LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40221\
Data File : BM@29324.D

Acqg On : 02 Apr 2021 17:10
Operator : CG/JU

Sample : M1874-04

Misc :

ALS Vvial : 14 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-BM040121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@29324.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.940 5 9 14 rBV 653263 731645 13.05% 2.339%
2 2.987 14 17 31 rVB 133115 170770 3.04% 0.546%
3 4.846 328 333 342 rVB2 37626 59480 1.06% ©0.190%
4 5.298 403 410 420 rBV 2109279 3049070 54.36% 9.746%
5 6.875 670 678 689 rBvV 2073774 3244763 57.85% 10.372%

6 7.698 812 818 825 rVB 470045 716468 12.77%
7 8.851 1006 1014 1024 rBV 1249329 2041551 36.40%
8 10.480 1283 1291 1298 rBV 560961 911079 16.24%
9 12.957 1705 1712 1720 rBV 2761452 4029008 71.84% 12.
10 13.792 1847 1854 1863 rBV 88436 133251 2.38%
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11 14.333 1940 1946 1953 rBV 734617 1086802 19.38%
12 15.821 2192 2199 2215 rBV 2040785 2912030 51.92%
13 17.074 2406 2412 2422 rBV 810640 1202937 21.45%
14 17.974 2560 2565 2582 rBV 297263 504924  9.00%
15 19.256 2778 2783 2795 rBV 112319 188132 3.35%
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16 19.698 2852 2858 2864 rBV 4788201 5608609 100.00% 17.928%
17 20.392 2969 2976 2990 rBV 632644 849198 15.14%
18 20.968 3070 3074 3083 rBV 537912 726834 12.96%
19 21.244 3116 3121 3127 rBV 1162279 1433361 25.56%
20 22.291 3296 3299 3304 rVB3 90061 109870 1.96%
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21 23.456 3491 3497 3504 rVB 874456 1574154 28.07% 5.032%

Sum of corrected areas: 31283936
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40221\
Data File : BM@29324.D

Acqg On : 02 Apr 2021 17:10
Operator : CG/JU

Sample : M1874-04

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM029324.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40221\
Data File : BM@29324.D

Acqg On : 02 Apr 2021 17:10
Operator : CG/JU

Sample : M1874-04

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040121.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.940 20.42 ng 731645 1,4-Dichlorobenzene-d4 7.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9
Abundance Scan 9 (2.940 min): BM029324.D\data.ms (-5) (-) m/z 73.05 100.00%
3.0
5000 43.0 J\/L
R RAREARREARES SRS
‘ ‘ ‘ 3.003.103.203.30
bk i 1971 1349 1929 2209 ., 43,05  41.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L R B R BB B
3.003.103.203.30
43.0 .
‘ ‘ ‘ m/z 55.10 25.08%
O‘\u‘\\"“\‘\\\H‘\\‘\‘\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220
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Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
T e T T
3.003.103.203.30
5000 41.0 ITI/Z 87.05 24.33%
o bl 1970 1290
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2051: 1,3-Dioxolane, 2-methyl- N AREARRRARES SRS
73.0 3.003.103.203.30
m/z 41.10 13.57%
5000 43.0 \]\A&VVvaN
0 MM‘,wm‘_m_“H‘mWm,mwm_m_mw B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 3.003.103.203.30
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40221\
Data File : BM@29324.D

Acqg On : 02 Apr 2021 17:10
Operator : CG/JU

Sample : M1874-04

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 unknown2.98 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
2.987 4.77 ng 170770  1,4-Dichlorobenzene-d4 7.698

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 38
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
3 5-(1-Ethoxy-ethoxy)-4-methyl-hex... 200 C11H2003 086845-53-6 10
4 Ethanethiol, 2-trimethylsiloxy- 150 C5H140SSi 037515-85-8 9
5 1-Butanol, 3-(1-ethoxyethoxy)-2-... 176 C9H2003 059410-44-5 9

Abundance  Scan 17 (2.987 mm) BM029324.D\data.ms (-14) (-) m/z 75.05 100.00%

7!:
5000 451 ﬁ
T
‘ 103.1 3.00 3.20 3.40
Ol b 20911880 m/z 73.10 65.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4784: Propane, 1,1-dimethoxy-
75.0
5000 LI L AL A
45.0 3.00 320 340
m/z 45.10 41.02%
15.0 ‘
O\\\\‘\H‘\\“H\\\\“\\‘!w‘\\\]\-0‘:\3.\0\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4436: Pentane, 3-methoxy-
73.0
T—————
3.00 3.20 3.40
5000 m/z 41.10 28.87%
45.0
o250 010
miz--> 20 40 60 80 100 120 140 160 180
Abundance  #60975: 5-(1-Ethoxy-ethoxy)-4-methyl-hex-2-enal e e
73.0 3.00 3.20 3.40
45.0 m/z 47.05 19.93%
5000
111.0
oh2510 ‘\‘ | 132.0 155.0 185.0
H“_“w“u"H“H“_“w“u“u“u“_“ T
m/z--> 20 40 60 80 100 120 140 160 180 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40221\
Data File : BM@29324.D

Acqg On : 02 Apr 2021 17:10
Operator : CG/JU

Sample : M1874-04

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040121.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 4
R.T. EstConc Area Relative to ISTD R.T.
17.974 8.39 ng 504924  Phenanthrene-d10 17.074
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 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 11

Abundance Scan 2565 (17 974 min): BM029324.D\data.ms (-2560) (- ' m/z 73.05 100.00%
43.0
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129.0
213.2
“ ) 157.1185.2
i
e

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107549:n-Hexadecanok:add

5000 129.0 ‘ ‘
18.00
. 157.01g5 02130  256.0 m/z 60.10 86.68%
0:

m/z--> 20 40 60 80 100120140160180200220240260280

%—

18.00
m/z 43.05 97.03%

o

.

o

Abundance #84453: Tetradecanoic acid
73.0
430 18.00
5000 ITI/Z 41.10 85.90%
129.0
185.0 228.0
0,cr
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #95854: Pentadecanoic acid T
43.0 73.0 18.00
m/z 55.05 75.67%
5000
129.0 242.0
199.0
LA | e
O el LMLl =
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@40221\
Data File : BM@29324.D

Acqg On : 02 Apr 2021 17:10
Operator : CG/JU

Sample : M1874-04

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040121.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

19.256 2.63 ng 188132 Chrysene-d12 21.244
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 59

Abundance Scan 2783 (19.256 min): BM029324.D\data.ms (-2778) (- m/z 73.10 100.00%
73.1

5000

.

129.0
185.1 241.2 T T
| H 284.1 19.00 19.50
T m/z 43.10  99.39%
m/z--> 0 50 100 150 200 250 300 350
Abundance #131259: Octadecanoic acid
43.0
5000 —r e
129.0 19.00 19.50
3.0 ) 284.0 m/z 57.10 82.22%
|, e e
O ‘r H‘ \“‘”\”h“‘ M\‘} \‘ T by \‘ T “ T \‘ T \‘\ |

miz-> 0 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es

-

43.0
— —
19.00 19.50
m/z 60.00 80.45%
5000 284.0 /
3.0 129.0
‘ 1850 5410
I 1 B Y
miz—> 0 50 100 150 200 250 300 350
Abundance #84453: Tetradecanoic acid —— —
73.0 19.00 19.50
m/z 55.05 79.26%
5000
129.0
29. 185.0 228.0
0] i " ‘ - “u e — e
m/z--> 0 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40221\
Data File : BM@29324.D

Acqg On : 02 Apr 2021 17:10
Operator : CG/JU

Sample : M1874-04

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040121.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 9-Octadecenamide, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.392 11.85 ng 849198 Chrysene-d12 21.244
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 98
2 Octanamide 143 C8H17NO 000629-01-6 72
3 Heptanamide, 4-ethyl-5-methyl- 171 C1OH21NO 054789-40-1 64
4 Tetradecanamide 227 C14H29NO 000638-58-4 64
5 Nonanamide 157 C9H19NO 001120-07-6 64

Abundance Scan 2976 (20.392 min): BM029324.D\data.ms (-2969) (-  m/z 59.05 100.00%

59.0
5000
— P
1261 14502382 20.00 20.50
0 Ay, 193023022811 3551400 ./, 72,10 66.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #128445: 9-Octadecenamide, (Z)-
59.0
5000 — =
20.00 20.50
m/z 41.10 42.01%
01_6, A ﬁ‘z‘?(‘) 184.0 238.028;]..0
- \‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #20317: Octanamide
59.0
= —
20.00 20.50
5000 m/z 55.10 39.57%
143.0
oizol | laonot30
m/z--> 50 100 150 200 250 300 350 400
Abundance #38995: Heptanamide, 4-ethyl-5-methyl- = —T
59.0 20.00 20.50
m/z 43.05 29.82%
5000
114.0
ot || 1710, ot
m/z--> 50 100 150 200 250 300 350 400 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40221\
Data File : BM@29324.D

Acqg On : 02 Apr 2021 17:10
Operator : CG/JU

Sample : M1874-04

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM040121.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 Cyclohexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.968 10.14 ng 726834 Chrysene-d12 21.244
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 97
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
3 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94

Abundance Scan 3074 (20.968 min): BM029324.D\data.ms (-3070) (-  m/z 43.10 100.00%

43.1
5000
—
| “ | ] 1402 1962 253.1 357.2 2100
ol MALLLITP2 1962 2531 3672 415. . o516 o1.46%
miz--> 50 100 150 200 250 300 350 400
Abundance #81246: Cyclohexadecane
53.0
5000 L
11.0 21.00
m/z 57.10 88.06%
LA ] 2670 2200
0 H‘\L“ \\‘\ ‘h‘“\\.\\J‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #177132: 1-Heneicosyl formate
57.0
T
21.00
5000 1.0 ITI/Z 83.05 80.99%
2940
ol LLLLLLL 360 2220 2980000
miz--> 50 100 150 200 250 300 350 400
Abundance #164113: Trifluoroacetic acid, pentadecyl ester P
57.0 21.00
m/z 69.05 78.70%
5000 11.0 ,NMVANAwiMNJVk
oLl L] 3820 2550 060 J\
m/z--> 50 100 150 200 250 300 350 400 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40221\
Data File : BM@29324.D

Acqg On : 02 Apr 2021 17:10
Operator : CG/JU

Sample : M1874-04

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@40121.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|
Butane, 2-metho... 2.940 20.4 ng 731645 1 7.698 716468 20.0
unknown2.98 2.987 4.8 ng 176776 1  7.698 716468 20.0
n-Hexadecanoic ... 17.974 8.4 ng 504924 4 17.074 1202940 20.0
Octadecanoic acid 19.256 2.6 ng 188132 5 21.244 1433360 20.0
9-Octadecenamid... 20.392 11.9 ng 849198 5 21.244 1433360 20.0
Cyclohexadecane 20.968 10.1 ng 726834 5 21.244 1433360 20.0
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