LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121021\
Data File : BM@33394.D

Acqg On : 10 Dec 2021 15:01

Operator : CG/JU

Sample : M4919-03 :
Misc : FDR-MW-4-20211202

ALS vial : 5 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-BM120821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@33394.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.490 376 383 391 rBV 572203 851218 19.61% 2.217%
2 7.078 646 653 662 rBv 337481 550800 12.69% 1.435%
3 7.901 787 793 8600 rBV 247023 402744 9.28% 1.049%
4 9.066 983 991 998 rBV 974177 1624410 37.42% 4.231%
5 10.701 1261 1269 1274 rBV 332718 602614 13.88% 1.569%

6 13.154 1679 1686 1692 rBV 2269419 3346521 77.09%
7 14.530 1914 1920 1925 rBV 540441 791466 18.
8 14.583 1925 1929 1936 rVB 41495 68645 1.58%
9 15.089 2010 2015 2032 rVB2 130121 273634 6
10 15.860 2141 2146 2157 rVB3 47573 142362 3

OO0 ON
=
N
O
R

11 15.966 2160 2164 2167 rVV 63679 91700 2.11%
12 16.018 2167 2173 2180 rVB 2097342 3028980 69.77%
13 16.301 2215 2221 2232 rVB2 182392 331695 7.64%
14 16.565 2261 2266 2271 rBV 81243 131821 3.04%
15 16.660 2275 2282 2295 rVB2 366077 721447 16.62%

RPoOONO®
0
o)
N
3R

16 16.813 2304 2308 2320 rVB 101142 180982 4.17%
17 17.271 2380 2386 2391 rBV 719747 1080754 24.90%
18 17.924 2494 2497 2503 rVB5 45978 60802 1.40%
19 18.154 2531 2536 2546 rBV 172418 292759  6.74%
20 18.442 2579 2585 2589 rBV 800372 1345644 31.00%

WoOoOOoONO®
=
Ul
o]
R

21 18.489 2589 2593 2606 rVB 1159030 1912895 44.06%
22 18.683 2613 2626 2640 rVB2 508112 2201592 50.71%
23 19.424 2749 2752 2764 rVB2 94393 135221 3.11%
24 19.883 2824 2830 2835 rBV 3365232 4341147 100.00% 11.
25 20.101 2858 2867 2877 rBV2 845462 2548721 58.71%

RO UV A
w
U1
N
R

26 21.077 3025 3033 3040 rBV 1111050 2372604 54.65%
27 21.430 3088 3093 3105 rBV 872021 1160474 26.73%
28 21.883 3162 3170 3177 rVB 917904 2171486 50.02%
29 21.959 3179 3183 3190 rVB4 110495 216598 4.99%
30 22.753 3311 3318 3328 rVB 832849 1945078 44.81%

o uUulwo
o))
Ul
(@)
R

31 23.747 3479 3487 3500 rVB3 922437 2399864 55.28%
32 24.894 3675 3682 3695 rVB2 349453 1069304 24.63% 2.785%

o))
N
U1
[
R

Sum of corrected areas: 38395982
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121021\
Data File : BM@33394.D

Acqg On : 10 Dec 2021 15:01

Operator : CG/JU

Sample : M4919-03 :
Misc : FDR-MW-4-20211202

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM120821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM033394.D\data.ms
3500000

3000000

2500000

2000000

1500000

1000000 9.066
5.490

500000
7.078 7.901 10.701

0 T ‘ T T ’ T T ‘ L ‘ L ‘ L ‘ L ’ T T ‘ T T ‘ L ‘ L ‘ L ‘ T T ‘ T T ‘ L ‘ L ‘ L ‘ L
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance TIC: BM033394.D\data.ms
3500000 19.883

3000000
2500000 13.154

16.018
2000000
1500000

1000000

500000

O ‘ T T ‘ L ‘ T T T ‘ T T T ‘ L ’ T T ‘ T T ‘ L ‘ T T T ‘ L ‘ T T ‘ L B ‘ L ‘ T T T ‘ T T T ‘ T T T ‘ L B ‘ T

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50

Abundance TIC: BM033394.D\data.ms
3500000

3000000
2500000
2000000

1500000{ 51 g77

21.883
1000000
500000
0 L ‘ L ‘ L ‘ L ’ T T ‘ L ‘ L ‘ L ‘ L ‘ T T ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ T T ‘ L ‘ L
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121021\
Data File : BM@33394.D

Acqg On : 10 Dec 2021 15:01

Operator : CG/JU

Sample : M4919-03 :
Misc FDR-MW-4-20211202

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM120821.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 Phenol, 4-ethenyl-2,6-dimet... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.089 6.91 ng 273634  Acenaphthene-di10 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-ethenyl-2,6-dimethoxy- 180 C10H1203 028343-22-8 53
2 Benzaldehyde, 4-nitro-, O-methyl... 180 C8H8N203 033499-32-0 25
3 4-Hydroxy-2-mercapto pteridine 180 C6HANAOS 052023-48-0 18
4 Benzaldehyde, m-nitro-, O-methyl... 180 C8H8N203 033499-33-1 17
5 2,3,5,6-Tetrafluoroanisole 180 C7HAF40 002324-98-3 11

Abundance Scan 2015 (15.089 min): BM033394.D\data.ms (-2010) (- | m/z 64.00 100.00%

64.0 180.1
5000
137.1
91.0 = ‘
390‘ ‘ M 15.00
ow_m,m‘“w“ A dlgaoll L 412101 s 1ge 10 89.32%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #54343: Phenol, 4-ethenyl-2,6-dimethoxy-
180.0
5000 =1 :
1370 15.00
m/z 191.90  39.60%
0

0 77.0
51.
\\\\‘2\7\.9\"\\‘\‘\“\“\\\“‘\\‘\‘]\-?f\()\“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

180.0 L

15.00
5000 m/z 165.10 36.71%
76.0 103.0
149.0
1 SNBSUINMSINEUMSMNMS Sy IS /BN MU USSHBES B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55269: 4-Hydroxy-2-mercapto pteridine e ‘
180.0 15.00
m/z 137.05 35.77%
5000 93.0
66.0 122.0
280
bl ), 1520 |
0mwm,‘m‘MH‘M‘,mwmwm,uu‘mwm‘ —— ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121021\
Data File : BM@33394.D

Acqg On : 10 Dec 2021 15:01

Operator : CG/JU

Sample : M4919-03 :
Misc FDR-MW-4-20211202

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM120821.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 2-Piperidinecarboxylic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.860 3.60 ng 142362  Acenaphthene-di10 14.530
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Piperidinecarboxylic acid 129 C6H11NO2 000535-75-1 53
2 1-Pyrrolid-2-one, N-carbamoyl- 128 C5H8N202 040451-67-0 53
3 N-Methyl-N-(tetrahydro-2-furanyl... 240 C13H24N202 1000469-58-6 50
4 2-piperidineacetic acid, ethyl e... 171 C9H17NO2 1000404-61-1 50
5 2-Nonylcyclopentanone 210 C14H260 1000433-19-9 47
Abundance Scan 2146 (15.860 min): BM033394.D\data.ms (-2141) (- | m/z 84.10 100.00%
84.1
5000 ﬁ/\H
56.1
1941 T T T
‘ ‘ | 1191 1510 ‘ 15.50 16.00
Ol el b b 2l b mjz 56.10 25.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14750: 2-Piperidinecarboxylic acid
84.0
5000 — —
56.0 15.50 16.00
m/z 41.00 18.63%
i \“ el 129.0
0 H\‘HH“\H‘\‘\{\\‘ \H‘\H\‘\H\‘HH‘\H\’\H\‘HH‘\H\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
84.0
— ——
15.50 16.00
m/z 194.10  18.38%
5000 41.0 /
128.0
0Lt e b e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123224: N-Methyl-N-(tetrahydro-2-furanylmethyl)-4-pipe = ===
84.0 15.50 16.00
m/z 77.05 12.56%
5000
169.0
43.0
0 15.0 \“\ Ll 12\6.0 1 197.0 240.C
e e e e e e e P ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121021\
Data File : BM@33394.D

Acqg On : 10 Dec 2021 15:01

Operator : CG/JU

Sample : M4919-03 :
Misc : FDR-MW-4-20211202

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM120821.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 (E)-2,6-Dimethoxy-4-(prop-1... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.301 6.14 ng 331695 Phenanthrene-d10 17.271
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-2,6-Dimethoxy-4-(prop-1-en-1... 194 C11H1403 020675-95-0 94
2 Phenol, 2,6-dimethoxy-4-(2-prope... 194 C11H1403 006627-88-9 94
3 6-Methoxyeugenyl isobutyrate 264 C15H2004 1000465-70-7 64
4 2-Propenoic acid, 3-(4-hydroxy-3... 194 C10H1004 001135-24-6 52
5 3-Hydroxy-4-methoxycinnamic acid 194 C10H1e04 000537-73-5 52
Abundance Scan 2221 (16.301 min): BM033394.D\data.ms (-2215) (- | m/z 194.05 100.00%
194.1
5000 91.1 A——/JL/¥
== =
53.0 h fl'o 610‘ 16.00 16.50
ok “;Hh ih‘w‘\h‘\h‘ [/ ‘\H‘h‘ ik “\‘m‘ ﬁ M‘ b - 2‘8‘1$ m/z 91.10 41.43%
miz--> 50 100 150 200 250
Abundance  #68804: (E)-2,6-Dimethoxy-4-(prop-1-en-1-yl)phenol
194.0
5000 e o
91.0 16.00 16.50
31.0 m/z 77.10 28.19%
53.0 ‘ T
01‘5-‘0‘ | imu‘\‘m‘ \‘} i ‘\Hh‘ . ‘Mm‘ “}6‘\%‘0‘“ “‘ ————
miz--> 50 100 150 200 250
Abundance
194.0
—— —
16.00 16.50
5000 m/z 119.00 25.27%
91.0
39.0 1310 163.0
]
m/iz--> 50 100 150 200 250
Abundance #152921: 6-Methoxyeugenyl isobutyrate T 7
194.0 16.00 16.50
m/z 179.10 19.66%
5000
43.0
91.0 1310
ot L P ROR0 ) 23302640 i ot
m/z--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121021\
Data File : BM@33394.D

Acqg On : 10 Dec 2021 15:01

Operator : CG/JU

Sample : M4919-03 :
Misc FDR-MW-4-20211202

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM120821.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 Ethanone, 1-(4-hydroxy-3,5-... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.566 2.44 ng 131821  Phenanthrene-di10 17.271
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-(4-hydroxy-3,5-dimet... 196 C10H1204 002478-38-8 97
2 4,5-Dimethoxy-2-hydroxyacetophenone 196 C10H1204 020628-06-2 87
3 2'-Hydroxy-3',4'-dimethoxyacetop... 196 C10H1204 1000433-07-2 80
4 4-Acetyl-2,6-dimethoxyphenyl ace... 238 C12H1405 1000385-76-7 74
5 3'-Hydroxy-2',4'-dimethoxyacetop... 196 C10H1204 1000433-07-3 64
Abundance Scan 2266 (16.565 min): BM033394.D\data.ms (-2261) (- | m/z 181.10 100.00%
181.1
- \_,L
43.1 = ‘
77.0 137.]W 16.50
Ol el b L 2810 341y g 96,10 46.11%
miz--> 50 100 150 200 250 300
Abundance #70955: Ethanone, 1-(4-hydroxy-3,5-dimethoxyphenyl)-
181.0
5000 e :
43.0 16.50
' m/z 43.10  24.22%
93.0
O T “\‘ N \M\ m\‘“ \“‘ w \ﬂ-éﬁlﬂ T \‘ T “ T T T T ‘ T T T T ‘ T T T 7T
m/z--> 50 100 150 200 250 300
Abundance
181.0
N T
16.50
5000 m/z 153.05 12.67%
43.0 .
950 135.0
ol e
miz--> 50 100 150 200 250 300
Abundance  #70915: 2'-Hydroxy-3',4'-dimethoxyacetophenone ! —— ‘
181.0 16.50
m/z 182.10  10.12%
B MJ\WMM
135.0
S0 w0 Tl
o v -
m/z--> 50 100 150 200 250 300 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121021\
Data File : BM@33394.D

Acqg On : 10 Dec 2021 15:01

Operator : CG/JU

Sample : M4919-03 :
Misc : FDR-MW-4-20211202

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM120821.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 (E)-4-(3-Hydroxyprop-1-en-1... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.660 13.35 ng 721447  Phenanthrene-di10 17.271
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-4-(3-Hydroxyprop-1-en-1-yl)-... 180 C10H1203 032811-40-8 83
2 4-(1-Hydroxyallyl)-2-methoxyphenol 180 C10H1203 112465-50-6 53
3 3,7-Benzofurandiol, 2,3-dihydro-... 180 C10H1203 017781-15-6 43
4 Benzaldehyde, 2-hydroxy-, oxime 137 C7H7NO2 000094-67-7 38
5 Benzene, 1-methyl-4-nitro- 137 C7H7NO2 000099-99-0 38

Abundance Scan 2282 (16.660 min): BM033394.D\data.ms (-2275) (- | m/z 137.05 100.00%

137.1
911 180.1
5000
51.0

T
16.50 17.00

1 mu\u 221.1

0 A B 22110 sy 104,05 68.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54484: (E)-4-(3-Hydroxyprop-1-en-1-yl)-2-methoxyphen
137.0
180.0
5000 e e
91.0 16.50 17.00

m/z 91.10 58.27%

39.0 5a0
O' . 15 \}“\M\“1\\\“‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
137.0

T
16.50 17.00

5000 m/z 180.10 54.88%
180.0
O AR A A RS R N SRS SRS AR R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54475: 3,7-Benzofurandiol, 2,3-dihydro-2,2-dimethyl- R Fe
137.0 16.50 17.00

m/z 77.10 47.75%

h 1 ij\.f
65.0 91.0 ‘
20 ‘ I

Y BN RV Y O N — B -

m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121021\

Data File : BM@33394.D

Acqg On : 10 Dec 2021 15:01

Operator : CG/JU

Sample : M4919-03 :
Misc FDR-MW-4-20211202

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM120821.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 6 Syringylacetone Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
16.813 3.35 ng 180982  Phenanthrene-di10 17.271
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Syringylacetone 210 C11H1404 019037-58-2 96
2 3,5-Dimethoxy-4-hydroxyphenylace... 212 C10H1205 004385-56-2 80
3 3,5-Dimethoxy-4-hydroxybenzeneet... 198 C10H1404 020824-45-7 72
4 2,6-Dimethoxy-4-propylphenol 196 C11H1603 006766-82-1 72
5 1-Butanone, 1-(2,4,6-trihydroxy-... 210 C11H1404 001509-06-4 59

Abundance Scan 2308 (16.813 min): BM033394.D\data.ms (-2304) (- | m/z 167.10 100.00%
16V7.1
5000 \W%MM”MJ\LMVMWM/\A
210.1 7 1
431 771 123.1 16.50 17.00
obrbppwn™o b L 2600 7 216,10 18.30%
miz--> 50 100 150 200 250
Abundance #86874: Syringylacetone
167.0
5000 ic —
16.50 17.00
210.0 m/z 43.10  15.45%
43‘_0 78.0 12?.0 |
O\\\\“\”\“\\“\\“\\“\\\\‘\‘\\\‘\\\\
miz--> 50 100 150 200 250
Abundance
167.0
— ——
212.0 16.50 17.00
5000 ’ m/z 168.10 9.56%
150 530 ggq 1230
]
m/iz--> 50 100 150 200 250
Abundance  #73166: 3,5-Dimethoxy-4-hydroxybenzeneethanol — —
167.0 16.50 17.00
m/z 123.10 9.26%
5000
198.0
o 430 790 1230
T T ‘\‘ “ \m\ \H‘ T ‘ H\ \M T ‘\ ‘M T T T “ T T ‘ T T ‘ T T ‘ T
m/z--> 50 100 150 200 250 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121021\
Data File : BM@33394.D

Acqg On : 10 Dec 2021 15:01

Operator : CG/JU

Sample : M4919-03 :
Misc : FDR-MW-4-20211202

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM120821.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 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.154 5.42 ng 292759  Phenanthrene-di10 17.271
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Undecanoic acid 186 C11H2202 000112-37-8 58

Abundance Scan 2536 (18.154 min): BM033394.D\data.ms (-2531) (- | m/z 73.05 100.00%

43.1 73.0
5000
129.0

213.2 T —
171.2 256.1 18.00 18.50
0 m/z 43.10 92.82%
mi/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid MM/
60.0

5000 129.0 r L

18.00 18.50
97.0 m/z 60.10 83.01%

H 1710 2130 256.0
—— ‘M ‘H‘H \‘ “H‘\‘\‘ Mh“‘\ ;‘H‘\‘n} ‘\ ‘ “ “ “‘ \‘ “‘ - ‘ ‘\‘ ——
m/z--> 50 100 150 200 250
Abundance

73.0

— T
430 18.00 18.50

o

5000 ITI/Z 41.10 79.69%
129.0
185.0 228.0
oL e —— — — —
m/z--> 50 100 150 200 250
Abundance #92070: Tridecanoic acid T ——
73.0 18.00 18.50

m/z 55.10  75.96%

43.0
5000
129.0
1710 2140
| a

1‘4‘1‘0‘\‘ Ud‘u‘u “H‘\‘\} ‘\‘ S T e — — ——
m/z--> 50 100 150 200 250 18.00 18.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121021\
Data File : BM@33394.D

Acqg On : 10 Dec 2021 15:01

Operator : CG/JU

Sample : M4919-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

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

FDR-MW-4-20211202

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM120821.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 3,5-Dimethoxy-4-hydroxycinn...

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.442  24.90 ng 1345640  Phenanthrene-d10 17.271
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204 087345-53-7 96
2 trans-Sinapaldehyde 208 C11H1204 004206-58-0 91
3 Acetic acid, (4-formylphenoxy)-,... 208 C11H1204 051264-69-8 46
4 1,3,4-Thiadiazolium, 2,3-dihydro... 208 C9H8N2S2 019703-86-7 41
5 6-Amino-2-(4-methylpiperidin-1-y... 208 C10H16N40 1000388-65-9 38

Abundance Scan 2585 (18.442 min): BM033394.D\data.ms (-2579) (- | m/z 208.10 100.00%
208.1
165.1
5000 771
39.1 122.1] e
18.50
0 251.0281.C /7 165.10  59.22%
miz--> 50 100 150 200 250
Abundance  #84493: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0
5000 1
165.0 18.50
65.0 m/z 137.05  53.55%
Wiss il
ob—— \“u MJ‘\H\‘H‘H‘\ ‘\}L\“‘\‘u‘ w‘ “um‘ M R | \“ e
miz--> 50 100 150 200 250
Abundance
208.0
e
18.50
5000 165.0 m/z 77.10 39.02%
70 1220
39.0
I L
m/iz--> 50 100 150 200 250
Abundance  #84509: Acetic acid, (4-formylphenoxy)-, ethyl ester ——
208.0 18.50
135.0 m/z 180.10 31.65%
5000 105.0
29.0
I
0 \MW\”}MWM\N‘N\H\‘\‘\\ - — e
miz--> 50 100 150 200 250 18.50

8270-BM120821.M Wed Dec 15 23:26:35 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121021\
Data File : BM@33394.D

Acqg On : 10 Dec 2021 15:01

Operator : CG/JU

Sample : M4919-03 :
Misc : FDR-MW-4-20211202

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM120821.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 9 trans-Sinapyl alcohol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.489 35.40 ng 1912900  Phenanthrene-d10 17.271
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Sinapyl alcohol 210 C11H1404 020675-96-1 96
2 cis-Sinapyl alcohol 210 C11H1404 104330-63-4 93
3 Syringylacetone 210 C11H1404 019037-58-2 50
4 4-Ethoxy-2,5-dimethoxybenzaldehyde 210 C11H1404 1000121-30-2 43
5 Phenol, 2-(2-imidazo[1,2-a]pyrid... 210 C13H1@N20 057636-32-5 38
Abundance Scan 2593 (18.489 min): BM033394.D\data.ms (-2589) (- | m/z 167.10 100.00%
167.1 210.1
5000 77.0
121.1
391 “ 18.50
0! L M\M ‘M\m M Uk : ‘2‘4‘9-9 282 m/z 210.10 86.88%
miz-> 50 100 150 200 250
Abundance #86880: trans-Sinapyl alcohol
210.0
167.0
5000 U
18.50
70 1519 m/z 77.85 41.16%
39.0 ‘ ‘
oL—— \‘n ‘\M‘ “LL\“ ‘Hi‘ \}‘\\\\‘HHW n‘h‘\‘u ‘hhm‘ M\w‘\u“ M“\ o ‘ G
miz--> 50 100 150 200 250
Abundance
167.0 210.0
——
18.50
5000 77.0 m/z 154.10  40.96%
121.0
39.0
oh Ll M1 bl L e
miz--> 50 100 150 200 250
Abundance #86874: Syringylacetone T
167.0 18.50
m/z 149.05 39.02%
5000
210.0
430 ,go 1230
bt e —
m/z--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121021\
Data File : BM@33394.D

Acqg On : 10 Dec 2021 15:01

Operator : CG/JU

Sample : M4919-03 :
Misc FDR-MW-4-20211202

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM120821.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 10 Pentadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.683 40.74 ng 2201590  Phenanthrene-d10 17.271
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octacosane 394 (C28H58 000630-02-4 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 2626 (18.683 min): BM033394.D\data.ms (-2613) (- | m/z 57.10 100.00%

57.1
5000

o1 .
18.50 19.00
412
ol A «“‘w““ LIA2 1972 2671 3360 n; 43.10  70.61%

m/z--> 50 100 150 200 250 300 350
Abundance #90190: Pentadecane
57.0

5000 — —
18.50 19.00
m/z 71.10 62.82%
1Ty
L bd g, 40 2120
O\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
- =
18.50 19.00
5000 m/z 85.10 43.90%
99.0
0 141.0 183.0 225.0 267.0  338.0
R e R I e
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T —
57.0 18.50 19.00

m/z 41.10 26.77%

5000
9.0
\ “h‘ | | | 1410 183.0 225.0 267.0 309.0  367.(
Al

oLk A —

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\BM121021\

Data File : BM@33394.D

Acqg On : 10 Dec 2021 15:01

Operator : CG/JU

Sample : M4919-03 :
Misc FDR-MW-4-20211202

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM120821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 11 Octadecanoic acid, 2-(2-hyd... Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
19.424 2.33 ng 135221  Chrysene-di12 21.430
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid, 2-(2-hydroxye...

2 Octadecanoic acid
3 Tetradecanoic acid
4 Tridecanoic acid

372 C22H4404
284 C18H3602
228 C14H2802
214 C13H2602

000106-11-6 83
000057-11-4 76
000544-63-8 59
000638-53-9 58

5 n-Decanoic acid 172 C10H2002 000334-48-5 43

Abundance Scan 2752 (19.424 min): BM033394.D\data.ms (-2749) (- | m/z 43.10 100.00%
43.1
5000
129.0
7.0 185.2 241.2 T
" 284.3 355.1 19.50
0! : m/z 73.10  73.00%
m/z--> 0 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e
43.0
5000 L
284.0 19.50
3.0 129.0 m/z 41.18  70.03%
‘ ‘ 1850 2410
o) A \‘\\M “H‘H\‘uh\‘\ M\ ) ; L ‘\ “‘ | ‘\ s ‘\ P “‘ — ‘3‘7‘2‘-'
miz-> 0 50 100 150 200 250 300 350
Abundance
43.0
——
19.50
5000 m/z 57.18  64.42%
129.0
83.0 284.0
O~k MMM o g L Ly e
m/z--> 0 50 100 150 200 250 300 350
Abundance #109279: Tetradecanoic acid ——
73.0 19.50
m/z 60.10 63.51%
5000 129.0
185.0
29. H 228.0
01 ““‘h““m”\“‘\‘\‘\‘\‘\\\\‘\\\\’\\\\‘\\\ —
m/z--> 0 50 100 150 200 250 300 350 19.50

8270-BM120821.M Wed Dec 15 23:26:37 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121021\
Data File : BM@33394.D

Acqg On : 10 Dec 2021 15:01

Operator : CG/JU

Sample : M4919-03 :
Misc FDR-MW-4-20211202

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM120821.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 Heptadecane, 9-octyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.101 43.93 ng 2548720  Chrysene-d12 21.430
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2867 (20.101 min): BM033394.D\data.ms (-2858) (- | m/z 57.10 100.00%
57.1
5000 “J\
— —
‘ ‘ 141 2183 2 20.00 20.50
oL A AL 1 3%4183.2225.3267.13005351.5 m/z 43.10 67.39%
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 M —
20.00 20.50
m/z 71.10 62.22%
oLl \\ | 14101830 23?'0281 0323.0
\\‘\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
— —
20.00 20.50
5000 m/z 85.10 44, 29%
99.0
0 141.0183.0225.0267.0309.0 365.0
T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T e
57.0 20.00 20.50
m/z 55.10  25.39%
h WwwﬂMAVNw/\WWWM&NWwM
oLl L H | 141 0183.0225.0 281.0 337.0 394.
e “““‘“““‘“““““““““‘ e —
m/z--> 50 100 150 200 250 300 350 20.00 20.50

8270-BM120821.M Wed Dec 15 23:26:37 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121021\
Data File : BM@33394.D

Acqg On : 10 Dec 2021 15:01

Operator : CG/JU

Sample : M4919-03 :
Misc FDR-MW-4-20211202

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM120821.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 Hexatriacontane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.077 40.89 ng 2372600  Chrysene-d12 21.430
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Pentacosane 352 (C25H52 000629-99-2 91
4 Octacosane 394 (C28H58 000630-02-4 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3033 (21.077 min): BM033394.D\data.ms (-3025) (- | m/z 57.10 100.00%
57.1
5000 J
‘ 21.00 |
13.1 .
169. 2
(- mﬁ“ Ly n20s 239.2295.4 3654 4TS /7 43.05  66.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339055:; Hexatriacontane
57.0
5000 — :
21.00
m/z 71.10 62.38%
13.0
0 | } | ‘]11 1 169.0225.0281.0337.0393.0449.0 506.(
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
T
21.00
5000 m/z 85.10 44 .06%
0 113.0169.0225.0281.0  380.0
R B e R R e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #262011: Pentacosane = ‘
57.0 21.00
m/z 55.05 24.90%
5000

J‘ L .\169 0225.0281.0 352.0

b4

ol d L LT 22002810 8520
miz—> 0 50 100 150 200 250 300 350 400 450 500 21.00

!
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121021\
Data File : BM@33394.D

Acqg On : 10 Dec 2021 15:01

Operator : CG/JU

Sample : M4919-03 :
Misc FDR-MW-4-20211202

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM120821.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 14 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.883 37.42 ng 2171490  Chrysene-d12 21.430
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 94
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
Abundance Scan 3170 (21.883 min): BM033394.D\data.ms (-3162) (- | m/z 57.10 100.00%
57.1
= =
| F’F 1972 21.50 22.00
o‘mww\_u\WH 22811 36544291 %49 nm/z 43.10  67.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194587: Heneicosane
57.0
5000 — ——
21.50 22.00
m/z 71.10 63.52%
ol L T0 2070 2960
‘\\\\‘\\\\‘\\\}‘\\\‘\“\‘\\\‘\\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
= rop=
21.50 22.00
5000 m/z 85.10 44 ,88%
113.0 210.0
VS AR 1 N —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194597: Pentadecane, 8-hexyl- - T
43.0 21.50 22.00
m/z 55.10  25.49%
5000
196.0
ob AU Liasae e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121021\
Data File : BM@33394.D

Acqg On : 10 Dec 2021 15:01

Operator : CG/JU

Sample : M4919-03 :
Misc FDR-MW-4-20211202

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM120821.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 15 13-Tetradecen-1-o0l acetate Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.959 3.73 ng 216598  Chrysene-di2 21.430
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Tetradecen-1-0l acetate 254 C16H3002 056221-91-1 93
2 Ethyl octacosyl ether 438 C30H620 1010406-37-0 87
3 Methyl triacontyl ether 452 C31H640 1000406-29-9 83
4 1-Methoxyoctacosane 424 C29H600 237742-62-0 83
5 17-Pentatriacontene 491 C35H70 006971-40-0 83
Abundance Scan 3183 (21.959 min): BM033394.D\data.ms (-3179) (- | m/z 43.10 100.00%
43.1
7.1
5000
L2081 22100
’ 281 1 :
otk w‘ Y u‘“' M st b Lt ‘360‘24‘1‘5‘ 2 ‘ “‘1?9" m/z 57.10  91.93%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #140821: 13-Tetradecen-1-ol acetate
43.0
5000 T
22.00
m/z 55.10 80.34%
\d‘ﬂ ‘1P30 254.0
O\\“\‘\‘\\“1\\‘\‘\l‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
——
22.00
5000 111.0 m/z 83.18  72.98%
392.0
0 167.0 223.0 280.0 336.0
B o R e o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #326492: Methyl triacontyl ether —
57.0 22.00
m/z 69.10 69.49%
h I AJ\/\VM
0 \‘ ‘ “\ 1‘\ \i h I \223 O 278 0 336 0 42\0 0
‘H"H“H"_“‘_“w“u“u“‘u“H“_“w ——
m/z--> 50 100 150 200 250 300 350 400 450 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121021\
Data File : BM@33394.D

Acqg On : 10 Dec 2021 15:01

Operator : CG/JU

Sample : M4919-03 :
Misc FDR-MW-4-20211202

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM120821.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 16 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.753 16.21 ng 1945080  Perylene-di12 23.747
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93
3 Octacosane 394 (C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetratetracontane 619 C44H99 007098-22-8 91

Abundance Scan 3318 (22.753 min): BM033394.D\data.ms (-3311) (- | m/z 57.10 100.00%

57.1
5000

T
332.2 22.50 23.00

3. 169.2
o LT am0222520701%%2 5035 ae2 0 10 Ty e
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #275537: Hexacosane
57.0
5000 — S

22.50 23.00
m/z 71.10 61.15%

130
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
=

o

22.50 23.00
5000 ITI/Z 85.10 44 .46%
99.0
155.0 225.0
O T T T T T T T T T T T T T T

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane T =
57.0 22.50 23.00

m/z 55.10  24.88%

|1 14430 169.0 225.0 281.0 337.0 394.0

Obd L T L 2 oo 0 280 3370 3940 - — I
miz--> 50 100 150 200 250 300 350 400 450 500 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121021\
Data File : BM@33394.D

Acqg On : 10 Dec 2021 15:01

Operator : CG/JU

Sample : M4919-03 :
Misc : FDR-MW-4-20211202

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM120821.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 17 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24.894 8.91 ng 1069300  Perylene-di12 23.747
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Eicosane 282 C20H42 000112-95-8 95
3 Docosane 310 C22H46 000629-97-0 93
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Octacosane 394 (C28H58 000630-02-4 91
Abundance Scan 3682 (24.894 min): BM033394.D\data.ms (-3675) (- | m/z 57.10 100.00%
57.1
o J\V/\yq/\L,A\A\
— —
] \F' 1971 24.50 25.00
o_mwuw b2 2801 8321 41514761 549 n/z 71.10  64.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194587: Heneicosane
57.0
5000 = =
24.50 25.00
m/z 43.10 63.59%
oL P10 1070 260
‘\\\\‘\\\\‘\\\}‘\\\‘\“\‘\\\‘\\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
— —
24.50 25.00
5000 m/z 85.10 44 .61%
282.0
1271.0 1979
Ot b L e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #212281: Docosane e —
57.0 24.50 25.00

m/z 55.10  22.59%

- VJJ\/U

701970 3100
o‘“‘w“uw“‘w““_“‘_“‘M““H“‘H“‘H“‘H““ — —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121021\
Data File : BM@33394.D

Acqg On : 10 Dec 2021 15:01

Operator : CG/JU

Sample : M4919-03 :
Misc : FDR-MW-4-20211202

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM120821.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|
Phenol, 4-ethen... 15.089 6.9 ng 273634 3 14.530 791466 20.0
2-Piperidinecar... 15.860 3.6 ng 142362 3 14.530 791466 20.0
(E)-2,6-Dimetho... 16.301 6.1 ng 331695 4 17.271 1080750 20.0
Ethanone, 1-(4-... 16.566 2.4 ng 131821 4 17.271 1080750 20.0
(E)-4-(3-Hydrox... 16.660 13.4 ng 721447 4 17.271 1080750 20.0
Syringylacetone 16.813 3.4 ng 180982 4 17.271 1080750 20.0
n-Hexadecanoic ... 18.154 5.4 ng 292759 4 17.271 1080750 20.0
3,5-Dimethoxy-4... 18.442 24.9 ng 1345640 4 17.271 1080750 20.0
trans-Sinapyl a... 18.489 35.4 ng 1912900 4 17.271 1080750 20.0
Pentadecane 18.683 40.7 ng 2201590 4 17.271 1080750 20.0
Octadecanoic ac... 19.424 2.3 ng 135221 5 21.430 1160470 20.0
Heptadecane, 9-... 20.101 43.9 ng 2548720 5 21.430 1160470 20.0
Hexatriacontane 21.077 40.9 ng 2372600 5 21.430 1160470 20.0
Heneicosane 21.883 37.4 ng 2171490 5 21.430 1160470 20.0
13-Tetradecen-1... 21.959 3.7 ng 216598 5 21.430 1160470 20.0
Hexacosane 22.753 16.2 ng 1945080 6 23.747 2399860 20.0
Eicosane 24.894 8.9 ng 1069300 6 23.747 2399860 20.0
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