LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52522\
Data File : BM@35241.D

Acqg On : 25 May 2022 14:03

Operator : CG/JU

Sample : N2978-03

Misc : SP-303-20220519

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@35241.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.469 398 405 416 rBV 763090 1102074 17.94%  3.148%
2 7.057 669 675 686 rBv 392083 657399 10.70% 1.878%
3 7.887 808 816 825 rBV 354507 555759 9.04%  1.588%
4 9.046 1006 1013 1025 rBV 1061359 1787708 29.09% 5.107%
5 10.693 1285 1293 1301 rBV 413635 712917 11.60% 2.037%
6 13.151 1704 1711 1721 rBV 2757245 4045740 65.84% 11.558%
7 14.528 1938 1945 1953 rBV 638839 928926 15.12% 2.654%
8 16.016 2192 2198 2206 rBV 2227902 3093762 50.35% 8.838%
9 16.674 2307 2310 2320 rVB4 60247 122764 2.00% 0.351%
10 17.269 2405 2411 2419 rBV 769456 1106490 18.01% 3.161%
11 18.174 2560 2565 2580 rBV 642134 984062 16.01% 2.811%
12 18.451 2607 2612 2617 rBV2 84408 164127 2.67% 0.469%
13 18.504 2617 2621 2631 rVB 96387 181988 2.96% 0.520%
14 19.045 2709 2713 2718 rBV 53066 77855  1.27% 0.222%
15 19.121 2723 2726 2731 rVB2 144354 184802 3.01% 0.528%
16 19.257 2746 2749 2754 rBV 61019 70025 1.14% 200%
17 19.357 2763 2766 2771 rVB3 50130 63196 1.03%

18 19.451 2778 2782 2791 rBV 478645 691041 11.25%
19 19.798 2831 2841 2852 rBV2 222685 625927 10.19%
20 19.898 2852 2858 2863 rBV 5240120 6144771 100.00% 17.
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21 21.051 3048 3054 3062 rVB 361800 719637 11.71%
22 21.174 3068 3075 3084 rBV 457961 1082348 17.61%
23 21.451 3118 3122 3128 rBV 1096251 1450681 23.61%
24 21.792 3176 3180 3190 rVB5 226694 510682 .31%
25 22.009 3212 3217 3230 rVB 185352 509261  8.29%
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26 23.833 3521 3527 3532 rBV2 771406 1562691 25.43% 4.464%
27 23.921 3533 3542 3568 rVB4 1139773 5867902 95.49% 16.763%

Sum of corrected areas: 35004535
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 25 May 2022 14:03
: CG/IU
: N2978-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52522\
BM035241.D

SP-303-20220519

: 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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52522\
Data File : BM@35241.D

Acqg On : 25 May 2022 14:03

Operator : CG/JU

Sample : N2978-03

Misc : SP-303-20220519

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 1 (E)-4-(3-Hydroxyprop-1-en-1... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.674 2.22 ng 122764  Phenanthrene-die 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-4-(3-Hydroxyprop-1-en-1-yl)-... 180 C10H1203 032811-40-8 64
2 Phenol, 4-(3-hydroxy-1-propenyl)... 180 C10H1203 000458-35-5 52
3 4-(1-Hydroxyallyl)-2-methoxyphenol 180 C10H1203 112465-50-6 49
4 2,5-Dihydroxy-4-isopropyl-2,4,6-... 180 C10H1203 054755-56-5 38
5 2-Propanone, 1-(4-hydroxy-3-meth... 180 C10H1203 002503-46-0 30

Abundance Scan 2310 (16.674 min): BM035241.D\data.ms (-2307) (- m/z 137.00 100.00%

137.0
60.0 180.1
5000 91.0

253.1 16 50 17 00
0 m/z 180.10 54.73%
miz--> 50 100 150 200 250
Abundance #54491: (E)-4-(3-Hydroxyprop-1-en-1-yl)-2-methoxyphen
137.0
180.0
5000
91.0 16.50 17.00

m/z 60.00 53.04%

: \H\‘ Al \\“u M \‘H m‘ H\ i ‘\ T
m/z--> 50 100 150 200 250
Abundance #54448: Phenol, 4-(3-hydroxy-1-propenyl)-2-methoxy-
137.0

o

16 50 17 00

000/ 290 010 180.0 m/z 124.00  52.07%
0! ' e
miz-> 50 100 150 200 250
Abundance #54362: 4-(1-Hydroxyallyl)-2-methoxyphenol HH— Al
137.0 16.50 17.00

m/z 57.10 50.46%

5000
180.0
o 0 M
\\H \‘\ ‘\\ ‘\ M‘ ‘m L

miz--> 50 100 150 200 250 16,50 17.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52522\
Data File : BM@35241.D

Acqg On : 25 May 2022 14:03

Operator : CG/JU

Sample : N2978-03

Misc : SP-303-20220519

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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.174 17.79 ng 984062  Phenanthrene-d10 17.269
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 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 62

Abundance Scan 2565 (18.174 min): BM035241.D\data.ms (-2560) (- m/z 73.00 100.00%

73.0
5000 129.0
213.2
— e
‘ 17‘11‘ ‘ 256.3 18.00 18.50
o8 L4 Ay 8wy 43010 93.55%

N

miz--> 50 100 150 200 250 300
Abundance #143510 n-Hexadecanoic acid
5000 129.0 R RN
18.00 18.50
171 0 213.0 256.0 m/z 60.00  83.84%
0 L i“‘ ‘ “hH‘ \‘H“\M\ \‘ ‘\ \ T “ \“ T ‘\ T “‘\ L ‘ T T
miz--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid
73.0
— =
18.00 18.50
5000 129.0 m/Z 41.05 77 .61%
29.
199.0 2420
NENED PV T S —
miz--> 50 100 150 200 250 300
Abundance #109279: Tetradecanoic acid — —
73.0 18.00 18.50
m/z 55.10 72.91%
5000 129.0
185.0
29. 228.0
m/z--> 50 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52522\

Data File : BM@35241.D

Acqg On : 25 May 2022 14:03

Operator : CG/JU

Sample : N2978-03

Misc . SP-303-20220519

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 3 trans-Sinapaldehyde Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
18.451 2.97 ng 164127  Phenanthrene-di10 17.269
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 Coumarin, 7,8-dihydro-7-hydroxy-... 208 C10H805 1000263-13-6 58
4 Asarone 208 C12H1603 002883-98-9 52
5 4-(2-Amino-1,3-thiazol-4-yl)-1,3... 208 C9H8N202S 090850-44-5 49

Abundance Scan 2612 (18.451 min): BM035241.D\data.ms (-2607) (-
208.1

m/z 208.10 100.00%

165.0
5000
77.0
122.0 LT
39.0 255.0 284. 18.50
0! : i m/z 165.00 55.54%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #84448: trans-Sinapaldehyde
208.0
5000 L
165.0 18.50
770 1000 m/z 137.00  41.34%
39.0
0,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #84493: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0
—r
18.50
5000 165.0 ITI/Z 180.05 31.38%
b 5]
o wM “M”w“w“ N AN A “H_Ww_wm
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #84397: Coumarin, 7,8-dihydro-7-hydroxy-6-methoxy-8-0  #icg- VAR WISy
208.0 18.50
m/z 77.00 27.03%
5000
o | ke
m/z--> 20 40 60 80 100120140160180200220240260280 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52522\

Data File : BM@35241.D

Acqg On : 25 May 2022 14:03

Operator : CG/JU

Sample : N2978-03

Misc . SP-303-20220519

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 4 trans-Sinapyl alcohol Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
18.504 3.29 ng 181988  Phenanthrene-di10 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 trans-Sinapyl alcohol
2 cis-Sinapyl alcohol

210 C11H1404
210 C11H1404

3 Syringylacetone

4 2H-1-Benzopyran-2-one, 3-chloro-...
5 1-Hydroxy-6-methylphenazine

210 C11H1404
210 C10H7C103
210 C13H1eN20

Abundance Scan 2621 (18.504 min): BM035241.D\data.ms (-2617) (-

020675-96-1 96
104330-63-4 49
019037-58-2 47
006174-86-3 30
014031-08-4 30

m/z 210.05 100.00%

167.0 210.1
5000
77.0
121.0 —— ‘
39.0 ‘ ‘ 18.50
0! \Nwwthwm‘me ‘“““?Q?P“‘%QP; m/z 167.00 97.45%
miz--> 50 100 150 200 250 300
Abundance #86880: trans-Sinapyl alcoho
210.0
167.0
5000 T \
18.50
77.0 15910 m/z 154.85 36.17%
s
04 ‘\h(im \“““‘\““1“@”@“‘”\ “”H\Lh“\ Mi“ \“‘ L B
m/z--> 50 100 150 200 250 300
Abundance #86878: cis-Sinapyl alcoho
167.0 210.0
R
18.50
5000 77.0 m/Z 149.00 33.62%
121.0
39.0
0! WWM‘W“ T
m/z--> 50 100 150 200 250 300
Abundance #86874: Syringylacetone 7
167.0 18.50
m/z 77.00 31.41%
5000
210.0
123.0
m/z--> 50 100 150 200 250 300 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52522\
Data File : BM@35241.D

Acqg On : 25 May 2022 14:03

Operator : CG/JU

Sample : N2978-03

Misc : SP-303-20220519

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 9-Octadecenoic acid (Z)-, m... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

19.121 3.34 ng 184802  Phenanthrene-di10 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 95
2 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 94
3 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 94
4 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 94
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 91

Abundance Scan 2726 (19.121 min): BM035241.D\data.ms (-2723) (- m/z 55.10 100.00%

55.1
5000 71
e o
‘ 38.1 180.1 222.2 2641 19.00 19.50
0— ‘\;\‘ ‘\‘J\“‘h Ll i‘wm m‘H\ iy \!‘ iy ;\‘ “‘m“‘h“ b ?’?Q m/z 41.10 70.18%
mlz--> 50 100 150 200 250 300 350
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 7.0 T ‘ T T ‘ T
19.00 19.50
m/z 74.00 65.62%
37.0 180.0 222.0 264.0
0 \L\ “‘ ‘”‘H‘\”‘\ ‘1 T V‘\ T \H\ T \“ L
m/z--> 50 100 150 200 250 300 350
Abundance #194409: 9-Octadecenoic acid, methyl ester
55.0
R —
19.00 19.50
5000 . m/z 69.10  65.53%
' 264.0
37.0 180.0 2220 ‘
miz-> 50 100 150 200 250 300 350
Abundance #194449: 9-Octadecenoic acid, methyl ester, (E)- —— —
55.0 19.00 19.50
m/z 83.10 49.25%
h M
0! S ——
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@52522\
Data File : BM@35241.D

Acqg On : 25 May 2022 14:03

Operator : CG/JU

Sample : N2978-03

Misc : SP-303-20220519

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 6 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.451 9.53 ng 691041  Chrysene-di2 21.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 64

Abundance Scan 2782 (19.451 min): BM035241.D\data.ms (-2778) (- m/z 43.10 100.00%

43.1
5000 129.1
185.1 241.2 ——
I
Y 10 O O O N [ S sy o PO P S PP
m/z--> 50 100 150 200 250 300 350 400
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 —
19.50
’ 185.0 284.0 m/z 60.00 77.92%
0 \“\ ‘\‘[ . \M‘\‘M ‘\“ T by \l \“\ “ \‘zwg%.‘qw T (LIS L B B
m/z--> 50 100 150 200 250 300 350 400
Abundance #126199: Pentadecanoic acid
3.0
—
19.50
5000 129.0 m/Z 41.10 74 .90%
199.0
27.0
. 244.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #109281: Tetradecanoic acid

T
73.0 19.50

m/z 55.05 74.77%

5000
129.0

228.0
'*8£Q —
m/z--> 50 100 150 200 250 300 350 400 19.50

27.
‘ H‘uw

-

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52522\
Data File : BM@35241.D

Acqg On : 25 May 2022 14:03

Operator : CG/JU

Sample : N2978-03

Misc

ALS vial : 8 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-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 7 Octacosane

Concentration Rank 6

SP-303-20220519

R.T. EstConc Area Relative to ISTD R.T.
19.798 8.63 ng 625927  Chrysene-di12 21.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Tetratetracontane 619 C44H99 007098-22-8 91

Abundance Scan 2841 (19.798 min): BM035241.D\data.ms (-2831) (-

m/z 57.10 100.00%

o

°

o

°

57.1
5000
1950  20.00
ol J‘ mh i H‘ | 311831 239.22811 | 3561401 .. 71 10 66.56%
mlz--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
5000 . s
19.50 20.00
m/z 43.10 65.42%
ol L H | 141 0183.0225.0 281.0 337.0 394.0
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #246483: Tetracosane
57.0
—— —
19.50 20.00
5000 m/z 85.10 46.35%
41.0
o L] omsoms  smo
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane T ——
57.0 19.50 20.00
m/z 55.05 25.30%
41.0
REEIRY w [W0ms0ms0 2es0 A L
m/z--> 50 100 150 200 250 300 350 400 19.50 20.00

8270-BM042722.M Fri May 27 12:19:51 2022

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52522\
Data File : BM@35241.D

Acqg On : 25 May 2022 14:03

Operator : CG/JU

Sample : N2978-03

Misc : SP-303-20220519

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 8 Pentadecane, 8-hexyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.051 9.92 ng 719637  Chrysene-di12 21.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 3054 (21.051 min): BM035241.D\data.ms (-3048) (- m/z 57.10 100.00%
57.1

" wa\vj\jqx/\mha
21.00 |
127.1 207.0 ) :
o ALUIPTE 2070 2611 ssasten s 110 es.as
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194597: Pentadecane, 8-hexyl-
43.0
5000 =
21.00
m/z 43.10 64.69%
196.0
O‘\\\ "\J\‘\‘i\J‘Eklﬂ\‘]\Wl“\!f\l‘ll\\zlsﬁ.\()f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #287976: Heptacosane
57.0
T
21.00
5000 ITI/Z 85.10 50.86%
127.0
oh ‘ Wffo o0 zero  sso
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane T ‘
57.0 21.00
m/z 55.10 24.37%
- QJL
127.0
o ML gm0 ameo L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52522\
Data File : BM@35241.D

Acqg On : 25 May 2022 14:03

Operator : CG/JU

Sample : N2978-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

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

SP-303-20220519

: 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 9 Heptacos-1-ene

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.174 14.92 ng 1082350  Chrysene-d12 21.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacos-1-ene 378 C27H54 015306-27-1 94
2 Octacosyl acetate 452 C30H6002 018206-97-8 94
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
4 1-Hexacosene 364 C26H52 018835-33-1 94
5 Octacosanol 410 C28H580 000557-61-9 94

Abundance Scan 3075 (21.174 min): BM035241.D\data.ms (-3068) (-
57.1

5000 1m1.1

ol 1) n‘ [167.2222.1 2811 355.1 415.9 489.1
AL R Eee st s S91 4159 489

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

Abundance #286432: Heptacos-1-ene
57.0
5000 111.0
3780
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #326466: Octacosyl acetate
43.0 97.0
5000
N H““l‘ f,ozog 0264.0320.0 392.0 452.0
A e e Y T e e

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

m/z 57.10 100.00%

=

21.50
92.39%

21.00
m/z 43.10

%

21.50
84.88%

21.00
m/z 55.10

%

21.50
82.18%

21.00
m/z 83.10

%

Abundance #326112: Heptadecyl heptafluorobutyrate
57.0 21.00 21.50
m/z 97.10 78.75%
5000
111.0
1690
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50

8270-BM042722.M Fri May 27 12:19:53 2022
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Library Se

arch Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52522\

Data File : BM@35241.D

Acqg On : 25 May 2022 14:03

Operator : CG/JU

Sample : N2978-03

Misc . SP-303-20220519

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

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 10 Cholesterol Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
21792 7.081ng s10682 Chrysene-di2 21.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cholesterol 386 Ca7Hag0 000057-88-5 64

2 26-Nor-5-cholesten-3.beta.-01-25... 386 C26H4202
3 (3-Methyl-5-phenyl-4,5-dihydropy... 275 C18H17N3

007494-34-0 64
1000306-61-9 35

4 Cholestane-3,5-diol, 5-acetate, ... 446 C29H5003 041721-93-1 25
5 4-(4-Isopropyl-trans-6-methyl-3-... 386 C20H26N404 1010243-17-3 11
Abundance Scan 3180 (21.792 min): BM035241.D\data.ms (-3176) (- m/z 43.10 100.00%
43.1
105.1 213.2
5000
e e
‘ l” \ 21.50 22.00
0 LA Ly m/z 105.85  63.06%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #292876: Cholesterol
43.0
107.0
275.0
5000 150.0213.0 386.0 —r— e
21.50 22.00
H m/z 107.10  61.36%
0 ‘\‘ ”\ | “ n M“\‘u l‘u
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #292860: 26-Nor-5-cholesten-3.beta.-ol-25-one
43.0
phe e
21.50 22.00
5000 ITI/Z 81.10 60.53%
107.0
‘ H ‘ ‘ 61. 02130 275.0 386.0
o N thH ‘“\h‘ \U h u\h furu, - ‘n ‘.“\‘ ‘i“ : ‘\372‘7‘"0‘\“\‘\ “\‘ [
miz--> 50 100 150 200 250 300 350 400 450
Abundance #167417: (3-Methyl-5-phenyl-4,5-dihydropyrazol-1-yl)phe e —
275.0 21.50 22.00
159.0 m/z 213.15  60.27%
5000 10400
oo 1] Beo | o b
m/z--> 50 100 150 200 250 300 350 400 450 21.50 22.00

8270-BM@42722.M Fri May 27 12:19:54 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52522\
Data File : BM@35241.D

Acqg On : 25 May 2022 14:03
Operator : CG/JU

Sample : N2978-03

Misc

ALS vial : 8 Sample Multiplier: 1

SP-303-20220519

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 11 Heneicosane

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
22.009 7.02 ng 509261 Chrysene-di12 21.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Octacosane, 1-iodo- 520 C28H57I 1000406-32-2 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91

Abundance Scan 3217 (22.009 min): BM035241.D\data.ms (-3212) (-
57.1

5000

i
ol ,HHF“Hl??‘l 28313421 41714762535,
SN e oo L 3421 417.1476.2535.

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

Abundance #194590: Heneicosane
57.0
5000
0‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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

Abundance #307033: Octacosane, 2-methyl-
57.0
5000
“H‘_“W‘H‘ e o e

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

m/z 57.10 100.00%

%

22.00
m/z 71.10 74.72%

%

22.00
m/z 43.10 65.72%

-

22.00
m/z 85.10 59.07%

%

Abundance #340844: Octacosane, 1-iodo-
57.0 22.00
m/z 55.10 26.02%
o M\/\/\j\/\\ﬂm
LT a0m0 amo 390
O‘H“_‘H“H‘_“w‘H"H‘W“H‘H“_‘H“H‘_“w

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

8270-BMO42722.M Fri May 27 12:19:55 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52522\
Data File : BM@35241.D

Acqg On : 25 May 2022 14:03

Operator : CG/JU

Sample : N2978-03

Misc SP-303-20220519

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 12 .beta.-Sitosterol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
23.921 75.10 ng 5867900  Perylene-d12 23.833
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 98
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 98
3 Campesterol 400 C28H480 000474-62-4 46
4 (3S,8S5,95,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 45
5 (3S,8S5,9S5,10R,13R,14S,17R)-17-((... 428 C30H520 020194-50-7 40

Abundance Scan 3542 (23.921 min): BM035241.D\data.ms (-3533) (- m/z 43.10 100.00%

2000 N e \“ﬂmuw/x//f\\wxw/xkv
——
fil
oA LR AT71 5481 m/z 55.10  56.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310596: .beta.-Sitosterol
43.0
5000 245
107.0 :
4140 m/z 57.05 53.09%
Midbughe, 230, 2o
O‘\H ml “ l\“\“”\“\“‘“‘\‘“‘\\w““\‘\”\ ' \‘L\\ \'\Lw‘u\\\\% \l\\\‘uu‘uu‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310597: .gamma.-Sitosterol
43.0
——
24.00
5000 ITI/Z 107.10 51.23%
414.0
1 213.0 303.0
0“w "Hl MMHM%MHHJ.“}“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #302694: Campesterol T
43.0 24.00
m/z 145.05 49.74%
5000 105.0
400.0
“ 213.0 289.0
o_““‘”‘ ,‘“ ‘ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.00

8270-BMO42722.M Fri May 27 12:19:57 2022 Page: 14



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52522\
Data File : BM@35241.D

Acqg On : 25 May 2022 14:03
Operator : CG/JU

Sample : N2978-03

Misc

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---|
Resp Conc|

RT

1106490
1106490
1106490
1106490
1106490
1450680
1450680
1450680
1450680
1450680
1450680

20.
20.
20.
20.
20.
20.
20.
20.
20.
20.
20.

SP-303-20220519

TIC Top Hit name RT EstConc Units Response |#
(E)-4-(3-Hydrox... 16.674 2.2 ng 122764 4
n-Hexadecanoic ... 18.174 17.8 ng 984062 4
trans-Sinapalde... 18.451 3.0 ng 164127 4
trans-Sinapyl a... 18.504 3.3 ng 181988 4
9-Octadecenoic ... 19.121 3.3 ng 184802 4
Octadecanoic acid 19.451 9.5 ng 691041 5
Octacosane 19.798 8.6 ng 625927 5
Pentadecane, 8-... 21.051 9.9 ng 719637 5
Heptacos-1-ene 21.174 14.9 ng 1082350 5
Cholesterol 21.792 7.0 ng 510682 5
Heneicosane 22.009 7.0 ng 509261 5
.beta.-Sitosterol 23.921 75.1 ng 5867900 6

8270-BM@42722.M Fri May 27 12:19:57 2022

1562690

20.
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