LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42621\
Data File : BM@29651.D

Acqg On : 26 Apr 2021 16:00
Operator : CG/JU

Sample : M2159-01

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-BM042121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@29651.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.763 314 319 327 rBV 60835 86996 2.64% 0.303%
2 5.216 390 396 406 rBvV 748387 1074711 32.67% 3.745%
3 6.799 654 665 682 rBV 759128 1228713 37.35% 4.282%
4 7.616 796 804 811 rBV 263108 408058 12.40% 1.422%
5 8.769 993 1000 1009 rBV 449464 760638 23.12%  2.651%
6 10.398 1270 1277 1284 rBV 339840 552344 16.79% 1.925%
7 12.880 1693 1699 1706 rBV 1391279 1998250 60.74% 6.963%
8 13.727 1835 1843 1851 rVB 55863 94296 2.87% ©0.329%
9 14.133 1907 1912 1917 rBV2 28739 53875 1.64% 0.188%
10 14.269 1928 1935 1940 rVB 542415 808869 24.59% 2.819%
11 14.839 2027 2032 2039 rVB 23685 39839 1.21% 0.139%
12 15.757 2183 2188 2197 rVB 863260 1184243 36.00% 4.127%
13 16.063 2235 2240 2247 rVB3 49552 95497 2.90% 0.333%
14 16.316 2279 2283 2288 rBV 22586 33580 1.02% 0.117%
15 16.416 2294 2300 2313 rVB4 70341 174756 5.31% 0.609%

16 17.010 2395 2401 2407 rBV 699671 998675 30.36%
17 17.921 2550 2556 2573 rVB 664455 1011059 30.73%
18 18.192 2597 2602 2607 rBV 176537 271667  8.26%
19 18.239 2607 2610 2617 rVB 121743 177753 5.40%
20 18.386 2627 2635 2655 rVB3 197177 850151 25.84%
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21 19.009 2737 2741 2744 rBV2 36345 52892 1.61%
22 19.080 2747 2753 2761 rBV3 78819 203829 6.20%
23 19.209 2768 2775 2790 rVB 1082546 1577974 47.97%
24 19.433 2811 2813 2824 rVB 34370 43975 1.34%
25 19.645 2843 2849 2859 rBV 2716419 3289791 100.00% 11.
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26 19.762 2861 2869 2882 rVB2 280848 838181 25.48%
27 19.939 2895 2899 2901 rBV3 35920 56542  1.72%
28 19.974 2901 2905 2918 rVB3 100124 292564  8.89%
29 20.704 3022 3029 3035 rBV 453632 983569 29.90%
30 20.921 3062 3066 3074 rBV 290536 376887 11.46%
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31 21.192 3108 3112 3118 rBV 921007 1240274 37.70%
32 21.451 3151 3156 3163 rBV 530506 864591 26.28%
33 22.180 3275 3280 3286 rVB 536081 888105 27.00%
34 22.250 3286 3292 3302 rBV2 576577 1194041 36.30%
35 22.380 3309 3314 3323 rVB4 305115 666737 20.27%
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36 22.980 3411 3416 3425 rVB 364887 776840 23.61%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42621\
Data File : BM@29651.D

Acqg On : 26 Apr 2021 16:00
Operator : CG/JU

Sample : M2159-01

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-BM042121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 23.380 3479 3484 3493 rVB 683914 1227176 37.30% 4.276%
38 23.903 3568 3573 3581 rVB2 300059 700411 21.29%  2.441%
39 24.656 3694 3701 3714 rVB4 465840 1518535 46.16% 5.292%

Sum of corrected areas: 28696884
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 26 Apr 2021 16:00
: CG/JU
: M2159-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42621\
BM029651.D

: 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BM029651.D\data.ms

5.216 6.799

8.769

10.398

7.616
4.763

0
Time-->
Abundance

2500000

2000000

1500000

1000000

500000

300 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

TIC: BM029651.D\data.ms
19.645

12.880
19.209

15.757

17.010 17.921

13.72714.133
A A

0
Time-->
Abundance

2500000

2000000

1500000

1000000

500000

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

TIC: BM029651.D\data.ms

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 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\BM@42621\
Data File : BM@29651.D

Acqg On : 26 Apr 2021 16:00
Operator : CG/JU

Sample : M2159-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
4.763 4.26 ng 86996 1,4-Dichlorobenzene-d4 7.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Ethanone, 1-(2-methylcyclopropyl)- 98 C6H100 000930-56-3 9

Abundance Scan 319 (4.763 min): BM029651.D\data.ms (-314) (-) m/z 43.05 100.00%

3.0
59.1
5000
T Rekakek
83.1 ' ' ’ '
Obererererrrrerrbbr et 2L 83 njz se.16 53.e1%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R N B B I
59.0 4.40 4.60 4.80 5.00
150 1010 m/z 101.10 23.88%
O \\\‘\!‘f‘f‘\\f‘?‘ﬁ\.\o\\“H{\\‘\\}\‘\\\\‘\\\\8‘:\3‘\.(\)\‘\\\}“\'\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime
43.0
A ANAEEaREE
4.40 4.60 4.80 5.00
5000 m/z 58.05 12.86%
101.0
15.0 58.0
0 e lll 700 840
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3152: 5-Hexen-2-one R BERARRasaE
43.0 4.40 4.60 4.80 5.00
m/z 41.05 9.41%
5000
150 27.0 55.0
ool 1L 710 830 980
e e e e e e e e R AR EEEEEE RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42621\
Data File : BM@29651.D

Acqg On : 26 Apr 2021 16:00
Operator : CG/JU

Sample : M2159-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2 4-((1E)-3-Hydroxy-1-propeny... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.416 3.50 ng 174756  Phenanthrene-die 17.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-((1E)-3-Hydroxy-1-propenyl)-2-... 188 C18H1203 1000297-95-5 93
2 3,7-Benzofurandiol, 2,3-dihydro-... 180 C10H1203 017781-15-6 49
3 1-(Prop-2-ynyloxy)-3,4-methylene... 178 C10H1003 019202-22-3 41
4 5-(Acetylaminomethyl)-4-amino-2-... 180 C8H12N40 023676-63-3 35
5 Pyrazine, 2-methoxy-3-(1-methyle... 152 C8H12N20 025773-40-4 27

Abundance Scan 2300 (16.416 min): BM029651.D\data.ms (-2294) (-  m/z 137.00 100.00%

137.0
180.1
5000
——
16.50
0° m/z 180.05 70.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45271: 4-((1E)-3-Hydroxy-1-propenyl)-2-methoxyphenol
137.0
180.0
v

5000 T

16.50
m/z 124.00 64.80%

O,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45277: 3,7-Benzofurandiol, 2,3-dihydro-2,2-dimethyl-
137.0
16.50
m/z 91.10 47.38%
5000 180.0
65.0 91.0
S Y . € S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43616: 1-(Prop-2-ynyloxy)-3,4-methylenedioxybenzene P
137.0 16.50
m/z 178.10 40.38%
5000 107.0 178.0
41.0 79.0 ‘
O\\\‘m\JL\WWUH\W\\M‘\NH‘\H\M\H\‘H\\L\\\M\
m/z--> 20 40 60 80 100 120 140 160 180 200 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42621\
Data File : BM@29651.D

Acqg On : 26 Apr 2021 16:00
Operator : CG/JU

Sample : M2159-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.921 20.25 ng 1011060 Phenanthrene-d10 17.010
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 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 55

Abundance Scan 2556 (17.921 min): BM029651.D\data.ms (-2550) (- m/z 73.10 100.00%
73.1
43.1

5000

-

129.1
213.2
H ‘ 17.2 256.3 18.00
o,w‘g‘:w”‘ um‘ H‘”m‘w:m‘hm_“‘W‘Hu\mu‘“Ww‘,w,m m/z 43.10  84.58%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 R

18.00
m/z 60.05 77.76%

157.0 213.0 256.0

O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #84453: Tetradecanoic acid
73.0
—T
43.0 18.00
5000 ITI/Z 41.10 76.14%
129.0
185.0 228.0
0h WHM‘wu‘uumﬂwwuwu‘_mwuu,uuwu
m/z--> 20 40 6 80 100120140160180200220240260280
Abundance #72646: Tridecanoic acid T
430 73.0 18.00
' m/z 55.10 65.90%
5000
129.0
H ‘ 171.0 214.0
m/z--> 20 40 60 80 100120140160180200220240260280 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42621\
Data File : BM@29651.D

Acqg On : 26 Apr 2021 16:00
Operator : CG/JU

Sample : M2159-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 4 3,5-Dimethoxy-4-hydroxycinn... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.192 5.44 ng 271667  Phenanthrene-die 17.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204 087345-53-7 93
2 Coumarin, 7,8-dihydro-7-hydroxy-... 208 C10H805 1000263-13-6 58
3 trans-2,5-Dimethoxycinnamic acid 208 C11H1204 038489-74-6 45
4 2-Propenoic acid, 3-(2,3-dimetho... 208 C11H1204 007345-82-6 43
5 3-tert-Butyl-4-hydroxyanisole 180 C11H1602 000121-00-6 42

Abundance Scan 2602 (18.192 min): BM029651.D\data.ms (-2597) (-  m/z 208.05 100.00%
208.1

165.1
5000
77.0 S -
39.1 ‘ ‘ ‘ 122.0 18.00 18.50
ok \“u “Mn ‘M\ l ‘\;H‘h‘m‘m” uh“‘ “M uh\’w‘ il 841 | ‘2‘39-‘2 272.1 m/z 165.05 51.77%
miz--> 50 100 150 200 250
Abundance  #67310: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0
5000 T ‘ T T ‘ T
165.0 18.00 18.50
65.0 m/z 137.00  43.47%
L el ]
ob—— \“u [\H‘\H\H‘ u“‘\ w}‘n““\\u“ W‘ “‘um‘ h‘\\i‘ al | \“ .
miz—-> 50 100 150 200 250
Abundance #67239: Coumarin, 7,8-dihydro-7-hydroxy-6-methoxy-8-0
208.0
= -
18.00 18.50
m/z 180.10 30.36%
5000 109.0 /
165.0
51.0 ‘
0 . Hhu \“h‘\‘\‘\”\\ﬂ‘ m”hu ;H\‘H‘\M \‘\L ‘\\ “ wi\\ " Iy ;‘\ ‘ ——
miz-> 50 100 150 200 250
Abundance #67302: trans-2,5-Dimethoxycinnamic acid e A
208.0 18.00 18.50
m/z 177.00 26.99%
5000 177.0
91.0 121.0
oo S0 [l h il e e
miz--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42621\
Data File : BM@29651.D

Acqg On : 26 Apr 2021 16:00
Operator : CG/JU

Sample : M2159-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 5 unknownl8.23 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.239 3.56 ng 177753  Phenanthrene-die 17.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 1-(2,4,6-trihydroxy... 210 C11H1404 1000116-22-3 47
2 Phenol, 2-(2-imidazo[1,2-a]lpyrid... 210 C13H1©N20 057636-32-5 41
3 1-Hydroxy-6-methylphenazine 210 C13H1eN20 014031-08-4 38
4 Benzene, 1,1'-ethylidenebis- 182 C14H14 000612-00-0 38
5 3H-Indazol-3-one, 1,2-dihydro-2-... 210 C13H1ON20 017049-65-9 27

Abundance Scan 2610 (18.239 min): BM029651.D\data.ms (-2607) (-  m/z 210.10 100.00%
167.1 210.1

5000
77.0
121.1 e P
39.1 | | ‘  an 2721 18.00 18.50
0 bl L 2950 T m/z 167.10 0 99.57%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #69035: 2-Pentanone, 1-(2,4,6-trihydroxyphenyl)
167.0
5000 — P
18.00 18.50
210.0 m/z 154.00  38.99%
55.0
0 [N \‘83\0 138.0 ‘ | , I
\H‘HH‘HH‘\H\‘\H\‘HH‘H\\‘HH‘HH‘HH‘\\H‘HH‘HH‘\H\‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #69309: Phenol, 2-(2-imidazo[1,2-a]pyridyl)-
210.0
’/‘\/’\\ ‘ T T ‘ T
18.00 18.50
5000 m/z 149.00  31.00%
78.0 182.0
36.0 H
143.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #69302: 1-Hydroxy-6-methylphenazine e —
210.0 18.00 18.50
m/z 182.10 30.81%
5000
182.0
0 390 ‘77“.0“‘10"5'0 154'0 “\ | TN
T e e Bl —
m/z--> 20 40 60 80 100120140160180200220240260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42621\
Data File : BM@29651.D

Acqg On : 26 Apr 2021 16:00
Operator : CG/JU

Sample : M2159-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 6 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.386 17.03 ng 850151  Phenanthrene-die 17.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Octacosane 394 (C28H58 000630-02-4 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2635 (18.386 min): BM029651.D\data.ms (-2627) - m/z 57.10 100.00%
57.1
5000 M
91 18.00 18.50
41.0 197.1 ’ :
— Mh‘ w“w‘“‘ | 240, 19712382 2951 3881 o 4310 77.27%
mlz--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57.0
5000 — —
18.00 18.50
m/z 71.10 75.83%
9.0
oL LAY, 141018302250 2820
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
— —
18.00 18.50
5000 m/z 85.10 54.40%
9.0
ol | ] 141.0183.0225.0 281.0 337.0 394.
i S m e e
miz--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane _— —
57.0 18.00 18.50
m/z 41.10 33.13%
5000
9.0
o150 | | 11 | 1410183.0225.0267.0300.0  380.0
Tt — —
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42621\
Data File : BM@29651.D

Acqg On : 26 Apr 2021 16:00
Operator : CG/JU

Sample : M2159-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 8 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

19.209 25.45 ng 1577970 Chrysene-d12 21.192
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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
5 Tridecanoic acid 214 C13H2602 000638-53-9 76

Abundance Scan 2775 (19.209 min): BM029651.D\data.ms (-2768) (- m/z 73.10 100.00%
3.1

73
5000 129.1
185.2 241.2
= —
19.00 19.50
ol 2803 3550 429, n/z 43.10  93.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #131258: Octadecanoic acid
43.0
5000 129.0 U —
19.00 19.50
‘ 185.0 284.0 m/z 60.05 80.91%
0 \“\ ‘\‘[ '\ \M‘\M ‘\“ T b \L \“\ “ !‘2\;\3%.‘0\ T (LN ANLL L
m/z--> 50 100 150 200 250 300 350 400
Abundance #95851: Pentadecanoic acid
3.0
= —
19.00 19.50
5000 129.0 ITI/Z 41.10 74 .58%
199.0
L)
ol Uil Ll 2dho
m/z--> 50 100 150 200 250 300 350 400
Abundance #84453: Tetradecanoic acid —r —
73.0 19.00 19.50
m/z 55.10 74.53%
5000
129.0
228.0
gl
o“LMwM “WWWwﬂp%ﬁrq“\‘“H“““‘H“““‘ " —
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50

8270-BM042121.M Tue Apr 27 13:45:04 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42621\
Data File : BM@29651.D

Acqg On : 26 Apr 2021 16:00
Operator : CG/JU

Sample : M2159-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 9 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.762 13.52 ng 838181 Chrysene-d12 21.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 2-methylhexacosane 380 C27H56 1000376-72-7 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2869 (19.762 min): BM029651.D\data.ms (-2861) (- m/z 57.10 100.00%
57.1
. JL
1950  20.00
141.2 : :
ol—L 4 ““‘ | H‘ LI70A832 2533 30043551 ., 7110 77.42%
mlz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 e i
19.50 20.00
m/z 43.10 76.27%
obdd L H | 141 0183.0225.0 281.0 337.0 394.
\\\‘\\\\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
—— ——
19.50 20.00
5000 m/z 85.10 55.76%
oLy ‘ H‘\ H | $41.0183.0225.0267.0309.0 365.0
‘H_H‘HH‘HH_H“HH‘HH,HH‘
miz--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- T T
57.0 19.50 20.00
m/z 41.10 29.69%
- J\\/Lv
oLl \\ | 14191830 zsfozsl 0323.0
e o A —— ——
m/z--> 50 100 150 200 250 300 350 19.50 20.00

8270-BMO42121.M Tue Apr 27 13:45:04 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42621\
Data File : BM@29651.D

Acqg On : 26 Apr 2021 16:00
Operator : CG/JU

Sample : M2159-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Farnesol isomer a Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

19.974 4.72 ng 292564 Chrysene-d12 21.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Farnesol isomer a 222 C15H260 1000108-92-4 76
2 Squalene 410 C30H50 000111-02-4 59
3 2,6,10,14,18-Pentamethyl-2,6,10,... 342 C25H42 075581-03-2 59
4 2,6-Octadiene, 2,6-dimethyl- 138 C10H18 002792-39-4 59
5 4-Methyl-1,5-Heptadiene 110 C8H1l4 000998-94-7 59

Abundance Scan 2905 (19.974 min): BM029651.D\data.ms (-2901) - m/z 69.10 100.00%

280 . .
5000
‘ 149.1 20.00
203 2 ’
- M‘MM bl o S0 BTRL 3902 g g1.1e 44.72%
mlz--> 50 100 150 200 250 300 350 400
Abundance #79401: Farnesol isomer a
69.0
5000 R
20.00
m/z 41.10 25.34%
O\\\““Y‘H“M“].H\‘\m\‘“‘\‘\\Yg\l‘()\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
——
20.00
5000 ITI/Z 57.10 15.00%
7.0
o Ll 7 1010 2130 310 ato
m/z--> 50 100 150 200 250 300 350 400
Abundance #178776: 2,6,10,14,18-Pentamethyl-2,6,10,14,18-eicosay T
69.0 20.00
m/z 95.10 14.46%
o MWMN\
121.0
‘ \‘ | || )163.02050 2730 342.0
oHu_“\“m‘uwwmWm_m_m_m_‘ —r—
mlz--> 100 150 200 250 300 350 400 20.00

8270-BMO42121.M Tue Apr 27 13:45:05 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42621\
Data File : BM@29651.D

Acqg On : 26 Apr 2021 16:00
Operator : CG/JU

Sample : M2159-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 11 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.703 15.86 ng 983569 Chrysene-d12 21.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Tetratetracontane 619 C44H90 007098-22-8 94
3 Hexadecane, 5-butyl- 282 C20H42 006912-07-8 93
4 Hexadecane 226 C16H34 000544-76-3 93
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 3029 (20.703 min): BM029651.D\data.ms (-3022) (- m/z 57.10 100.00%
57.1

-

5000
2050  21.00
7.1 : :
o‘HH_wﬂ‘lfiuw3}%12‘_2‘9?:‘1‘395:“‘_‘Hw‘_m_wm m/z 71.10  76.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57.0
5000 T T
20.50 21.00
m/z 43.10 70.67%
Sl smozre e
‘\H\‘HH‘HH‘H\\’HH‘HH‘W\H‘H\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
—— —
20.50 21.00
5000 m/z 85.10 54.70%

ol 1JJH?;O197.0267.0337.0407.0 491.0562.0
oL 20 207.0337.0407.0_491.0862.0

-

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129495: Hexadecane, 5-butyl- T —T
43.0 20.50 21.00

m/z 41.05 27.62%
5000
126.0 9950

O‘m‘\J\“‘3\\%“m\\,\\l\\‘\\\\‘\\\\‘\\\\‘\m‘\m‘\m‘\m‘m P P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 20.50 21.00

8270-BMO42121.M Tue Apr 27 13:45:06 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42621\
Data File : BM@29651.D

Acqg On : 26 Apr 2021 16:00
Operator : CG/JU

Sample : M2159-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 12 8-Heptadecene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.921 6.08 ng 376887 Chrysene-d12 21.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 8-Heptadecene 238 C17H34 002579-04-6 94
2 9-Eicosene, (E)- 280 C20H40 074685-29-3 93
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 93
4 Cyclopentadecane 210 C15H30 000295-48-7 93
5 Bromoacetic acid, octadecyl ester 390 C20H39Br02 018992-03-5 91

Abundance Scan 3066 (20.921 min): BM029651.D\data.ms (-3062) (- m/z 43.10 100.00%

43.1
7.1
5000
‘ ‘ 21.00
154.2 226.1 366.3 .
ob kbl A b 2803 9008 489y s57.10 96.23%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #92564: 8-Heptadecene
558.0
5000 LN
111.0 21.00
238.0 m/z 83.10 84.88%
O\\'\ ‘\“\\H\“‘\\“\I\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #127770: 9-Eicosene, (E)-
57.0
——
21.00
5000 ITI/Z 55.10 83.28%
111.0
ol UL asozzsozmo0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #127771: 3-Eicosene, (E)- —
57.0 21.00
m/z 69.10 77.01%
5000
111.0
ol d L] 167.0 224.0 2800 —
m/z--> 50 100 150 200 250 300 350 400 450 21.00

8270-BMO42121.M Tue Apr 27 13:45:06 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42621\
Data File : BM@29651.D

Acqg On : 26 Apr 2021 16:00
Operator : CG/JU

Sample : M2159-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 13 Tetratetracontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.451 13.94 ng 864591 Chrysene-d12 21.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Tetratetracontane 619 C44H90 007098-22-8 94
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
4 Tetracosane 338 C24H50 000646-31-1 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91

Abundance Scan 3156 (21.451 min): BM029651.D\data.ms (-3151) (- m/z 57.10 100.00%
57.1

-

5000
—
P%Kl 1972 21.50
ol bbby 202 28113514 4609 5492 m/z 71.10  75.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57.0
5000 T
21.50
m/z 43.10 71.38%
o lirmao_aeno
‘\\\\‘\\H‘\\\\‘\\H’\\\\‘\\H‘W\\\‘\\\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
——
21.50
5000 m/z 85.10 55.50%

ol 1JJH?;O197.0267.0337.0407.0 491.0562.0
oL 20 207.0337.0407.0_491.0862.0

-

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141433: Pentadecane, 8-hexyl- T
43.0 21.50

m/z 55.10  26.02%
5000
196.0

o ALY Jieso -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42621\
Data File : BM@29651.D

Acqg On : 26 Apr 2021 16:00
Operator : CG/JU

Sample : M2159-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 14 Heptadecane, 9-octyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.180 14.32 ng 888105 Chrysene-d12 21.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
3 Nonadecane 268 C19H40 000629-92-5 93
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 3280 (22.180 min): BM029651.D\data.ms (-3275) (- m/z 57.10 100.00%
57.1
‘ 2200 2250
1 207.1 ' :
oum_““‘“‘ fmhwuu‘m 2811 3654 4611 549. ., 71.10  76.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane
57.0
5000 T —
22.00 22.50
m/z 43.10 71.15%
o \‘ [} 270 197.0 2670 367.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\!\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57.0
—— —
22.00 22.50
5000 m/z 85.10 55.92%
1 239.0
o S P0e0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117638: Nonadecane T —
57.0 22.00 22.50
m/z 41.10 25.74%
h ‘/\,\_J\/\‘/LN
“ HF70 197.0 268.0
O""“h""“H“‘m""H"""“‘H“mwu“m‘uu“ —— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50

8270-BMO42121.M Tue Apr 27 13:45:08 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42621\
Data File : BM@29651.D

Acqg On : 26 Apr 2021 16:00
Operator : CG/JU

Sample : M2159-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 15 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.250 19.25 ng 1194040 Chrysene-d12 21.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 96
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 Heptacosyl acetate 438 C29H5802 1000351-78-2 93
5 1-Heptacosanol 396 C27H560 002004-39-9 93

Abundance Scan 3292 (22.250 min): BM029651.D\data.ms (-3286) (- m/z 57.10 100.00%

57.1
5000 11.1
— —
‘ ‘ 207.1 2670 22.00 22.50
ol AR L) LA BROL5 7 200D 81913644 4170 y/7 83.10  90.11%

mlz--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-

58.0

e

5000
22.00 22.50
11.0 m/z 43.10 89.29%
O \\“\l\“‘ h \““\“‘\“\‘\}6\7\9\‘2\2\3\(\)‘\2\89\()‘\\\\’\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosano
55.0
—— —
22.00 22.50
5000 111.0 ITI/Z 69.10 83.17%
0 l Llero e
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol T —
83.0 22.00 22.50
m/z 55.10 82.30%
5000
i1 Ve
oL ALY, a080 00 T T
m/z--> 50 100 150 200 250 300 350 400 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42621\
Data File : BM@29651.D

Acqg On : 26 Apr 2021 16:00
Operator : CG/JU

Sample : M2159-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 16 unknown22.38 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

22.380 10.87 ng 666737 Perylene-di2 23.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Imidazo[4,5-d]imidazole-2,5(1H,3... 224 C1@H16N402 309741-75-1 38
2 Quinoline, 8-methyl- 143 C1OHSN 000611-32-5 15
3 Urea, N-(1-naphthyl)-N'-(1-pheny... 290 C19H18N20 117466-93-0 15
4 (1-Methylenepent-2-enyl)benzene 158 C12H14 084313-24-6 14
5 (1-Methylpenta-1,3-dienyl)benzene 158 C12H14 116669-49-9 14

Abundance Scan 3314 (22.380 min): BM029651.D\data.ms (-3309) (- m/z 43.10 100.00%

143.1
5000 394.4
275.3 — —
“ 20}7.1 | sa01 ygo. 2200 22.50
0L M\w ‘J‘\JW st T ‘L‘ e m/z 143.05  75.27%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #80481: Imidazo[4,5-d]imidazole-2,5(1H,3H)-dione, tetrat
143.0
56.0
5000 o e
294.0 22.00 22.50
\ ’ m/z 135.05 63.06%
O' [‘IHW\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #20093: Quinoline, 8-methyl-
143.0
— ——
22.00 22.50
5000 m/z 129.05  45.49%
63.0
0 bbbt e A e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #136323: Urea, N-(1-naphthyl)-N'-(1-phenylethyl)- P ——
143.0 22.00 22.50
m/z 57.10 44.27%
- Adxﬁj\ﬂ\J\vfw/Jv\
77.0
SECTEAN0 THU SO o OSSN P | A/
m/z--> 50 100 150 200 250 300 350 400 450 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42621\
Data File : BM@29651.D

Acqg On : 26 Apr 2021 16:00
Operator : CG/JU

Sample : M2159-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 17 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.980 12.66 ng 776840 Perylene-di2 23.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 93
3 Tetratetracontane 619 C44H99 007098-22-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91

Abundance Scan 3416 (22.980 min): BM029651.D\data.ms (-3411) - m/z 57.10 100.00%
57.1

-

5000
71 23.00
197.1 281.1
o‘HH_H‘H‘lﬁwHH,HH_m_‘?‘6‘5““‘_‘H“"Z‘?wlw_wm m/z 71.10  75.26%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #175558: Tetracosane
57.0
5000 T
23.00
m/z 43.10 67.87%
T Smoerozaac
O‘\\H‘H\\‘\HTHHH’\\H‘HH‘\\H‘HH‘HH‘\H\‘HH‘HH‘H\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #152416: Tridecane, 1-iodo-
57.0
——
23.00
5000 ITI/Z 85.10 53.36%
} 183.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane T
57.0 23.00
m/z 55.10 24.87%
o WN\JL/M
o \HH £7:0197.0267.0337.0407.0 491.0562.0
R e e e A REELER ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42621\
Data File : BM@29651.D

Acqg On : 26 Apr 2021 16:00
Operator : CG/JU

Sample : M2159-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 18 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.903 11.41 ng 700411 Perylene-di2 23.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Tetradecane 198 C14H30 000629-59-4 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Tetracosane 338 C24H50 000646-31-1 83

Abundance Scan 3573 (23.903 min): BM029651.D\data.ms (-3568) (- m/z 57.10 100.00%

57.1
5000
— ——
‘ ‘ ‘ \13 1 207 1 2811 23.50 24.00
bbb bbfiy 2000 34313990 4751 0 99 19 72.34%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #94344: Heptadecane
57.0
5000 — ——
23.50 24.00
m/z 43.10 62.11%
l‘ J 113.0 1690 240.0
O\\‘\%‘\!‘1”!”‘!d\‘l\\l‘l\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #129490: Eicosane
57.0
— ——
23.50 24.00
5000 ITI/Z 85.10 57.36%
113.0
| H J’l\ 169022502820
O b e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #59882: Tetradecane “ ——
57.0 23.50 24.00
m/z 55.10 25.71%
- Nh/\/\\*’w
‘ 1 1130 198.0
o‘MM‘J‘w“J*wwHH‘_HwHH_m_m_m‘mw — —
m/z--> 0 50 100 150 200 250 300 350 400 450 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42621\
Data File : BM@29651.D

Acqg On : 26 Apr 2021 16:00
Operator : CG/JU

Sample : M2159-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 19 .gamma.-Sitosterol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

24.656 24.75 ng 1518540 Perylene-di2 23.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 93
2 .beta.-Sitosterol 414 C29H500 000083-46-5 92
3 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 25
4 Stigmastan-3-en-6-0l 414 C29H500 1000214-19-7 11
5 22,26-0xido-4,17-cholestadien-3.... 414 C27H4203 1000252-80-4 10

Abundance Scan 3701 (24.656 min): BM029651.D\data.ms (-3694) (- m/z 43.10 100.00%

1 i/\d
107.1
5000 213.2
3293 4144
e e
\\’l 549 24.50 25.00
0L AU AL ST m/z 57.18 51.02%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #217434: .gamma.-Sitosterol
43.0
5000 L L
414.0 24.50 25.00
” } 213 0 3030 m/z 107.10  48.02%
0 ‘J‘T\ ‘ : MMM“ “ MM\MH \IL‘..J‘ ‘h‘ ‘ ‘ : ‘ e H}‘ ' ‘ G
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #217432: .beta.-Sitosterol
43.0
P e
24.50 25.00
5000 ITI/Z 55.10 44 ,.86%
107.0 414.0
‘ H ‘ 213 0 03 0
o M S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #228560: .beta.-Sitosterol acetate —— T
43.0 24.50 25.00
m/z 145.05 44 .24%
5000
07.0 396.0
2150
ok H ! KJ w\w\m\\. P s cu N DI S e
m/z--> 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\BM@42621\
Data File : BM@29651.D

Acqg On : 26 Apr 2021 16:00
Operator : CG/JU

Sample : M2159-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 4.763 4.3 ng 86996 1 7.616 408058 20.0
4-((1E)-3-Hydro... 16.416 3.5 ng 174756 4 17.010 998675 20.0
n-Hexadecanoic ... 17.921 20.3 ng 1011060 4 17.010 998675 20.0
3,5-Dimethoxy-4... 18.192 5.4 ng 271667 4 17.010 998675 20.0
unknown18.23 18.239 3.6 ng 177753 4 17.010 998675 20.0
Eicosane 18.386 17.0 ng 850151 4 17.010 998675 20.0
Octadecanoic acid 19.209 25.4 ng 1577970 5 21.192 1240270 20.0
Octacosane 19.762 13.5 ng 838181 5 21.192 1240270 20.0
Farnesol isomer a 19.974 4.7 ng 292564 5 21.192 1240270 20.0
Hexacosane 20.703 15.9 ng 983569 5 21.192 1240270 20.0
8-Heptadecene 20.921 6.1 ng 376887 5 21.192 1240270 20.0
Tetratetracontane  21.451 13.9 ng 864591 5 21.192 1240270 20.0
Heptadecane, 9-... 22.180 14.3 ng 888105 5 21.192 1240270 20.0
5-Eicosene, (E)- 22.250 19.3 ng 1194040 5 21.192 1240270 20.0
unknown22.38 22.380 10.9 ng 666737 6 23.380 1227180 20.0
Tetracosane 22.980 12.7 ng 776840 6 23.380 1227180 20.0
Heptadecane 23.903 11.4 ng 700411 6 23.380 1227180 20.0
.gamma.-Sitosterol 24.656 24.8 ng 1518540 6 23.380 1227180 20.0
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