LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012021\
Data File : BGO47942.D

Acqg On : 20 Jan 2021 18:14
Operator : CG/JU

Sample : M1160-13

Misc :

ALS Vvial : 13  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-BG012021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO47942.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.1e6 293 301 306 rBvVv3 20449 39704 1.39% 0.259%
2 5.705 395 403 415 rVB 672645 1090530 38.27% 7.110%
3 6.534 531 544 551 rBV2 47370 133775 4.69% 0.872%
4 7.292 665 673 684 rBV 701257 1195024 41.94% 7.791%
5 8.149 813 819 826 rVB 172411 292057 10.25%  1.904%

6 8.901 940 947 952 rBV3 16707 29932 1.e5% o
7 9.313 1007 1017 1024 rBV 403113 704242 24.72%  4.592%
8 10.964 1290 1298 1305 rBV 221742 397459 13.95% 2
9 13.402 1703 1713 1719 rBV 1059663 1612789 56.60% 10.515%
10 14.213 1846 1851 1863 rVB 59340 88445 3.10%
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11 14.771 1937 1946 1954 rBV 381223 575697 20.20%
12 16.252 2190 2198 2206 rBV 861113 1313870 46.11%
13 17.515 2407 2413 2419 rBV 503756 764674 26.84%

O R hoow
O
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o
X

14 18.396 2557 2563 2570 rBV 140984 206387  7.24% 346%
15 19.659 2774 2778 2784 rBV3 49066 66973 2.35% 437%
16 20.024 2834 2840 2845 rVB 70950 86844  3.05% 566%
17 20.118 2849 2856 2862 rBV 2253365 2849418 100.00% 18.578%
18 20.970 2997 3001 3006 rBv4 21799 32103 1.13%

19 21.434 3074 3080 3097 rBV 156794 280466 9.84%
20 21.792 3135 3141 3149 rBV2 569973 939827 32.98%
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N
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21 22.656 3282 3288 3296 rBv4 77221 169485 5.95%
22 23.725 3464 3470 3478 rVB7 23874 49834  1.75%
23 24.213 3545 3553 3570 rBV 253175 641781 22.52%
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=
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N
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24 25.100 3692 3704 3715 rBV2 308628 905592 31.78% 9047%
25 25.200 3717 3721 3728 rVB6 12024 28751 1.01% 187%
26 25.741 3805 3813 3821 rVB9 28661 76991 2.70% ©.502%
27 26.393 3912 3924 3935 rVV3 97548 314763 11.05% 2.052%
28 26.498 3935 3942 3954 rVB9 26165 93452  3.28% 0.609%
29 28.625 4298 4304 4318 rVB1o 19152 66406 2.33% 0.433%

30 30.664 4636 4651 4667 rBVlie 56708 290543 10.20% 1.894%

Sum of corrected areas: 15337814
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012021\
Data File : BGO47942.D

Acqg On : 20 Jan 2021 18:14
Operator : CG/JU

Sample : M1160-13

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG047942.D\data.ms

2000000
1500000

1000000
5.705 7.292

500000 9.313
8.149 10.964

0\|\\\\‘\\\\‘\\\\5‘.:\]-(\)6\\|\\\\‘\\\\6'{5\\34\.\\‘\\\\|\\\\‘\A\\\‘\\8\.9(‘)1\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\ T

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG047942.D\data.ms

20.118
2000000

1500000

13.402

1000000 16.252

21.792

17.515
500000 14.771

18.396
14.213

L s e e R e R

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG047942.D\data.ms

2000000

1500000

1000000

500000

24.213 25.100

23.725 26200 25.741 23}?&38 28.625 30.664

0‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

8270-BG012021.M Thu Jan 21 16:51:31 2021 Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012021\
Data File : BGO47942.D

Acqg On : 20 Jan 2021 18:14
Operator : CG/JU

Sample : M1160-13

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Butanoic acid, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.106 2.72 ng 39704 1,4-Dichlorobenzene-d4 8.149

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 64
2 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 64
3 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 56
4 Octanoic acid, 2-methyl- 158 C9H1802 003004-93-1 45
5 Methyl valerate 116 C6H1202 000624-24-8 38
Abundance Scan 301 (5.106 min): BG047942.D\data.ms (-293) (-) m/z 74.00 100.00%

74.0
41.1
5000

‘ ‘1030 8.2 4.80 5.00 5.20 5.40
Ol Ll e e M/Z 41,10 57.76%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8128: Pentanoic acid, 2-methyl-
74.0
5000 43.0

4.80 5.00 5.20 5.40
m/z 57.10 53.69%

Ll o

O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4278: Butanoic acid, 2-methyl-
74.0
(SN WAL VY S
29.0 4.80 5.00 5.20 5.40
5000 ITI/Z 87.10 26.23%
bt 1020
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13442: Hexanoic acid, 2-methyl- R ARAmaEEs ST
74.0 4.80 5.00 5.20 5.40
m/z 73.00 25.98%
5000
43.0
ool 201 2300 AN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012021\
Data File : BGO47942.D

Acqg On : 20 Jan 2021 18:14
Operator : CG/JU

Sample : M1160-13

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Pentanoic acid, 2-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
6.534 9.16 ng 133775 1,4-Dichlorobenzene-d4 8.149
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 83
2 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 72
3 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 45
4 2-Methylheptanoic acid 144 C8H1602 001188-02-9 38
5 Propanoic acid 74 C3H602 000079-09-4 9
Abundance Scan 544 (6.534 min): BG047942.D\data.ms (-531) (-) m/z 74.10 100.00%

5000 43.0

et el e /2 43.65  46.26%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8128: Pentanoic acid, 2-methyl-
74.0
5000 43.0

6.20 6.40 6.60 6.80
m/z 41.10 28.51%

H \‘ 0 | | 10101170
H‘HH‘HH‘\\H‘HH‘HH‘HH‘\H‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13442: Hexanoic acid, 2-methyl-
74.0

6.20 6.40 6.60 6.80

o

o

5000 m/z 87.00 19.65%
270 43.0
60 0
H‘HH‘H‘W‘H‘_H‘_‘H‘HH“‘W‘H‘_H‘_‘H‘HH‘H‘W‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4290: Butanoic acid, 2-methyl- e e
74.0 6.20 6.40 6.60 6.80
57.0
m/z 73.10 19.21%
29.0
5000
0l 150 || 480 | | 8801020
e e e e e SN A 1] WE——Y
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012021\
Data File : BGO47942.D

Acqg On : 20 Jan 2021 18:14
Operator : CG/JU

Sample : M1160-13

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 6

R.T. EstConc Area Relative to ISTD R.T.

18.396 5.40 ng 206387  Phenanthrene-die 17.515

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 18

Abundance Scan 2563 (18.396 min): BG047942.D\data.ms (-2557) (- m/z 73.00 100.00%
73.0
43.1

5000
129.1 2132

157.1185.2 P

- R
25‘6'3 18.00 18.50

o,(W m/z 43.10  84.29%
miz—> 20 40 60 80 100120140 160180200220240 260280

Abundance #107548: n-Hexadecanoic acid
43.0 73.0

5000 256.0 5 T
129.0 18.00 18.50
213.0 m/z 60.10 83.02%
LI | e
L. \‘ i W H‘ . ‘H‘\ m ‘ ‘ I ‘

’HH‘HH H‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #72646: Tridecanoic acid

73.0
43.0

o

P
T

“
18.00 18.50

129.0

5000 m/z 57.05 74.91%
‘ 171.0 2140
I \um ? Y ‘ | ‘

A
N1 O O NV WA S——
m/z—> 20 40 60 80 100120140160 180200220240 260 280

Abundance #95855: Pentadecanoic acid g —7
43.0 73.0 18.00 18.50

m/z 55.10 60.81%

o

5000 129.0
199.0 2420

)
0 ‘ HJ it U‘H (TH\ M‘\ ul ‘ ‘ ‘ |

’HH‘HHHH‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘H\\‘H L L —

m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012021\
Data File : BGO47942.D

Acqg On : 20 Jan 2021 18:14
Operator : CG/JU

Sample : M1160-13

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 n-Nonadecanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.434 5.97 ng 280466 Chrysene-d12 21.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 5-Octadecene, (E)- 252 C18H36 007206-21-5 93
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 1-Nonadecene 266 C19H38 018435-45-5 91

Abundance Scan 3080 (21.434 min): BG047942.D\data.ms (-3074) (- m/z 55.10 100.00%
58

1
97.0
5000
2150
39.1 : :
0L— “““M\ ‘ ‘u‘u‘H\ ‘1“ *‘. DR 2‘101 ‘ ‘2671 - 340‘ m/z 83.05 93.27%
m/z--> 50 100 150 200 250 300
Abundance #131391: n-Nonadecanol-1
83.0
43.Q
5000 Ausreoetin g g o
21.50
25.0 m/z 43.10 91.38%
PLLLLLLL, aem0 a8
O\\‘\ ‘\“‘\ T \H“\‘\“\‘l ““\‘\ T T LA B
m/z--> 50 100 150 200 250 300
Abundance #166292: Behenic alcohol
83.0
43.0
—
21.50
5000 m/Z 57.10 89.22%
25.0
o LU L w70 200 2o
m/z--> 50 100 150 200 250 300
Abundance #104186: 5-Octadecene, (E)- T
55.0 21.50
m/z 69.10 83.87%
5000 97.0 NL
o Ll 0 smme 20 |
m/z--> 50 100 150 200 250 300 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012021\
Data File : BGO47942.D

Acqg On : 20 Jan 2021 18:14
Operator : CG/JU

Sample : M1160-13

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.656 3.61 ng 169485 Chrysene-d12 21.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
2 17-Pentatriacontene 491 C35H70 006971-40-0 80
3 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 74
4 1-Tricosene 322 C23H46 018835-32-0 68
5 2-Hexyl-1-octanol 214 C14H300 019780-79-1 68

Abundance Scan 3288 (22.656 min): BG047942.D\data.ms (-3282) (- m/z 57.10 100.00%

57.1
5000
‘“12 2250  23.00
169.0220.9 ' :
O e “ ! 1}‘\‘»‘4‘ R o8 m/z 43.10  67.22%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57.0
5000 e it
22.50 23.00
111.0 m/z 83.05 60.01%
e
O\I\H ‘\J\\\\‘\h\‘“\l\ll\\\\\‘\\‘\z\s‘\S\O\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene
43.0
sl SO
22.50 23.00
5000 ITI/Z 55.10 59.40%
7.0
. M 1] 1‘15‘302100267 0321.0 490,
e e e B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #95991: 1-Decanol, 2-hexyl- — 7
57.0 22.50 23.00
m/z 71.10 45.30%
5000
‘ 111.0
o by a0 e e
m/z--> 0 50 100 150 200 250 300 350 400 450 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012021\
Data File : BGO47942.D

Acqg On : 20 Jan 2021 18:14
Operator : CG/JU

Sample : M1160-13

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Heptadecane, 9-octyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24.213 14.17 ng 641781 Perylene-di2 25.100
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Heneicosane, 11-pentyl- 366 C26H54 014739-72-1 90
5 Tetratetracontane 619 C44H90 007098-22-8 87

Abundance Scan 3553 (24.213 min): BG047942.D\data.ms (-3545) (- m/z 57.05 100.00%

57.0
5000

' 24 00 24 50
| { |, 141.1183.2225.2 267.4309.1

om‘_“uw‘ [P e e LA m/z 43.10  64.58%

m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
I ‘

5000 N
24.00 24.50
m/z 71.10 60.68%
239.0
O T ‘\ “ T hh‘ \‘h\ “‘ \“ \]“_\4\‘1“0\ ]\-8\3\()‘ T \“\ ‘ \2\8\]“\0‘3\2\3\.()\ ‘ T 1T
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
-
24 00 24.50
5000 m/z 85.10 42.88%
oL L || F | 141.0183.0 225.0 267.0 323.0 380.!
e a e e L B e S e
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane o
57.0 24 00 24 50

m/z 55.05 27.07%

5000
9.0
oldd )i, 141018302250267.0 3380

m/z--> 50 100 150 200 250 300 350 24 OO 24 50

8270-BG012021.M Thu Jan 21 16:51:36 2021 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012021\
Data File : BGO47942.D

Acqg On : 20 Jan 2021 18:14
Operator : CG/JU

Sample : M1160-13

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Hexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
26.393 6.95 ng 314763 Perylene-di2 25.100
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Hexacosane 366 C26H54 000630-01-3 93
3 Tetratetracontane 619 C44H99 007098-22-8 91
4 Tetracosane 338 C24H50 000646-31-1 90
5 Octacosane 394 (C28H58 000630-02-4 90

Abundance Scan 3924 (26.393 min): BG047942.D\data.ms (-3912) (- m/z 57.10 100.00%
57.1

—

5000
26‘0(5 ‘26‘50‘
7.2 : :
o‘HH‘_wﬁhw““,2395?‘2‘9?@1‘wHH‘HHw‘_m_wm m/z 43.10  57.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #83025: Hexadecane
57.0
5000 T

e \
26.00 26.50
m/z 71.10 54.48%

H 4 ‘ 27.0  226.0

O - e e e e e e
m/z--> 6 5b 1&)0 15‘0 260 25‘0 360 35‘0 460 45‘0 560 5£‘30 660
Abundance #194493: Hexacosane
57.0
i —
26.00 26.50
5000 m/z 85.10 40.59%

| llEremsmomme a0

—

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane oty e B At
57.0 26.00 26.50
m/z 55.10  23.05%
- MMJ\AW
o /] 1 | }27:0197.0 267.0337.0407.0 491.0562.0
B AL e —
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600 26.00 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012021\
Data File : BGO47942.D

Acqg On : 20 Jan 2021 18:14
Operator : CG/JU

Sample : M1160-13

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 unknown26.49 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
26.499 2.06 ng 93452 Perylene-di2 25.100
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 49
2 1-Octadecene 252 C18H36 000112-88-9 49
3 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 47
4 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39C1303 1000314-56-3 47
5 n-Pentadecanol 228 C15H320 000629-76-5 47

Abundance Scan 3942 (26.498 min): BG047942.D\data.ms (-3935) (- m/z 57.10 100.00%

57.1
97.0
5000
T

1470
AT T =2 s
oL—— HH \HHHH‘\H HH_H\H“HH\M w7z 57.05 72.26%

mlz--> 50 100 150 200 250 300 350
Abundance #185169: Heptadecyl trifluoroacetate
57.0
97.0
TR L Ly L

5000 R

\\\\‘ \\[!\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350
Abundance #104184: 1-Octadecene
57.0
Uik

i
7.0 ‘ ‘
26.50
5000 ITI/Z 55.10 60.98%
0 w%3??‘%8‘2‘0m%ﬁ?:(’m_m_
m/z--> 50 100 150 200 250 300 350
Abundance  #190374: Pentafluoropropionic acid, tetradecyl ester 7
57.0 26.50
7.0 m/z 43.10 52.50%
5000
400 196.0
oisd 1 wm"‘_%4%-‘0””_‘%4?;0‘ W
m/z--> 50 100 150 200 250 300 350 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012021\
Data File : BGO47942.D

Acqg On : 20 Jan 2021 18:14
Operator : CG/JU

Sample : M1160-13

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 .gamma.-Sitosterol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

30.664 6.42 ng 290543 Perylene-di2 25.100
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 55
2 .beta.-Sitosterol 414 C29H500 000083-46-5 38
3 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 14
4 22,26-0xido-4,17-cholestadien-3.... 414 C27H4203 1000252-80-4 11
5 Piperidine, 4-butoxy-4-[4-(ethox... 381 C25H35NO2 1000115-53-7 10

Abundance Scan 4651 (30.664 min): BG047942.D\data.ms (-4636) (-  m/z 43.05 100.00%

43.0
91.1
5000
—— —
30.50 31.00
ow““‘ m/z 55.10  68.34%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #217434: .gamma.-Sitosterol
43.0
5000 —r— ——
30.50 31.00
m/z 91.10 58.64%
O \J‘r‘ ‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #217432: .beta.-Sitosterol
43.0
30.50 31.00
5000 ITI/Z 81.10 56.46%
107.0 414.0
161.0
213.0 303.0
‘H 354.0
oL
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #228560: .beta.-Sitosterol acetate
43.0 30.50 31.00
m/z 107.10 54.77%
5000
107.0 396.0
| i aglER 2250 280
ol b bbb S 2580 3420 || as6
m/z--> 50 100 150 200 250 300 350 400 450 30.50 31.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012021\
Data File : BGO47942.D

Acqg On : 20 Jan 2021 18:14
Operator : CG/JU

Sample : M1160-13

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012021.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|
Butanoic acid, ... 5.106 2.7 ng 39704 1 8.149 292057 20.0
Pentanoic acid,... 6.534 9.2 ng 133775 1  8.149 292057 20.0
n-Hexadecanoic ... 18.396 5.4 ng 206387 4 17.515 764674 20.0
n-Nonadecanol-1 21.434 6.0 ng 280466 5 21.792 939827 20.0
Ethanol, 2-(tet... 22.656 3.6 ng 169485 5 21.792 939827 20.0
Heptadecane, 9-... 24.213 14.2 ng 641781 6 25.100 905592 20.0
Hexadecane 26.393 7.9 ng 314763 6 25.100 905592 20.0
unknown26.49 26.499 2.1 ng 93452 6 25.100 905592 20.90
.gamma.-Sitosterol 30.664 6.4 ng 290543 6 25.100 905592 20.0
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