¥70107.00670 3650
_‘H_‘H_‘H‘HH,HH‘H‘WH‘WH‘WH‘W‘HW‘HW‘H‘_H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane — 7
57.0 21.50 22.00
m/z 55.00 23.58%
. M
0 \HH £70197.0267.0337.0407.0 491.0562.0
e A e e e e e e P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35392.D

Acqg On : 03 Jun 2022 13:14

Operator : CG/JU

Sample : N2987-09

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

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

P034-SS001-1824-01

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 .gamma.-Sitosterol

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
25.232 19.18 ng 2295870 Perylene-di2 23.774
Hit# of 5 Tentative ID MW MolForm CASH# Qual

414 C29H500
414 C29H500
414 C29H500
414 C29H500
400 C28H480

1 .gamma.-Sitosterol

2 .beta.-Sitosterol

3 (3s,8S,95,10R,13R,14S,17R)-17-((. ..
4 17-(1,5-Dimethylhexyl)-10,13-dim...
5 Campesterol

Abundance Scan 3765 (25.232 min): BM035392.D\data.ms (-3759) (-
43.0
107.1

|

\
O o LA
50 100 150 200 250 300 350 400 450 500
#310597: .gamma.-Sitosterol

213.2

5000

m/z-->
Abundance
43.0

5000
414.0
2130

0 ‘J‘[‘ “ JH ‘ L W T ﬂ.u ‘ as8 ||

50 100 150 200 250 300 350 400 450 500
#310596: .beta.-Sitosterol

303.0

m/z-->
Abundance
43.0

5000
107.0

m IHH H‘h ! \me \’H‘ \”‘ inm H.\ dh N L

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

Abundance #310626: (3S,8S,9S,10R,13R,14S,17R)-17-((2R,5R)-5,6-
43.0

414.0
3.0

%

0

5000

oLl “ |

50 100 150 200 250 300 350 400 450 500

145.0 382.0

“

m/z-->

8270-BM@60222.M Mon Jun 06 18:56:26 2022

000083-47-6 95
000083-46-5 83
029365-29-5 30
1000210-86-9 25
000474-62-4 25

m/z 43.05 100.00%

~

25.00
m/z 107.10

25.50
76.66%

-

25.00
m/z 213.20

25.50
73.17%

%

25.00
m/z 145.05

25.50
71.52%

25.00
m/z 105.10

25.50
65.84%

-

25.00 25.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35392.D

Acqg On : 03 Jun 2022 13:14

Operator : CG/JU

Sample : N2987-09 :
Misc : P034-SS001-1824-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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|
(E)-4-(3-Hydrox... 16.639 3.9 ng 335170 4 17.233 1742680 20.0
n-Hexadecanoic ... 18.145 50.2 ng 4377940 4 17.233 1742680 20.0
trans-Sinapalde... 18.415 5.0 ng 432811 4 17.233 1742680 20.0
trans-Sinapyl a... 18.462 4.2 ng 367955 4 17.233 1742680 20.0
Methyl stearate 19.221 2.3 ng 201439 4 17.233 1742680 20.0
Linoelaidic acid 19.274 6.6 ng 573207 4 17.233 1742680 20.0
Tetradecyl trif... 19.297 12.7 ng 1107500 4 17.233 1742680 20.0
Octadecanoic acid  19.427 97.4 ng 12601000 5 21.415 2587250 20.0
Eicosanoic acid 20.497 2.4 ng 304955 5 21.415 2587250 20.0
Triacontane 20.986 2.3 ng 298511 5 21.415 2587250 20.0
1-Hexacosene 21.133 3.5 ng 457697 5 21.415 2587250 20.0
Hexacosane 21.703 2.9 ng 376144 5 21.415 2587250 20.0
.gamma.-Sitosterol 25.232 19.2 ng 2295870 6 23.774 2393820 20.0
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