LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BGO49847.D

Acqg On : 16 Aug 2021 12:32
Operator : CG/JU

Sample : M3408-14

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_ G\Methods\8270-BG080321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO49847.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.139 12 17 23 rBV 97983 160081 11.36% 1.772%
2 5.107 346 352 362 rVB2 35651 57753 4.10% 0.639%
3 5.583 426 433 446 rVB 365256 617970 43.84%  6.840%
4 7.192 700 707 718 rBV 382744 680891 48.31% 7.537%
5 8.026 840 849 856 rvB2 99355 177493 12.59%  1.965%

6 9.201 1039 1049 1057 rBV 238657 448674 31.83% 4
7 10.611 1282 1289 1296 rBv4 28690 58072 4.12% 0.643%
8 10.852 1322 1330 1338 rVB 129194 247368 17.55% 2
9 13.302 1739 1747 1754 rBV 606193 968894 68.74% 10.725%
10 14.682 1975 1982 1990 rVB2 206786 328651 23.32%

w
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w
]
R

11 16.174 2230 2236 2245 rBV 543186 847886 60.16%
12 17.437 2444 2451 2457 rBV 249012 415857 29.50%
13 18.083 2559 2561 2568 rVB7 12399 20649 1.47%
14 19.440 2784 2792 2806 rVB4 81291 266727 18.92%
15 19.752 2837 2845 2856 rVB3 83084 245533 17.42%

NN RO
N
N
o]
B

16 20.045 2889 2895 2900 rVB 1120579 1409488 100.00% 15.
17 20.556 2975 2982 2993 rVB2 117921 294270 20.88%
18 21.344 3113 3116 3125 rBV8 29975 57724  4.10%
19 21.555 3145 3152 3161 rVB2 108649 286823 20.35%
20 21.714 3173 3179 3186 rBV2 236346 393335 27.91%

Awowwuw
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21 22.701 3338 3347 3362 rBV3 88342 310800 22.05%
22 23.400 3463 3466 3472 rVB6 18668 33296 2.36%
23 24.992 3728 3737 3746 rVB2 148544 416763 29.57%
24 25.761 3855 3868 3872 rBV9 48550 186679 13.24%
25 26.989 4068 4077 4079 rBVi1e 38931 102382 7.26% 1.133%
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Sum of corrected areas: 9034059
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 16 Aug 2021 12:32
: CG/JU
: M3408-14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081621\
BGO49847.D

: 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49847.D

Acqg On : 16 Aug 2021 12:32
Operator : CG/JU

Sample : M3408-14

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.139 18.04 ng 160081 1,4-Dichlorobenzene-d4 8.026

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9
5 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 9

Abundance  Scan 17 (3.139 min): BG049847.D\data.ms (-12) (-) m/z 73.20 100.00%

73.2
5000 K
—
\ ‘ 320 3.40
o_"Jl_‘\“_‘lf“%-ﬁww‘mw‘w,w,w???« m/z 43.15  35.19%
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LA LA B |
3.20 3.40
“ ‘ m/z 87.15 26.93%
O ‘\\J\\“\!\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\
m/z--> 100 150 200 250 300 350 400 450 500
Abundance #2245: Silane, tetramethyl-
73.0
—
3.20 3.40
5000 m/z 55.25 21.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #838: N-Ethylformamide T AR A sy
30.0 3.20 3.40
m/z 71.25 12.41%
5000 /&kh
0 L‘ IJ

m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.20 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49847.D

Acqg On : 16 Aug 2021 12:32
Operator : CG/JU

Sample : M3408-14

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.107 6.51 ng 57753 1,4-Dichlorobenzene-d4 8.026

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 Butanedioic acid, methyl-, dimet... 160 C7H1204 001604-11-1 37
3 Dimethadione 129 C5H7NO3 000695-53-4 36
4 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 25
5 Propanoic acid, 3-nitro-, methyl... 133 C4H7NO4 020497-95-4 17
Abundance Scan 352 (5.107 min): BG049847.D\data.ms (-346) (-) m/z 43.15 100.00%
3.1
5000
101.2 T T T T T T
‘ ‘ 441 4.80 5.00 5.20 5.40
ol e e e e M/Z0 59.15 0 64.15%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LB L B R I R B |
4.80 5.00 5.20 5.40
m/z 101.15 18.44%
101.0
O‘\‘\I‘\‘%‘[‘ \\‘\“‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\

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

Abundance  #36518: Butanedioic acid, methyl-, dimethyl ester

59.0

SBSBN M . F NSRS
4.80 5.00 5.20 5.40
5000 129.0 m/z 58.15 18.17%

L Lhn \ ‘\ | “

0 e e e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #14689: Dimethadione

43.0 4.80 5.00 5.20 5.40
m/z 41.15 9.46%
5000
129.0

ookl L

m/z--> 0 50 100 150 200 250 300 350 400 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49847.D

Acqg On : 16 Aug 2021 12:32
Operator : CG/JU

Sample : M3408-14

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 Ethanol, 1-(2-butoxyethoxy)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.611 4.70 ng 58072 Naphthalene-d8 10.846
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 74
2 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 72
3 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 72
4 3,6,9,12-Tetraoxahexadecan-1-o0l 250 C12H2605 001559-34-8 64
5 3,6,9,12,15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 64
Abundance Scan 1289 (10.611 min): BG049847.D\data.ms (-1282) (- m/z 57.15 100.00%
57.1
5000
7.3
h ” H 131.3 220.€ 10.50 110%
O+—r—rfid ‘Hw‘ﬁ‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘JH m/z 45.25  99.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38402: Ethanol, 1-(2-butoxyethoxy)-
57.0
5000 S e e
10.50 11.00
m/z 41.20 42.87%
290 87.0
Ll 120
O \\\‘\‘N\\“‘H\\ \\\‘\‘\\\\‘\\\\‘\\w\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0
10.50 11.00
5000 m/z 43.10 18.69%
89.0
oisa | L L msonae
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81997: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]- —— ——
45.0 10.50 11.00
m/z 75.15 14.98%
5000
89.0
50l U | o msosmorrzg 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49847.D

Acqg On : 16 Aug 2021 12:32
Operator : CG/JU

Sample : M3408-14

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Eicosane, 1-iodo- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.440 12.83 ng 266727  Phenanthrene-die 17.431
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 1l-iodo- 408 C20H41I 1000406-31-8 87
2 Hexacosane 366 C26H54 000630-01-3 86
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
4 Eicosane 282 C20H42 000112-95-8 86
5 Tetratetracontane 619 C44H90 007098-22-8 80
Abundance Scan 2792 (19.440 min): BG049847.D\data.ms (-2784) (- m/z 57.25 100.00%
571.3
. ¢
‘ ‘ 19.50
141.3 .
183.3 2414
0b m‘ L “ L2832, 2408 2944 h; a3.15 89.24%
mlz--> 50 100 150 200 250 300 350
Abundance #306637: Eicosane, 1-iodo-
57.0
5000 T
19.50
m/z 71.20 74.14%
155.0 281.0
O\“\ ! “ ‘\‘\‘\ !“‘\‘\]‘_\97‘\0\2\3\9’()\\\‘\’\\\\’\\
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
—
19.50
5000 m/z 85.15 55.40%
ol 1L ”h‘ i M | 14}9 183.0 225.0 267.0 309.0  367.
iy ‘ T T
miz--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl- —
57.0 19.50
m/z 41.20 26.34%
- WN/\V\W/\/W
239.0
mAWM”Mﬂ%%$HM@WﬁWW‘ o
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49847.D

Acqg On : 16 Aug 2021 12:32
Operator : CG/JU

Sample : M3408-14

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.752 12.48 ng 245533 Chrysene-d12 21.714
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 72
2 (2E,6E)-3,7,11-Trimethyldodeca-2... 404 C27H4802 078368-58-8 64
3 6,10,14-Hexadecatrien-1-0l1, 3,7,... 292 C20H360 036237-66-8 64
4 trans-Farnesol 222 C15H260 000106-28-5 59
5 4-Aza-5-thiatricyclo[5.2.1.0(3,7... 283 C14H21NO3S 1000156-44-2 53

Abundance Scan 2845 (19.752 min): BG049847.D\data.ms (-2837) (- m/z 69.25 100.00%

69.3
5000
149.2 S Shie
‘ ‘ 19.50 20.00
ob bbbl 2032 2696 3416 . 8120  36.46%
miz--> 50 100 150 200 250 300 350 400
Abundance #308258: Squalene
69.0
5000 B Al
19.50 20.00
m/z 41.15 24.45%
121.0
ol budyly]],1750 2310 2850 3410 410
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350 400
Abundance #305114: (2E,6E)-3,7,11-Trimethyldodeca-2,6,10-trien-1-
69.0
e e
19.50 20.00
5000 m/z 149.15 17.75%
136.0
0“““WM N M““““‘ 3350 4040
miz--> 100 150 200 250 300 350 400
Abundance #189512: 6,10,14-Hexadecatrien-1-ol, 3,7,11,15-tetramet b PP
69.0 19.50 20.00
m/z 68.20 13.72%
5000
136.0
2230 292.0
ool Ll 1] areg2zp0 20 i ol
miz--> 50 100 150 200 250 300 350 400 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49847.D

Acqg On : 16 Aug 2021 12:32
Operator : CG/JU

Sample : M3408-14

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Pentacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.557 14.96 ng 294270 Chrysene-d12 21.714
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 87
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87

Abundance Scan 2982 (20.556 min): BG049847.D\data.ms (-2975) (- m/z 57.25 100.00%

57.3
5000
20.50 |
141 3 . :
- ,H A H LLl A903 25122054 3411 401 /0 43,25 69.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #262013: Pentacosane
57.0
5000 —— ‘
20.50
m/z 71.25 65.29%
oL | 191015302250 2050 _s520
\\\’ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0
T
20.50
5000 ITI/Z 85.25 59.61%
9.0
i A A Et e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #275544: Docosane, 11-butyl- T
57.0 20.50
m/z 55.15 30.10%
- WWVJW
41.0
o”‘,‘\wt w"""?}?‘?‘2“3‘9‘???9“%@99‘_ -
m/z--> 50 100 150 200 250 300 350 400 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49847.D

Acqg On : 16 Aug 2021 12:32
Operator : CG/JU

Sample : M3408-14

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 1-Eicosene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.344 2.94 ng 57724 Chrysene-d12 21.714
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Eicosene 280 C20H40 003452-07-1 70
2 trans-3-Nonen-2-one 140 CS9H160 018402-83-0 43
3 3-Nonen-2-one 140 C9H160 014309-57-0 43
4 Cycloeicosane 280 C20H40 000296-56-0 38
5 1-Tetradecene 196 C14H28 001120-36-1 38

Abundance Scan 3116 (21.344 min): BG049847.D\data.ms (-3113) (- m/z 55.15 100.00%

551
5000
125.3
— ——
21.00 21.50
ol m/z 43.15  97.05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #173727: 1-Eicosene
43.0
97.0
5000 “ ——
21.00 21.50
280.0 m/z 57.20 95.85%
O\\‘\"‘ “ “ 1'
m/z--> 50 100 150 200 250 300 350 400
Abundance #21501: trans-3-Nonen-2-one
55.0
— ——
21.00 21.50
5000 125.0 ITI/Z 97.25 93.66%
0 H““‘LH‘J“““‘ “ L ——
m/z--> 0 100 150 200 250 300 350 400
Abundance #21477: 3-Nonen-2-one “ T
55.0 21.00 21.50
m/z 83.15 88.08%
125.0
5000
o\,l — —
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49847.D

Acqg On : 16 Aug 2021 12:32
Operator : CG/JU

Sample : M3408-14

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Decane, 3,8-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.555 14.58 ng 286823 Chrysene-d12 21.714
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 91
2 Tetracosane, 11-decyl- 479 C34H70 055429-84-0 90
3 Eicosane 282 C20H42 000112-95-8 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87

Abundance Scan 3152 (21.555 min): BG049847.D\data.ms (-3145) (- m/z 57.25 100.00%
571.3

—— !
‘ h 22072 2794 2159
ol ks | "“““%56 e 2I0A 304 m/z 43.25  78.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #45512: Decane, 3,8-dimethyl-
57.0
5000 —— ‘
21.50
m/z 71.25 69.44%
‘ 113.0
OH\“‘\HM\“\“Hi“l?\o.\q‘\\\\‘m\\‘\H\‘H\\‘\H
m/z--> 50 100 150 200 250 300 350 400
Abundance #333755: Tetracosane, 11-decyl-
57.0
T 1 \
21.50
5000 ITI/Z 85.25 54.73%
‘ h 0 169.0 337.0
ol Lyl 1090 2250 204033703300
m/z--> 50 100 150 200 250 300 350 400
Abundance #176385: Eicosane T
57.0 21.50
m/z 55.25 28.57%
h WM\WWM
|11 330 169.0 2250 2820
O “Muﬁh“‘hu‘uw““‘“J“““““““‘ —
m/z--> 50 100 150 200 250 300 350 400 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49847.D

Acqg On : 16 Aug 2021 12:32
Operator : CG/JU

Sample : M3408-14

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Octacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

22.701 15.80 ng 310800 Chrysene-d12 21.714
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 3347 (22.701 min): BG049847.D\data.ms (-3338) (- m/z 57.25 100.00%
57.3

—

5000
2250 23.00
27.3 : :
211.3
o‘HH_wﬂi‘lﬂw&wu,mH‘2‘5"?’;‘1‘”‘3“?9;%”Hw‘_m_wm m/z 71.25 75.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane
57.0
5000 T

‘ —
22.50 23.00
m/z 43.20 67.05%

L ER7.0197.0 281.0 3940

O‘H‘\‘\‘HH‘H\!“\l\\\’\\\\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
—— ——
22.50 23.00
5000 ITI/Z 85.20 46.34%
0 /] 1 || }27:0197.0 267.0337.0407.0 491.0562.0
et e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #262017: Heptadecane, 9-octyl- — T
57.0 22.50 23.00
m/z 55.15 31.59%
- MMMM/\AAV\/WW
239.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49847.D

Acqg On : 16 Aug 2021 12:32
Operator : CG/JU

Sample : M3408-14

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Tetracosane, 11l-decyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
25.761 8.96 ng 186679 Perylene-di2 24.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane, 11l-decyl- 479 C34H70 055429-84-0 87
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 4-Methylheneicosane 310 C22H46 025117-29-7 87
4 Triacontane 422 C30H62 000638-68-6 80
5 Hentriacontane 437 C31H64 000630-04-6 80

Abundance Scan 3868 (25.761 min): BG049847.D\data.ms (-3855) (-  m/z 57.20 100.00%
57.2

.

5000
208.3 25.50 26.00
o MBI 2Py w35 7060
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #333755: Tetracosane, 11-decyl-
57.0
5000 — —

25.50 26.00
m/z 71.25 64.46%

HHM 197.0267.0 337-0406.0

O‘HH‘\H\‘HH‘\TH]WHT[HT\‘TH\‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
—— ——
25.50 26.00
5000 m/z 85.15 48.54%

1 J (}27-0197.0 267.0337.0407.0 491.0562.0

|

o

Ot e e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #212284: 4-Methylheneicosane
57.0 25.50 26.00
m/z 55.15 24.71%
267.0
o T 8o R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 25.50 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49847.D

Acqg On : 16 Aug 2021 12:32
Operator : CG/JU

Sample : M3408-14

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 unknown26.989

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
26.989  4.91ng 102382  Perylene-diz 24.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-sitosterol 414 cooMse0 000083-47-6 38

2 .beta.-Sitosterol 414 C29H500
3 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H500
4 Dihydrosarsasapogenin-5,17(20)-dien 414 C27H4203

5 Cholic acid, triacetate 534 (C30H4608
Abundance Scan 4077 (26.989 min): BG049847.D\data.ms (-4068) (-
43.2
5000 105.2
161.2° 2313 303.4 414.¢
oL ‘H ’\‘”\‘
mlz--> 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
5000 5.0
213.0 303.0
0 A ’
m/z--> 50 100 150 200 250 300 350 400
Abundance #310596: .beta.-Sitosterol
43.0
5000
107.0 414.(
161.0
213.0 303.0
‘H 257. 354.0
(o R
mfz--> 50 100 150 200 250 300 350 400
Abundance #310625: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-4-vinylh
43.0
5.0
5000
oL
m/z--> 50 100 150 200 250 300 350 400

8270-BGO8O321.M Tue Aug 17 14:49:36 2021

000083-46-5 38
1000210-86-9 14
096974-10-6 11
052840-09-2 10

m/z 43.20 100.00%

—
27.00

m/z 55.20 54.68%

T
27.00

m/z 57.15 51.33%

—
27.00

m/z 79.15 49.02%

T
27.00

m/z 105.15 42.85%

—
27.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081621\
Data File : BGO49847.D

Acqg On : 16 Aug 2021 12:32
Operator : CG/JU

Sample : M3408-14

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.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|
Butane, 2-metho... 3.139 18.0 ng 160081 1 8.026 177493 20.0
2-Pentanone, 4-... 5.107 6.5 ng 57753 1 8.026 177493 20.0
Ethanol, 1-(2-b... 10.611 4.7 ng 58072 2 10.846 247368 20.0
Eicosane, 1-iodo- 19.440 12.8 ng 266727 4 17.431 415857 20.0
Squalene 19.752 12.5 ng 245533 5 21.714 393335 20.0
Pentacosane 20.557 15.0 ng 294270 5 21.714 393335 20.0
1-Eicosene 21.344 2.9 ng 57724 5 21.714 393335 20.0
Decane, 3,8-dim... 21.555 14.6 ng 286823 5 21.714 393335 20.0
Octacosane 22.701 15.8 ng 310800 5 21.714 393335 20.0
Tetracosane, 11... 25.761 9.0 ng 186679 6 24.992 416763 20.0
unknown26.989 26.989 4.9 ng 102382 6 24.992 416763 20.0
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