LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32322\
Data File : BM@34342.D

Acqg On : 23 Mar 2022 17:08
Operator : CG/JU

Sample : N2063-01

Misc :

ALS vial : 4 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-BM@31522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@34342.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.495 377 384 393 rBV 1900095 2763929 48.12% 4.713%
2 7.095 649 656 664 rBV 1801959 2867488 49.93% 4.889%
3 7.937 793 799 806 rBV 540729 847071 14.75% 1.444%
4 9.095 989 996 1008 rBV 1142268 1849619 32.20% 3.154%
5 10.748 1270 1277 1284 rBV 719338 1215723 21.17% 2.073%

6 13.207 1688 1695 1707 rVB 2569027 3817137 66.46%
7 14.466 1905 1909 1921 rVB3 107976 253432  4.41%
8 14.577 1922 1928 1934 rVB 1022343 1503750 26.18%
9 15.130 2019 2022 2031 rVB 93419 157314  2.74%
10 16.001 2168 2170 2174 rVB2 76466 95231 1.66%
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11 16.060 2174 2180 2186 rVB 2312383 3202172 55.75%
12 16.348 2226 2229 2237 rVB3 126106 191589 3.34%
13 16.607 2270 2273 2276 rVB 72097 81361 1.42%
14 16.701 2284 2289 2301 rVB 676069 1378487 24.00%
15 16.859 2312 2316 2323 rVB 107545 170131 2.96%
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16 17.312 2388 2393 2398 rBV 1244812 1822159 31.73%
17 17.971 2502 2505 2512 rVB4 143143 217270 3.78%
18 18.212 2541 2546 2555 rBV 723285 1024736 17.84%
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19 18.489 2585 2593 2595 rBV 1178570 2121470 36.94% 617%
20 18.530 2596 2600 2616 rVB 2897740 4799810 83.57% 184%
21 19.365 2739 2742 2750 rVB 181477 267400 4.66% ©.456%
22 19.483 2758 2762 2770 rVB 358186 471387 8.21% 0.804%
23 19.742 2801 2806 2811 rVB2 160670 304702 5.31% ©.520%
24 19.930 2833 2838 2843 rBV 4659124 5743476 100.00% 9.793%
25 20.218 2883 2887 2891 rBv2 159825 222203 3.87% ©.379%

26 21.200 3049 3054 3060 rVB 1205794 1642229 28.59%
27 21.489 3097 3103 3107 rBV 1706599 2403942 41.86%
28 21.647 3125 3130 3137 rVB 1551577 1912272 33.29%
29 22.106 3204 3208 3220 rVB 1873557 2613891 45.51%
30 22.612 3289 3294 3300 rVB 1653783 2339126 40.73%
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31 23.165 3383 3388 3394 rBV 1522238 2520272 43.88%
32 23.800 3490 3496 3503 rVB 1110525 2010838 35.01%
33 23.900 3506 3513 3525 rVB2 1180777 2530326 44.06%
34 24.530 3614 3620 3628 rVB 803500 1643966 28.62%
35 25.382 3760 3765 3783 rVB3 527301 1643836 28.62%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32322\
Data File : BM@34342.D

Acqg On : 23 Mar 2022 17:08
Operator : CG/JU

Sample : N2063-01

Misc

ALS vial : 4 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-BM@31522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 58649745
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32322\
Data File : BM@34342.D

Acqg On : 23 Mar 2022 17:08
Operator : CG/JU

Sample : N2063-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundoaonce TIC: BM034342.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32322\
Data File : BM@34342.D

Acqg On : 23 Mar 2022 17:08
Operator : CG/JU

Sample : N2063-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 3,4-Altrosan Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.466 3.37 ng 253432  Acenaphthene-di10 14.577
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Altrosan 162 C6H1005 1000129-76-4 83
2 .beta.-D-Glucopyranose, 1,6-anhy... 162 C6H1005 000498-07-7 72
3 D-Allose 180 C6H1206 002595-97-3 64
4 1,6-Anhydro-.beta.-d-talopyranose 162 C6H1005 1000133-05-8 64
5 Heptanoic acid 130 C7H1402 000111-14-8 53
Abundance Scan 1909 (14.466 min): BM034342.D\data.ms (-1905) (- 60.00 100.00%
60.0
84.0 11111349 80. 1450
36 ! 156.9180.1 209.9 57.05  45.48%

0 R s A

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38142: 3,4-Altrosan
60.0

5000

1450
73.00  35.49%

98.0
ol i L, 122.01440
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38155: .beta.-D-Glucopyranose, 1,6-anhydro-
60.0

1450
5000 42.05 20.30%
29.0
98.0
0! e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55180: D-Allose —
60.0 14.50
m/z 43.00 18.50%
5000
98.0
N L M0 1s00
A T T T T T T —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32322\
Data File : BM@34342.D

Acqg On : 23 Mar 2022 17:08
Operator : CG/JU

Sample : N2063-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 Phenol, 4-ethenyl-2,6-dimet... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.130 2.09 ng 157314  Acenaphthene-di10 14.577
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-ethenyl-2,6-dimethoxy- 180 C10H1203 028343-22-8 94
2 4-Methyl-2,5-dimethoxybenzaldehyde 180 C10H1203 004925-88-6 80
3 9H-Fluorene, 9-methyl- 180 C14H12 002523-37-7 47
4 2,6-Dimethoxy-4-vinylphenyl acetate 222 C12H1404 046501-14-8 45
5 1,2,4-Cyclopentanetrione, 3-(2-p... 180 C10H1203 054644-27-8 43

Abundance Scan 2022 (15.130 min): BM034342.D\data.ms (-2019) (- m/z 180.10 100.00%

180.1 ' '
5000
137.1
77.0 LI—— UL
‘ ‘ , 15.00 15.50
I wah“w” uhhjﬁMwm;_MHH‘W‘Z}?“"Q‘H_Wz‘%?: m/z 165.05 44.97%
miz—s 20 40 60 80 100120140160 180200220240 260280
Abundance #54343: Phenol, 4-ethenyl-2,6-dimethoxy-
180.0
5000 \
137.0 113570005 3115'22/
77.0 m/z
39.0
O’\\\\‘\\‘\‘\“\H\\\““\f‘%‘\‘\\\“‘\\\”\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #54369: 4-Methyl-2,5-dimethoxybenzaldehyde

o

180.0
15.00 15.50
5000 m/z 77.00 22.90%
77.0 134.0
39.0 ‘ H
o,‘WWW‘HW‘J“_‘ml“mmhw“w“wwwHWWHW
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #55054: 9H-Fluorene, 9-methyl- — —
180.0 15.00 15.50
m/z 91.05 19.82%
5000

89.0
510 | |~ 12201520 MH\

0
T B

m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50

3
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32322\
Data File : BM@34342.D
Acqg On : 23 Mar 2022 17:08
Operator : CG/JU
Sample : N2063-01
Misc
ALS vial : 4 Sample Multiplier: 1
Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 Phenol, 2,6-dimethoxy-4-(2-... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.348 2.10 ng 191589  Phenanthrene-di10 17.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,6-dimethoxy-4-(2-prope... 194 C11H1403 006627-88-9 93
2 (E)-2,6-Dimethoxy-4-(prop-1-en-1... 194 C11H1403 020675-95-0 86
3 3-Hydroxy-4-methoxycinnamic acid 194 C1eH1e04 000537-73-5 62
4 2,5-cyclohexadiene-1,4-dione, 2,... 194 C10H14N202 1000400-30-4 53
5 Stilbene, .alpha.-methyl-, (E)- 194 C15H14 000833-81-8 53
Abundance Scan 2229 (16.348 min): BM034342 D\data.ms (-2226) (- m/z 194.10 100.00%
194.
5000 91.0 /NMM\MIJA\“WMNA“NM
= —
H 31310 ‘ 16.00 16.50
0 “‘h¢w¢mmwwh‘hm ”N\M\ e “‘\“34;W m/z 91.00 38.48%
miz-> 50 100 150 200 250 300
Abundance #68752: Phenol, 2,6-dimethoxy-4-(2-propenyl)-
194.0
5000 — ——
91.0 16.00 16.50
39.0 1310 m/z 179.10 21.61%
‘\u M‘H Mh h h\h mrh hm H \“ ‘
O\\\ \\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300
Abundance  #68804: (E)-2,6-Dimethoxy-4-(prop-1-en-1-yl)phenol
194.0
— —
16.00 16.50
5000 m/z 119.00 21.22%
91.0
1310
01‘5‘0‘ \\ \uj_ﬂu M\ o Hh ull ‘hm‘ “‘ ‘H\‘ i} ‘\‘ T
miz--> 50 100 150 200 250 300
Abundance #68436: 3-Hydroxy-4-methoxycinnamic acid — —
194.0 16.00 16.50
m/z 77.00 18.56%
5000
77.0 133.0
k]
O‘w‘w‘\‘\M‘\\\H‘h‘\‘\‘h‘\‘\‘\‘m\\ \\\“H“HH“H‘ — —
m/z--> 50 100 150 200 250 300 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32322\
Data File : BM@34342.D

Acqg On : 23 Mar 2022 17:08
Operator : CG/JU

Sample : N2063-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 (E)-4-(3-Hydroxyprop-1-en-1... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.701 15.13 ng 1378490  Phenanthrene-d10 17.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-4-(3-Hydroxyprop-1-en-1-yl)-... 180 C10H1203 032811-40-8 97
2 4-(1-Hydroxyallyl)-2-methoxyphenol 180 C10H1203 112465-50-6 70
3 6-Methylnicotinic acid 137 C7H7NO2 003222-47-7 38
4 Ethyl-.beta.-(4-hydroxy-3-methox... 224 C12H1604 061292-90-8 27
5 Phenol, 3-methyl-4-nitroso- 137 C7H7NO2 000615-01-0 25

Abundance Scan 2289 (16.701 min): BM034342.D\data.ms (-2284) (- m/z 137.05 100.00%

137.1
180.1
5000 91.1
51.0 N PN
‘ ‘ ‘ 22 9 16.50 17.00
0l Whey § 2219 28423270 /) 194,10 64.50%
miz--> 50 100 150 200 250 300
Abundance #54491: (E)-4-(3-Hydroxyprop-1-en-1-yl)-2-methoxyphen
137.0
180.0
5000 = —
91.0 16.50 17.00
51.0 m/z 180.10  56.88%
15.0 ‘
0 \H‘H\”“i“\w\\‘\‘\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250 300
Abundance #54362: 4-(1-Hydroxyallyl)-2-methoxypheno
137.0
T =
16.50 17.00
5000 m/Z 91.10 44.78%
180.0
91.0
o b
miz-> 50 100 150 200 250 300
Abundance #19137: 6-Methylnicotinic acid —— T
137.0 16.50 17.00
m/z 77.00 32.97%
5000
92.0
39.0 H
owuw““““ ‘u‘wHH_HWHH‘HH —— —
m/z--> 100 150 200 250 300 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32322\
Data File : BM@34342.D

Acqg On : 23 Mar 2022 17:08
Operator : CG/JU

Sample : N2063-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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-Sinapyl alcohol Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.971 2.38 ng 217270  Phenanthrene-di10 17.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Sinapyl alcohol 210 C11H1404 020675-96-1 99
2 cis-Sinapyl alcohol 210 C11H1404 104330-63-4 93
3 Syringylacetone 210 C11H1404 019037-58-2 70
4 1-(1-Hydroxybutyl)-2,5-dimethoxy... 210 C12H1803 149083-03-4 49
5 4-Ethoxy-2,5-dimethoxybenzaldehyde 210 C11H1404 1000121-30-2 43

Abundance Scan 2505 (17.971 min): BM034342.D\data.ms (-2502) (-  m/z 210.10 100.00%

167.1210.1
5000 77.0
1211
—
18.00
267.8 i
0. Wby 00 3PS LA0L ) 167,10 97.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #86880: trans-Sinapyl alcoho
210.0
167.0
5000 RN
18.00
77.0 121.0‘ m/z 154.00 50.18%
0 29: \“w”\“h“\Mi“‘\“‘ [ I
miz--> 50 100 150 200 250 300 350 400
Abundance #86878: cis-Sinapyl alcoho
167.0210.0
—
18.00
5000 77.0 ITI/Z 77 .00 43.64%
121.0
29.
0! ﬂWmm»“ T
miz--> 50 100 150 200 250 300 350 400
Abundance #86874: Syringylacetone —
167.0 18.00
m/z 149.00 37.11%
5000
210.0
43.0 123.0
) N PIDUYSSED I SN N ——— —
m/z--> 50 100 150 200 250 300 350 400 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32322\
Data File : BM@34342.D

Acqg On : 23 Mar 2022 17:08
Operator : CG/JU

Sample : N2063-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.212 11.25 ng 1024740  Phenanthrene-d10 17.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Octadecanoic acid 284 C18H3602 000057-11-4 81
5 Tridecanoic acid 214 C13H2602 000638-53-9 76

Abundance Scan 2546 (18 212 min): BM034342.D\data.ms (-2541) (-  m/z 73.00 100.00%

5000
129.1
213.2 m— ——
‘ 1711 ‘ 256.3 18.00 18.50
ol -3 A DL L 12950 3410 s 1 ggo7%
m/z--> 100 150 200 250 300 350
Abundance #143510.n-Hexadecanok:add
5000 129.0 R T
18.00 18.50
171.0 213.0 256.0 m/z 60.00 84.54%
0! “hu“““““‘“‘\‘\‘\\’L\\\\‘\\\\‘\
miz--> 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid
73.0
== =
18.00 18.50
5000 m/z 41.05 73.16%
129.0
29. 185.0 228.0
oL ““ “ML‘H} ‘\ | \‘m‘\ “\‘ \‘ ) “\‘ L e
miz--> 50 100 150 200 250 300 350
Abundance #126199:Pentadecanok:acm —— —
18.00 18.50
m/z 55.10 71.33%
5000 129.0
29.0
‘ 199.0 242.0
SERT RV N O N e b
m/z--> 5 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32322\
Data File : BM@34342.D

Acqg On : 23 Mar 2022 17:08
Operator : CG/JU

Sample : N2063-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 3,5-Dimethoxy-4-hydroxycinn... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.489 23.29 ng 2121470  Phenanthrene-d10 17.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204 087345-53-7 90
2 trans-Sinapaldehyde 208 C11H1204 004206-58-0 64
3 Acetic acid, (5-formyl-2-methoxy... 208 C11H1204 099865-67-5 46
4 Imidazo[5,4-e][1,4]diazepine-4,7... 208 C9H12N402 144105-22-6 45
5 1,2-Dimethoxy-4-(3-methoxy-1-pro... 208 C12H1603 1000313-35-0 42

Abundance Scan 2593 (18.489 min): BM034342.D\data.ms (-2585) (- m/z 208.10 100.00%

208.1
165.1
5000
77.0
122. R
18.50
0 2811 3430 40L!  n/7 165.10  56.66%
mlz--> 50 100 150 200 250 300 350 400
Abundance  #84493: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0
5000 T
165.0 18.50
65.0 m/z 137.00  49.54%
Lt
ok ‘\“u\\‘\H\‘u“‘\ ML\‘ b i by \\u al b
m/z--> 50 100 150 200 250 300 350 400
Abundance #84448: trans-Sinapaldehyde
208.0
e
18.50
5000 165.0 ITI/Z 77 .05 36.98%
77.0 15 T
0 o ‘H\ J“‘mh‘\‘u\\‘u‘ ‘uu N‘ h\ hhu il H ‘\‘ N
miz-> 50 100 150 200 250 300 350 400
Abundance #84511: Acetic acid, (5-formyl-2-methoxybenzyl) ester e
165.0 18.50
m/z 180.10 30.07%
50001 43.0
91.0 208.0
oww“““w‘w by R R R —
m/z--> 50 100 150 200 250 300 350 400 18.50

8270-BM@31522.M Thu Mar 24 15:55:01 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32322\
Data File : BM@34342.D

Acqg On : 23 Mar 2022 17:08
Operator : CG/JU

Sample : N2063-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 cis-Sinapyl alcohol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.530 52.68 ng 4799810  Phenanthrene-di10 17.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Sinapyl alcohol 210 C11H1404 020675-96-1 94
2 cis-Sinapyl alcohol 210 C11H1404 104330-63-4 93
3 Syringylacetone 210 C11H1404 019037-58-2 60
4 2,4-imidazolidinedione, 5,5-dime... 210 C1@H14N203 1000396-14-1 43
5 4-Ethyl-2,6-dimethoxyphenol 182 C10H1403 014059-92-8 42

Abundance Scan 2600 (18.530 min): BM034342.D\data.ms (-2596) (-  m/z 167.10 100.00%

16V7.1
5000
77.0
T
18.50
ol ‘M“w“‘““ﬂ“ﬂ“‘1““%‘%'%‘;“‘ L 2lpl 2691 3561 429 ./, j10.10  89.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #86880: trans-Sinapyl alcoho
210.0
5000 —
154, 18.50
77.0 ‘ m/z 154.10  40.27%
0 29, \“w”\h“\ui“‘\“‘ JSLL L L I
m/z--> 50 100 150 200 250 300 350 400
Abundance #86878: cis-Sinapyl alcoho
210.0
T
18.50
5000 77.0 154.0 m/z 77.00 36.34%
29
o! ﬂWWW“ N
m/z--> 50 100 150 200 250 300 350 400
Abundance #86874: Syringylacetone 7
167.0 18.50
m/z 149.00 32.71%
5000
43.0 12%0
0 H‘\Wumw‘HHM‘V““‘m““““u“““‘_“‘ ——
m/z--> 50 100 150 200 250 300 350 400 18.50

8270-BM@31522.M Thu Mar 24 15:55:03 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32322\
Data File : BM@34342.D

Acqg On : 23 Mar 2022 17:08
Operator : CG/JU

Sample : N2063-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 Benzene, 1,1'-(1,3-butadiyn... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.365 2.93 ng 267400 Phenanthrene-di10 17.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fluoranthene 202 C16H10 000206-44-0 95
2 Pyrene 202 Clé6H1e 000129-00-0 91
3 Benzene, 1,1'-(1,3-butadiyne-1,4... 202 C1l6H10 000886-66-8 81
4 1,4-Pentadiyn-3-one, 1,5-diphenyl- 230 C17H100 015814-30-9 50
5 Succinic acid, di(4-cyanophenyl)... 320 C18H12N204 1000360-71-2 38

Abundance Scan 2742 (19.365 min): BM034342.D\data.ms (-2739) (- m/z 202.10 100.00%

202.1
5000
5, 1010 1510 - 19.00 19.50
Ol iteuid 1510 | 2643 3419 415 . 56310 18.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #78088: Fluoranthene
202.0
5000 == Sk
19.00 19.50
m/z 200.10 17.78%
101.0
0 510 | 150.0 |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #78083: Pyrene
202.0
i P
19.00 19.50
5000 m/z 201.10  13.80%
101.0
o 510 [ 1500 |
R e e B
miz--> 50 100 150 200 250 300 350 400
Abundance  #78094: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis- e S
202.0 19.00 19.50
m/z 101.00 12.74%
h M
ol 510 101500
R o P o
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50

8270-BM@31522.M Thu Mar 24 15:55:04 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32322\
Data File : BM@34342.D

Acqg On : 23 Mar 2022 17:08
Operator : CG/JU

Sample : N2063-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.483 3.92 ng 471387  Chrysene-d12 21.489
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 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 50

Abundance Scan 2762 (19 483 min): BM034342.D\data.ms (-2758) (- m/z 73.00 100.00%

!

5000 129.1
185.2 2413
‘ ‘ 284.1 19.50
0 ﬂmhlﬂ‘uﬂ‘u‘uu“*p“ﬂu“‘34}l‘ m/z 43.10  99.67%
m/z--> 150 200 250 300 350
Abundance #179089: Octadecanoic acid

%

5000 AU
129.0 1050
m/z 57.10  85.54%
‘ 18‘5 0 410 28‘4.0
O' ‘H‘M m ‘ ‘\ \‘ T T \‘\ \‘ T \‘\ ‘ T ‘ T
10

m/z--> 0 150 200 250 300 350
Abundance #126199:Pentadecan0k:acm
—
19.50
5000 129.0 ITI/Z 60.05 79.32%
29.0
‘ 199.0 2420
0\\“\” ‘uh\\\\u‘\m“ ‘ ‘ ‘ ‘\‘\H“\‘HH‘HH“
m/z--> 100 150 200 250 300 350
Abundance #92068: Tridecanoic acid —
73.0 19.50
m/z 55.10 77 .15%
5000
29.
129.0
‘ 171.0 2140
OH“ ‘M‘u I \um h\ ‘ \m‘ “‘\‘ ‘\H“HH‘HH“ —r—
m/z--> 50 100 150 200 250 300 350 19.50

8270-BM@31522.M Thu Mar 24 15:55:05 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32322\
Data File : BM@34342.D

Acqg On : 23 Mar 2022 17:08
Operator : CG/JU

Sample : N2063-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 Phenol, 4,4'-(1-methylethyl...

Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
19.742 2.54 ng 304702  Chrysene-d12 21.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602
2 2,2-Bis-(4-hyxroxyphenyl)-butane 242 C16H1802
3 4,4'-(1,3-Dimethylbutylidene)bis... 270 C18H2202
4 2
52

,5-bis(Trimethylsilyl)thiophene 228 C1eOH20SSi2

H,8H-Benzo[1,2-b:5,4-b"' ]Jdipyran... 228 C14H1203

Abundance Scan 2806 (19.742 min): BM034342.D\data.ms (-2801) (-

000080-05-7 92
000077-40-7 53
006807-17-6 53
017906-71-7 49
000553-19-5 47

m/z 213.05 100.00%

218.1
5000
119.1 e s
65.0 l 165.1 ‘ | 2810 ‘ 19.50 20.00
0 wmw bl p e L4 2PR0 8960 4200 p7 202,10 26.38%
m/z--> 100 150 200 250 300 350 400
Abundance #109421. Phenol, 4,4'-(1-methylethylidene)bis-
218.0
5000 —r— A,
19.50 20.00
119.0 m/z 119.05 21.32%
o 650 | 1650
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #126302: 2,2-Bis-(4-hyxroxyphenyl)-butane
213.0
e o
19.50 20.00
5000 ITI/Z 214.10 14.70%
119.0
65.0 165.0
0“\yhhﬂaw“NHMUc“‘“J‘H“,““““W““
miz--> 50 100 150 200 250 300 350 400
Abundance #161285: 4,4'-(1,3-Dimethylbutylidene)bisphenol = =
213.0 19.50 20.00
m/z 228.10 14.67%
5000
119.0
0 650\\\ 165.0 270.0
e e B AR R R (Nt —
m/z--> 50 100 150 200 250 300 350 400 19.50 20.00

8270-BM@31522.M Thu Mar 24 15:55:07 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32322\
Data File : BM@34342.D

Acqg On : 23 Mar 2022 17:08
Operator : CG/JU

Sample : N2063-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 Heptadecane

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
21200 13.66 ng 1642230 Chrysene-d12 21.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecame 240 C17H36 000629-78-7 92

2 Carbonic acid, hexadecyl prop-1-... 326 C20H3803

3 1-Octadecanesulphonyl chloride 352 C18H37Cl02S

4 Carbonic acid, octadecyl prop-1-... 354 C22H4203
5 Carbonic acid, octadecyl vinyl e... 340 C21H4003

Abundance Scan 3054 (21.200 min): BM034342.D\data.ms (-3049) (-
57.1

5000

’ 1} “1?“7}" 1972 2811 3871 476.1535.

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

o

Abundance #123958: Heptadecane
57.0
5000
L 127.0 240.0
0 IAHMH

‘\\1\[\11\‘11\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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

Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester
57.0

5000

Ul igeo 0 e
(RN R TN SR ——

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

1000382-90-3 91
1000342-70-4 91
1000383-11-5 91
1000382-54-4 91

m/z 57.10 100.00%

i

21.00 21.50
m/z 43.10 72.77%

i

21.00 21.50
m/z 71.10 65.07%

N

21.00 21.50
m/z 85.10 43.32%

N

Abundance #261362: 1-Octadecanesulphonyl chloride
57.0 21.00 21.50
m/z 55.05 37.70%
B ARM,MWWWMAgJMAJmMJk
9.0
0 ” \l HH][\M Ly 288.0
R e R RRARRasE s — —

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

8270-BM@31522.M Thu Mar 24 15:55:08 2022

21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32322\
Data File : BM@34342.D

Acqg On : 23 Mar 2022 17:08
Operator : CG/JU

Sample : N2063-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 13 Hexadecane

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
21.647 15.91 ng 1912270  Chrysene-di12 21.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Docosane, 9-butyl- 366 C26H54 055282-14-9 94
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 93
4 Docosane, 5-butyl- 366 C26H54 055282-16-1 93
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 3130 (21.647 min): BM034342.D\data.ms (-3125) (-
57.1

5000

113.1
ok |4 | ], 169222812811 357.1 4161 475.1
e i

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

Abundance #107216: Hexadecane
57.0
5000
113.0
0 \’w |\ I n\ [ \11690 22.60
\\\‘\1\!‘!1\1‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘

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

m/z 57.10 100.00%

N

=T ==
21.50 22.00
m/z 71.10 67.08%

-

=T =
21.50 22.00

m/z 43.10 66.26%

-

Abundance #275540: Docosane, 9-butyl-
43
— —
21.50 22.00
5000 ITI/Z 85.10 47.76%
9.0 1820 309.0
252.0 :
0 ‘Ju‘uﬁkA‘«W“h_‘HJM‘H,‘m?ﬁ“c?wwm
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275544: Docosane, 11-butyl- T =
57.0 21.50 22.00
m/z 41.05 25.30%
h w
113.0
ol ALLIT,, 2200 30903660 S )
m/z--> 50 100 150 200 250 300 350 400 450 21.50 22.00

8270-BM@31522.M Thu Mar 24 15:55:09 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32322\
Data File : BM@34342.D

Acqg On : 23 Mar 2022 17:08
Operator : CG/JU

Sample : N2063-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 Heneicosane

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
22.106  21.75 ng 2613890  Chrysene-d12 21.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Eicosane 282 C20H42 000112-95-8 95
3 Octacosane 394 (C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 3208 (22.106 min): BM034342.D\data.ms (-3204) (-
57.1

5000

ob | [L[272 1072 281.1337.34011 4901
b 2902 2811387.3 4001 4901

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

Abundance #194587: Heneicosane
57.0
5000
127.0
0 \‘ “ |.| J lﬁ\ | d1\917-10‘. 29\60
’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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

Abundance #176384: Eicosane
57.0
5000
TS as70 2820
O e
T \ \ I I I T \ I \ I

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

m/z 57.10 100.00%

N

‘ ‘ =
22.00 22.50
m/z 71.10 69.35%

=== =
22.00 22.50
m/z 43.10 65.72%

-

: ‘ —
22.00 22.50
m/z 85.10 47.99%

N

Abundance #298427: Octacosane ‘ ‘ =
57.0 22.00 22.50
m/z 55.10  24.87%
h JtﬁMﬁwﬂ¢J\whw,«A~J
ol LU 1270 1970 2810  394.0
R A A S e e e

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

8270-BM@31522.M Thu Mar 24 15:55:10 2022

T —
22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32322\
Data File : BM@34342.D

Acqg On : 23 Mar 2022 17:08
Operator : CG/JU

Sample : N2063-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 15 Hexacosane

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
22.612 19.46 ng 2339130  Chrysene-d12 21.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3294 (22.612 min): BM034342.D\data.ms (-3289) (-
57.1

5000

ol ‘]]\ | ,169.22253 3233 394.4  489.
bl b LTS EERE PSR A T

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

Abundance #275537: Hexacosane
57.0
5000
113.0
0 ‘l‘ |H \‘ I‘ { \ll\6\902250 295.0 367.0
\\\\‘\\r\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘

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

Abundance #298427: Octacosane
57.0
5000
ol L) 1\\1‘3 0 169.0 225.0 281.0 337.0 394.0
A e T e

miz—> 0 50 100 150 200 250 300 350 400 450

m/z 57.10 100.00%

22.50 23.00
m/z 71.10 68.58%

22.50 23.00
m/z 43.10 63.35%

— :
22.50 23.00
m/z 85.10 49.01%

L

Abundance #194590: Heneicosane
57.0 22.50 23.00
m/z 55.10 24.73%
h \ﬁﬁmﬂxxvj\wfxww¢vxw
l ‘ || u‘ | | 169:0225.0 296.0
0 ‘H““H“‘H“"w“‘W““W‘“‘H“‘H““H“ ‘

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

8270-BM@31522.M Thu Mar 24 15:55:11 2022

T ‘
22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32322\
Data File : BM@34342.D

Acqg On : 23 Mar 2022 17:08
Operator : CG/JU

Sample : N2063-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 16 Octadecane, 5,14-dibutyl-

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
23.165 19.92 ng 2520270  Perylene-d12 23.900
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 90
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Pentacosane 352 (C25H52 000629-99-2 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 3388 (23.165 min): BM034342.D\data.ms (-3383) (-
57.1

5000

252.1
7.1

0 WIEEY | 3233 401.0 475.1
b 3233 40104751

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #275553: Octadecane, 5,14-dibutyl-
43.0
5000
1250 309.0
‘Jh 11\910 .
O‘\H P T T T T T T T T T T T T T T T T T T T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #347241: Tetratetracontane
57.0
5000
ol | 1 |1 127:0197.0267.0337.0407.0 491.0562.0
et e e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

m/z 57.10 100.00%

N

= =
23.00 23.50
m/z 71.10 67.70%

-

= —
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32322\
Data File : BM@34342.D

Acqg On : 23 Mar 2022 17:08
Operator : CG/JU

Sample : N2063-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 17 Heptadecane, 9-octyl-

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
23.800 15.89 ng 2010840  Perylene-d12 23.900
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 4-Methylheneicosane 310 C22H46 025117-29-7 90
5 Octacosane 394 (C28H58 000630-02-4 90

Abundance Scan 3496 (23.800 min): BM034342.D\data.ms (-3490) (-
57.1

5000

127 252.1
ol | ﬂ ,“4910 [ 30033654 475153,
kb e 3654 4751535,

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32322\
Data File : BM@34342.D

Acqg On : 23 Mar 2022 17:08
Operator : CG/JU

Sample : N2063-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 18 Octadecane, 2-methyl-

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
24.530  12.99 ng 1643970  Perylene-di12 23.900
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91

Abundance Scan 3620 (24.530 min): BM034342.D\data.ms (-3614) (-
57.1

5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32322\
Data File : BM@34342.D

Acqg On : 23 Mar 2022 17:08
Operator : CG/JU

Sample : N2063-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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 19 Tricosane

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
25.382 12.99 ng 1643840  Perylene-di12 23.900
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Tricosane 324 (C23H48 000638-67-5 95
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
4 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 3765 (25.382 min): BM034342.D\data.ms (-3760) (-
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5000
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32322\
Data File : BM@34342.D

Acqg On : 23 Mar 2022 17:08
Operator : CG/JU

Sample : N2063-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31522.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|
3,4-Altrosan 14.466 3.4 ng 253432 3 14.577 1503750 20.0
Phenol, 4-ethen... 15.130 2.1 ng 157314 3 14.577 1503750 20.0
Phenol, 2,6-dim... 16.348 2.1 ng 191589 4 17.312 1822160 20.0
(E)-4-(3-Hydrox... 16.701 15.1 ng 1378490 4 17.312 1822160 20.0
trans-Sinapyl a... 17.971 2.4 ng 217270 4 17.312 1822160 20.0
n-Hexadecanoic ... 18.212 11.3 ng 1024740 4 17.312 1822160 20.0
3,5-Dimethoxy-4... 18.489 23.3 ng 2121470 4 17.312 1822160 20.0
cis-Sinapyl alc... 18.530 52.7 ng 4799810 4 17.312 1822160 20.0
Benzene, 1,1'-(... 19.365 2.9 ng 267400 4 17.312 1822160 20.0
Octadecanoic acid  19.483 3.9 ng 471387 5 21.489 2403940 20.0
Phenol, 4,4'-(1... 19.742 2.5 ng 304702 5 21.489 2403940 20.0
Heptadecane 21.200 13.7 ng 1642230 5 21.489 2403940 20.0
Hexadecane 21.647 15.9 ng 1912270 5 21.489 2403940 20.0
Heneicosane 22.106 21.8 ng 2613890 5 21.489 2403940 20.0
Hexacosane 22.612 19.5 ng 2339130 5 21.489 2403940 20.0
Octadecane, 5,1... 23.165 19.9 ng 2520270 6 23.900 2530330 20.0
Heptadecane, 9-... 23.800 15.9 ng 2010840 6 23.900 2530330 20.0
Octadecane, 2-m... 24.530 13.0 ng 1643970 6 23.900 2530330 20.0
Tricosane 25.382 13.0 ng 1643840 6 23.900 2530330 20.0
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