LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29256.D

Acqg On : 29 Mar 2021 22:21
Operator : CG/JU

Sample : M1828-02

Misc :

ALS vial : 8 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-BM032621.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@29256.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.010 17 21 26 rBV 442438 549274  1.72% 0.622%
2 5.351 412 419 430 rBV 1872968 2613899 8.19% 2.958%
3  6.922 679 686 696 rBV 1841222 2857408 8.96%  3.234%
4 7.751 820 827 836 rVB 517429 824857 2.59% 0.933%
5 8.904 1012 1023 1034 rBV 1052879 1815284 5.69% 2.054%
6 10.528 1290 1299 1310 rVB2 779949 1732606 5.43% 1.961%
7 10.704 1325 1329 1335 rVB 370083 554218 1.74% 0.627%
8 11.239 1409 1420 1423 rBV2 222294 543027 1.70% 0.615%
9 11.457 1452 1457 1465 rVB2 297294 577356 1.81% 0.653%
10 11.569 1465 1476 1485 rBV2 730033 1530421 4.80% 1.732%
11 11.969 1536 1544 1554 rBV 974564 1715158 5.38% 1.941%
12 12.186 1578 1581 1588 rVB 258842 402994 1.26% 0.456%
13 12.651 1655 1660 1667 rVB3 257819 565097 1.77%  0.640%
14 12.786 1678 1683 1687 rBV 313617 450401 1.41% 0.510%
15 12.869 1693 1697 1702 rBV 249781 375416 1.18% 0.425%
16 12.927 1702 1707 1711 rW 753492 1044717 3.28% 1.182%
17 12.998 1711 1719 1727 rVB 2164276 3384511 10.61% 3.830%
18 13.216 1748 1756 1764 rBV 1076318 1839651 5.77% 2.082%
19 13.874 1859 1868 1872 rVV3 676781 1282258 4.02% 1.451%
20 13.916 1872 1875 1883 rVB 247478 371811 1.17% 0.421%
21 14.286 1933 1938 1946 rVV 539842 777973  2.44%  ©.880%
22 14.374 1946 1953 1964 rVB 1009682 1666745 5.23% 1.886%
23 15.857 2199 2205 2212 rBV 1951103 2809752 8.81% 3.180%
24 17.115 2412 2419 2425 rBV 1109942 1605700 5.03% 1.817%
25 18.015 2566 2572 2590 rBV 891230 1487961 4.66% 1.684%

26 19.004 2736 2740 2746 rVB 704840 815272  2.56% 0.923%
27 19.209 2760 2775 2788 rBV 13520878 31896893 100.00% 36.097%
28 19.309 2788 2792 2809 rVB 1541513 2979453  9.34%  3.372%
29 19.739 2859 2865 2872 rVB 3245215 4079681 12.79% 4.617%
30 20.368 2968 2972 2980 rBV 993283 1325848 4.16% 1.500%

31 20.945 3064 3070 3077 rBV2 818362 1377910 4.32%  1.559%
32 21.003 3077 3080 3084 rVB 333051 382178 1.20% 0.433%
33 21.280 3123 3127 3134 rVB 1425242 1778082 5.57% 2.012%
34 21.933 3232 3238 3249 rBV 3704367 6522236 20.45% 7.381%
35 23.515 3502 3507 3518 rVB2 977765 1932124 6.06% 2.187%

36 26.585 4022 4029 4042 rVB2 650233 1895890 5.94%  2.146%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29256.D

Acqg On : 29 Mar 2021 22:21
Operator : CG/JU

Sample : M1828-02

Misc

ALS vial : 8 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-BM032621.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 88364062
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 29 Mar 2021 22:21
: CG/JU
: M1828-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
BM029256.D

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

1.2e+07

le+07

8000000

6000000

4000000

2000000

0
Time-->
Abundance

1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: BM029256.D\data.ms

5.351 6.922

300 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
TIC: BM029256.D\data.ms

19.209

12.998 15.857

11.969 .216 374 17.115 18.015
2.186 1 13 Bgfelﬂ ¢ : 19.00

0
Time-->
Abundance

1.2e+07

le+07

8000000

6000000

4000000

2000000

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: BM029256.D\data.ms

21.933

Time-->

21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 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@32921\
Data File : BM@29256.D

Acqg On : 29 Mar 2021 22:21

Operator : CG/JU

Sample : M1828-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032621.M
: 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 12

R.T. EstConc Area Relative to ISTD R.T.
3.010 13.32 ng 549274  1,4-Dichlorobenzene-d4 7.751
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 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance  Scan 21 (3.010 min): BM029256.D\data.ms (-17) (-) m/z 73.05 100.00%
73.0
50001 43.0 J\
T
| ‘ ‘ ( 300 320 3.40
ol b 3350 e 289 m/z 43.05  40.95%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LI AL AL A B
430 3.00 3.20 3.40
' ‘ m/z 55.10 24.73%
O ’\‘}‘H“H\HH‘H‘\‘\‘H\\‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘H\\‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
e
3.00 3.20 3.40
5000 410 m/z 87.05 24.02%
ol o ), 4220
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #2051: 1,3-Dioxolane, 2-methyl- 1
73.0 3.00 3.20 3.40
m/z 41.05 13.88%
5000{ 43.0 wﬁ\/\AkvavaNWMMVJ
0 ,u“‘hwm“wu_‘uwwm_m‘w‘wwwwm‘ww e
m/z--> 20 40 60 80 100120140160180200220240260280 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29256.D

Acqg On : 29 Mar 2021 22:21
Operator : CG/JU

Sample : M1828-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032621.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 Undecane, 2,6-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.704 6.40 ng 554218 Naphthalene-d8 10.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 94
2 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 80
3 Undecane, 6-ethyl- 184 C13H28 017312-60-6 72
4 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 68
5 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 64

Abundance Scan 1329 (10.704 min): BM029256.D\data.ms (-1325) (- m/z 57.10 100.00%

57.1
5000
85.1 ‘10‘50‘ ‘11‘00‘
113.2 ! :
o L M32 1411 1691 2070 0T 4340 53.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48882: Undecane, 2,6-dimethyl-
57.0
5000 — e
10.50 11.00
m/z 71.10 43.03%
29.0 98.0
ob \ L, . 141.0 169.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48868: Undecane, 3,5-dimethyl-
57.0
.. =
10.50 11.00
5000 m/z 41.10  32.71%
29.0 85.0
obooddbd A {1220 190 yes0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48843: Undecane, 6-ethyl- T T
57.0 10.50 11.00
m/z 56.10 13.97%
5000
29.0
‘ ‘ 85.0 112.0 1540
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29256.D

Acqg On : 29 Mar 2021 22:21
Operator : CG/JU

Sample : M1828-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032621.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 Cyclohexane, (4-methylpentyl)- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
11.239 6.27 ng 543027 Naphthalene-d8 10.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 83
2 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 72
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 64
4 Cyclohexane, butyl- 140 C1eH20 001678-93-9 64
5 Cyclohexane, propyl- 126 C9H18 001678-92-8 64

Abundance Scan 1420 (11.239 min): BM029256.D\data.ms (-1409) - m/z 83.10 100.00%

551 |
5000
1100 1150
168.2 . .
oww‘i“m L agoro 372 T 2070 4/, ss.ie 8e.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36844: Cyclohexane, (4-methylpentyl)-
83.0
55.0
5000 — e
11.00 11.50
m/z 82.10 61.71%
29.0
| \h H |, 12s0 1680
O\\\‘\\\\“\\\‘\‘\w\\“\\\\‘\\‘\\‘\H\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10655: Cyclohexane, 2-propenyl-
55.0 83.0
P e
11.00 11.50
5000 m/z 41.10  52.34%
27.0 ‘ 124.0
0 \\\‘\H\\i“\\\”Mwl\Hi‘\‘\\‘1‘\H\‘\‘\H‘mwm‘mwm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27055: Cyclohexane, pentyl- 7 7
83.0 11.00 11.50
55.0 m/z 67.10 28.86%
29.0 ‘ ‘ 154.0
Y S W S NNS— e e
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29256.D

Acqg On : 29 Mar 2021 22:21
Operator : CG/JU

Sample : M1828-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032621.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 Dodecane, 2-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

11.457 6.66 ng 577356 Naphthalene-d8 10.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl- 184 C13H28 001560-97-0 90
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 81
3 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 78
4 Undecane, 2-methyl- 170 C12H26 007045-71-8 72
5 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 64

Abundance Scan 1457 (11.457 min): BM029256.D\data.ms (-1452) (- m/z 43.10 100.00%

43.1
5000 [ens
o1 e
: 141.1 :
0L e “i‘: ull “‘: b2y 1892 hys s7.10  84.37%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48844: Dodecane, 2-methyl-
43.0
5000 71.0 LN
11.50
m/z 71.10 50.47%
99.0 141.0
0 \2‘4\..‘¢\ \“‘1 T \H‘[ T \“1 T T \“’ T T i‘\ T \%\6\8\0\‘ i
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38349: Decane, 3,8-dimethyl-
57.0
T
11.50
5000 85.0 m/z 41.10 49.30%
113.0 141.0
0 \‘\\H“;H“‘H“M“}MH‘,H‘H‘Huiuu‘lzo\'\o‘\u
miz--> 20 40 60 80 100 120 140 160 180
Abundance #38340: Decane, 2,9-dimethyl- T
43.0 11.50
m/z 85.10 36.85%
99.0 127.0
o2t | L | | %90 1270 1sso Ul
m/z--> 20 40 60 80 100 120 140 160 180 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29256.D

Acqg On : 29 Mar 2021 22:21
Operator : CG/JU

Sample : M1828-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032621.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 Octane, 2,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.569 17.67 ng 1530420 Naphthalene-d8 10.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 86
2 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 80
3 Tridecane, 5-propyl- 226 C16H34 055045-11-9 72
4 Octane, 2,3,7-trimethyl- 156 C11H24 062016-34-6 72
5 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 64
Abundance Scan 1476 (11.569 min): BM029256.D\data.ms (-1465) (- m/z 57.10 100.00%
57.1
o JMM
SR \
‘ 85‘1 w1 11.50
Obrrerere ettt el o 199:2,183.12069 1o g1 10 79.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19181: Octane, 2,6-dimethyl-
57.0
5000 RS :
11.50
m/z 43.10 68.27%
29.0
‘ ‘ g5 1130
O\\\‘\‘\\\“M\\"\\H}\‘\‘\\\‘\\1‘\‘\\%\4.‘2\\0\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28437: Nonane, 2,6-dimethyl-
43.0
71.0 T
11.50
5000 m/z 41.10 43.36%
113.0
Ol b o 2420
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83031: Tridecane, 5-propyl- 1
57.0 11.50
m/z 56.10 22.66%
5000
85.0
0. 200 | L 7m0 180 a0 V.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29256.D

Acqg On : 29 Mar 2021 22:21
Operator : CG/JU

Sample : M1828-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032621.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 Tridecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.969 19.80 ng 1715160 Naphthalene-d8 10.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Tetradecane 198 C14H30 000629-59-4 86
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 81
4 Octadecane 254 C18H38 000593-45-3 80
5 Heneicosane 296 C21H44 000629-94-7 78
Abundance Scan 1544 (11.969 min): BM029256.D\data.ms (-1536) (- m/z 57.10 100.00%
57.1
5000
85.1
T
12.00
112.1
ol 358 Lyl atier 1412 18422070, 43.10  88.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48831: Tridecane
57.0
5000 1 7
12.00
29.0 85.0 m/z 71.10 57.84%
o \‘ L “‘ (1130 141.0 184.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59881: Tetradecane
57.0
T
12.00
5000 m/z 41.05 51.72%
85.0
29.0
bbb kL 10 a0 a0 1980
_"w"H"H“H“_“w“u“u‘,u“_“w“u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48875: Undecane, 2,6-dimethyl- ——
57.0 12.00
m/z 85.10 34.22%
5000
29.0 98.0
R O N ARV Y T b
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29256.D

Acqg On : 29 Mar 2021 22:21
Operator : CG/JU

Sample : M1828-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032621.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 7 Heptylcyclohexane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.651 6.78 ng 565097  Acenaphthene-d10 14.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptylcyclohexane 182 C13H26 005617-41-4 64
2 Cyclohexane, hexyl- 168 C12H24 004292-75-5 53
3 Cyclohexane, undecyl- 238 C17H34 054105-66-7 53
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 50
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 50
Abundance Scan 1660 (12.651 min): BM029256.D\data.ms (-1655) (-  m/z 83.10 100.00%
3.1
55.1
5000
— —
111.1 140.1  182.2 12.50 13.00
(o} m/z 55.10  81.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #47280: Heptylcyclohexane
83.0
55.0
5000 — ——
12.50 13.00
m/z 41.10 79.87%
BN 111.0 182.0
O \H‘HH‘i‘\H“\"\H‘H‘i‘!‘\\wh‘\\‘\\‘H\\‘\H\‘\H\‘\\H‘H\\‘H\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #36765: Cyclohexane, hexyl-
55.0 83.0
— —
12.50 13.00
5000 m/z 82.10 66.65%
29.0 ‘ 168.0
bl LA B0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92571: Cyclohexane, undecyl- 1 —
83.0 12.50 13.00
m/z 43.10 61.05%
55.0
5000
29.0
Obrrrrelrephdl i A (HLEQ 1540 238 — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.50 13.00

8270-BM@32621.M Tue Mar 30 14:22:38 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29256.D

Acqg On : 29 Mar 2021 22:21
Operator : CG/JU

Sample : M1828-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032621.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 Eicosane, 10-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.786 5.40 ng 450401  Acenaphthene-d10 14.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
2 1-Todo-2-methylundecane 296 C12H25I 073105-67-6 86
3 Sulfurous acid, 2-propyl undecyl... 278 C14H3003S 1000309-12-2 86
4 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 80
5 Tridecane, 7-propyl- 226 C16H34 055045-09-5 80

Abundance Scan 1683 (12.786 min): BM029256.D\data.ms (-1678) (- m/z 43.10 100.00%

43.1
5000 85.1
1250  13.00
154.2 : :
ol w‘u bdll 328177 1062 m/z 57.10  94.95%
miz--> 50 100 150 200 250
Abundance #141431: Eicosane, 10-methyl-
57.0
5000 —T — =
12.50 13.00
99.0 m/z 41.10 52.46%
05— ‘\“ “‘\ ”H‘ \‘H‘\ h“ \h‘ it ‘h\ h\ \1\97‘0\ \2\3\9? T 2\8\1\0|
m/z--> 50 100 150 200 250
Abundance #140553: 1-lodo-2-methylundecane
57.0
—— —
12.50 13.00
5000 ITI/Z 71.10 51.09%
7.0 99.0
ol il LU0 1690 a1 296.(
el e S S
m/z--> 50 100 150 200 250
Abundance #125659: Sulfurous acid, 2-propyl undecyl ester o —=
43.0 12.50 13.00
m/z 85.10 40.40%
5000
85.0
ol L LlL | 12501550 18000100 WL
m/z--> 50 100 150 200 250 12.50 13.00

8270-BM032621.M Tue Mar 30 14:22:39 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29256.D

Acqg On : 29 Mar 2021 22:21
Operator : CG/JU

Sample : M1828-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032621.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 Dodecane, 2,7,10-trimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.927 12.54 ng 1044720  Acenaphthene-d10 14.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 91
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 90
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 87
4 Octane, 2,3,7-trimethyl- 156 C11H24 062016-34-6 72
5 Decane, 3-methyl- 156 C11H24 013151-34-3 59

Abundance Scan 1707 (12.927 min): BM029256.D\data.ms (-1702) (- m/z 57.10 100.00%

57.1
5000
85.1
— =
113.1 13.00
0 m,mw‘H_M:"wmJ‘,“J“_L‘lf“l“lw“‘1‘?‘3‘2‘“?‘1?“2 m/z 71.10  85.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0
5000 IR
13.00
290 85.0 m/z 43.10  64.10%
O \\\’\H‘\\“‘\\\M‘\\‘M\‘\‘\\\’]\-\]-MS\‘O\‘\\lé‘]-\\O\\‘\\\]-\8‘\3\0\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71405: Dodecane, 2,6,10-trimethyl-
57.0
—r
13.00
5000 m/z 41.10  42.97%
29.0 85.0
Y |30 1650 18309060
et e e e e e A e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71406: Dodecane, 2,6,11-trimethyl- ——
57.0 13.00
m/z 85.10 33.57%
5000
85.0
290 113 169.0
obe b g ST 2420 2690 1070 L
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00

8270-BMO32621.M Tue Mar 30 14:22:40 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29256.D

Acqg On : 29 Mar 2021 22:21
Operator : CG/JU

Sample : M1828-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032621.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 Tetradecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.216 22.07 ng 1839650  Acenaphthene-d10 14.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Tridecane 184 C13H28 000629-50-5 83
4 Decane, 3-bromo- 220 C1OH21Br 030571-71-2 80
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 64

Abundance Scan 1756 (13.216 min): BM029256.D\data.ms (-1748) (- m/z 57.10 100.00%
57.1

i M
1300 13.50
112.1 : ’
om‘m“ﬂm”_“‘mlmm‘_m"‘1““?‘9”‘159%”19?‘2‘”“”‘ m/z 43.10 86.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57.0
5000 85.0 — T
13.00 13.50
29.0 m/z 71.10 61.76%
0 L0 L) 130 1410 1600 1980
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
57.0
— =
13.00 13.50
5000 m/z 41.10 50.27%
85.0
29.0
0 ‘\‘ \‘\ H\ H\ 1 \\11\3014101690 226.0
AR R R e R e RAARARRRERRARR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane 7 —
57.0 13.00 13.50
m/z 85.10 39.22%
5000
85.0
29.0
o | 00 s
et e e e e e — = —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50

8270-BMO32621.M Tue Mar 30 14:22:40 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29256.D

Acqg On : 29 Mar 2021 22:21
Operator : CG/JU

Sample : M1828-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032621.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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.874 15.39 ng 1282260  Acenaphthene-d10 14.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 80
2 Hexadecane 226 C1l6H34 000544-76-3 76
3 Tridecane, 6-propyl- 226 C16H34 055045-10-8 76
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 74
5 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 72

Abundance Scan 1868 (13.874 min): BM029256.D\data.ms (-1859) (- m/z 57.10 100.00%
57.1

> . M
‘ 113.2 13‘50‘ ‘14‘00‘
141.2 . .
183.2
0 m_u‘UH‘!“MMJ"H‘H“_‘U‘_u‘WMm‘wwﬁl“l“zw m/z 43.10  98.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59879: Tetradecane
57.0
5000 — —
85.0 13.50 14.00
29.0 m/z 71.10 91.98%
11
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
— — 1
13.50 14.00
5000 m/z 41.10 51.41%
85.0
29.0
0 ‘\ ‘L‘ [ M‘ 113.0 141.0 169.0 197.0 226.0
R e e  RERLRRERLocr
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83030: Tridecane, 6-propyl- “ T
43.0 13.50 14.00
71.0 m/z 85.10 43.08%
5000
99.0 126.0 1540 183.0
ol e b e L2260 WV U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00

8270-BMO32621.M Tue Mar 30 14:22:41 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29256.D

Acqg On : 29 Mar 2021 22:21
Operator : CG/JU

Sample : M1828-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032621.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 10-Methylnonadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.286 9.34 ng 777973  Acenaphthene-die 14.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Methylnonadecane 282 C20H42 056862-62-5 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 80
5 Sulfurous acid, hexyl octyl ester 278 C14H3003S 1000309-13-0 72

Abundance Scan 1938 (14.286 min): BM029256.D\data.ms (-1933) - m/z 57.10 100.00%
57.1

5000

-

85.1
14.00 14.50
113.1
Ol bl o, 195218322122 m/z 43.10  89.60%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #129494: 10-Methylnonadecane
57.0
85.0
5000 T —
14.00 14.50
154.0 m/z 71.10 63.30%
29.0 | 113.0 ‘
O\‘\W‘H“\H“\W‘}\“H‘H}“\\U\‘\H\\\‘\H‘\‘HH‘\H\‘HH‘HH‘HHZ‘(SH?\(\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #59882: Tetradecane
57.0
T ™~
14.00 14.50
5000 85.0 ITI/Z 41.10 51.09%
29.0
113.0 198.0
b Ll A R Smonse0™ 0
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #83024: Hexadecane T —
57.0 14.00 14.50
m/z 85.10 38.99%
5000
85.0
29.0
oLl L | mmsososmo  zmo
W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘M‘H‘H‘W‘H‘M‘H‘H‘w‘u‘ —— T
m/z--> 20 40 60 80 100120140160 180200220 240 260 14.00 14.50

8270-BMO32621.M Tue Mar 30 14:22:42 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29256.D

Acqg On : 29 Mar 2021 22:21
Operator : CG/JU

Sample : M1828-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032621.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.015 18.53 ng 1487960  Phenanthrene-d10 17.115
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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 25

Abundance Scan 2572 (18.015 min): BM029256.D\data.ms (-2566) (- m/z 73.10 100.00%

43.1 73.1
5000
129.0
213.2 R T
‘ H H 157.1185.2 256.3 18.00
oww“:‘mw‘”“H“H‘m ek b m/z 43.10 96.79%
m/z--> 20 40 60 80 100120140160 180200 220240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 IR I
18.00
151018502130 256.0 m/z 60.00 85.89%
O,
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #84453: Tetradecanoic acid
73.0
R \
43.0 18.00
5000 ITI/Z 41.10 83.18%
129.0
185.0 228.0
: 119 | s
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #95851: Pentadecanoic acid = :
43.0 ,73.0 18.00
m/z 55.05 73.48%
5000 129.0
199.0
P ) e T
o%ﬁgk“JﬂNWwmewWumhwuﬂwﬂ‘muwu‘wuuwu‘_‘ =
m/z--> 20 40 60 80 100120 140160180200 220240260 18.00

8270-BM032621.M Tue Mar 30 14:22:43 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29256.D

Acqg On : 29 Mar 2021 22:21
Operator : CG/JU

Sample : M1828-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032621.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 Tetradonium Bromide Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.003 10.15 ng 815272  Phenanthrene-die 17.115
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradonium Bromide 335 C17H38BrN 001119-97-7 78
2 Cetrimonium Bromide 363 C19H42BrN 000057-09-0 78
3 3(N,N-Dimethylmyristylammonio)pr... 363 C19H41NO3S 014933-09-6 78
4 Dodecyltrimethylammonium bromide 307 C15H34BrN 001119-94-4 78
5 1-Pentadecanamine, N,N-dimethyl- 255 C17H37N 017678-60-3 72

Abundance Scan 2740 (19.004 min): BM029256.D\data.ms (-2736) (- m/z 58.10 100.00%

58.1
5000
RN
19.00
ol . 11411541 212325022963 = m/z 43.10  6.89%
m/z--> 50 100 150 200 250 300 350
Abundance #173125: Tetradonium Bromide
58.0
5000 ——
19.00
m/z 41.10 5.58%
o0 . | 9801350 241.0
\\\\‘\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #192494: Cetrimonium Bromide
58.0
RN
19.00
5000 ITI/Z 59.05 3.71%
ok80 , | 9601350 269.0
L I B L e I LA LA B S S S B
m/z--> 50 100 150 200 250 300 350
Abundance #192493: 3(N,N-Dimethylmyristylammonio)propanesulfor —== ‘
58.0 19.00
m/z 55.10 3.45%
5000
Ol&q L4 . 1220 180.0 2410 362.1
R e e B e o R A R —F—
m/z--> 50 100 150 200 250 300 350 19.00

8270-BMO32621.M Tue Mar 30 14:22:43 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29256.D

Acqg On : 29 Mar 2021 22:21
Operator : CG/JU

Sample : M1828-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032621.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 Oleic Acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.209 358.78 ng 31896900 Chrysene-d12 21.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 91
2 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 90
3 Octadec-9-enoic acid 282 C18H3402 1000190-13-7 87
4 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 86
5 Aspidospermidin-17-0l, 1-acetyl-... 414 C23H30ON205 002122-26-1 83

Abundance Scan 2775 (19.209 min): BM029256.D\data.ms (-2760) (- m/z 55.10 100.00%

58.1
5000 97.1

19.00 1950
37.1 180, 22222 264.3
0 g 2P ZS5RE L 825 wyz 41.10  79.64%
miz--> 50 100 150 200 250 300 350
Abundance #129337: Oleic Acid
55.0
5000 7.0

1900 19'50
m/z 69.10 73.69%

264.0
wﬁ LA by 8002220 |
\\\\‘\! \‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #129347: cis-13-Octadecenoic acid
55.0

o

19.00 19 50
5000 970 m/z 83.05 55.15%
oisod L] JJL B0 1000222020 jL
miz--> 50 100 150 200 250 300 350
Abundance #129341: Octadec-9-enoic acid — ‘
55.0 19.00 19. 50
m/z 43.10 52.40%

7.0
5000 264.0
H 38.0 180.0 222.0
0 ‘ H L mm\u w“\\ “m \‘\ L M Loy ‘\

m/z--> 0 100 150 200 250 300 350 19 00 19 50

8270-BMO32621.M Tue Mar 30 14:22:44 2021 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29256.D

Acqg On : 29 Mar 2021 22:21
Operator : CG/JU

Sample : M1828-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032621.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

19.309 33.51 ng 2979450 Chrysene-d12 21.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Oxalic acid, propyl tetradecyl e... 328 C19H3604 1000309-26-7 30
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 20

Abundance Scan 2792 (19.309 min): BM029256.D\data.ms (-2788) (- m/z 43.10 100.00%

43.1
5000
31 129.0
185.2 241.2 — ——
‘ ‘ ‘ 284.1 19.00 19.50
ob— bl 82Ty 7310 97.48%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
73.0
5000 129.0 = —
19.00 19.50
185.0 241.0 284.0 ITI/Z 60.00 85.20%
O “ ‘\‘“‘hﬂ”l‘\“‘\ \‘ \“\ “ ‘\‘\‘\ \“ “\ T \‘L\ L
m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid
73.0
— —
19.00 19.50
5000 129.0 ITI/Z 41.10 77 .24%
29.0
‘ 199.0 242.0
OH“\H‘ w‘ﬂhuw‘ﬂ‘\‘u} “““ “{“‘i ‘\H“\‘HH‘HH“
m/z--> 50 100 150 200 250 300 350
Abundance #84453: Tetradecanoic acid — =
73.0 19.00 19.50
m/z 55.10 76.30%
5000
129.0
29. 185.0 228.0
O . ““ “ML‘H} “ i \‘m‘\ “\‘ \‘ ; “\‘ L B B e e ‘ : - ‘ -
m/z--> 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@32921\
Data File : BM@29256.D

Acqg On : 29 Mar 2021 22:21
Operator : CG/JU

Sample : M1828-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032621.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 12-Hydroxystearic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.368 14.91 ng 1325850 Chrysene-d12 21.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 12-Hydroxystearic acid 300 C18H3603 000106-14-9 58
2 Cyclohexanemethanol, 4-methyl-, ... 128 C8H160 003937-48-2 22
3 Cyclopropanemethanol, 2,2,3,3-te... 128 C8H160 002415-96-5 22
4 Oleic Acid 282 (C18H3402 000112-80-1 16
5 Cyclohexane, 1,2,4,5-tetraethyl-... 196 C14H28 061142-24-3 15

Abundance Scan 2972 (20.368 min): BM029256.D\data.ms (-2968) (- m/z 55.10 100.00%

5:
197.2
5000
— —r
“ J‘L ‘11 1 20.00 20.50
ol WALy | 26418122 428! L/ 997 105 56.53%
mlz--> 50 100 150 200 250 300 350 400
Abundance #144840: 12-Hydroxystearic acid
55.0 197.0
5000 — SR
20.00 20.50
11.0 m/z 41.10 55.29%
Lid 208
O' “ H‘\"‘H\m\“‘\“‘\\‘\‘\‘\\\‘\‘\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #12635: Cyclohexanemethanol, 4-methyl-, cis-
55.0
— —r
20.00 20.50
5000 m/z 43.106  50.05%
I
ol b e
Miz--> 50 100 150 200 250 300 350 400
Abundance #12647: Cyclopropanemethanol, 2,2,3,3-tetramethyl- P —
55.0 20.00 20.50
m/z 97.10 49.78%
0 ’*]\ — —
mlz--> 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@32921\
Data File : BM@29256.D

Acqg On : 29 Mar 2021 22:21
Operator : CG/JU

Sample : M1828-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032621.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 9-Octadecenal, (Z)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.945 15.50 ng 1377910 Chrysene-d12 21.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenal, (Z)- 266 C18H340 002423-10-1 70
2 9-Octadecenoic acid (Z)-, 2,3-di... 356 C21H4004 000111-03-5 64
3 13-Tetradecenal 210 C14H260 085896-31-7 62
4 Oxirane, tetradecyl- 240 C16H320 007320-37-8 53
5 2-Methyl-Z,Z-3,13-octadecadienol 280 C19H360 1000130-90-5 53

Abundance Scan 3070 (20.945 min): BM029256.D\data.ms (-3064) (- m/z 55.10 100.00%

55.1
129.0
5000
21.00
0“‘W Wm JMWMW\MN‘“‘M\2§5%§993355%AP%¥" m/z 41.16 70.95%
mlz--> 50 100 150 200 250 300 350 400
Abundance #115866: 9-Octadecenal, (Z)-
55.0
5000 T
21.00
11.0 m/z 129.00 58.45%
248.0
oL MLARA Ny 2o20 2P0
m/z--> 50 100 150 200 250 300 350 400
Abundance #188143: 9-Octadecenoic acid (Z)-, 2,3-dihydroxypropyl ¢
55.0
—
21.00
) m/“z/i_l/[ﬂ\lj%

0'
m/z--> 50 100 150 200 250 300 350 400
Abundance #69490: 13-Tetradecenal T
55.0 21.00
m/z 43.10 55.39%
5000

-

ol11 M‘MH u\“\ p136302100

—
m/z--> 50 100 150 200 250 300 350 400 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29256.D

Acqg On : 29 Mar 2021 22:21
Operator : CG/JU

Sample : M1828-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032621.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 9,17-Octadecadienal, (Z)- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
21.933 73.36 ng 6522240 Chrysene-d12 21.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,17-Octadecadienal, (Z)- 264 C18H320 056554-35-9 95
2 13-Tetradecenal 210 C14H260 085896-31-7 94
3 9-Octadecenoic acid (Z)-, 2-hydr... 356 C21H4004 003443-84-3 94
4 9,12-Octadecadien-1-0l, (Z,Z)- 266 C18H340 000506-43-4 84
5 9-Octadecenoic acid (Z)-, 2-hydr... 326 C20H3803 004500-01-0 83

Abundance Scan 3238 (21.933 min): BM029256.D\data.ms (-3232) (- m/z 55.10 100.00%

an 3 . .
5000
1jp9.1 264.1 T
207.1 ’ 22.00
oL AL l‘m‘w\"‘l‘ﬂ‘““ bigd Lol 3253 3974 4751 0 40 10 67.81%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #114272: 9,17-Octadecadienal, (Z)-
67.0
5000 R
22.00
” m/z 69.10 60.68%
264.0
O \\L‘\‘l\‘ ‘1“\“‘““\F\“\lm\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #69490: 13-Tetradecenal
55.0
—r
22.00
5000 m/z 67.10  58.84%
ol \ﬂleﬁﬁf’?lﬁq"MWW,W_M
miz--> 50 100 150 200 250 300 350 400 450
Abundance #188149: 9-Octadecenoic acid (Z)-, 2-hydroxy-1-(hydroxy e
55.0 22.00
m/z 43.10 58.69%
5000 264.0
109.0
e | seso
oL L [ RV ISWAISVING EPih it R— —
m/z--> 50 100 150 200 250 300 350 400 450 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29256.D

Acqg On : 29 Mar 2021 22:21
Operator : CG/JU

Sample : M1828-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032621.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 20 .gamma.-Sitosterol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
26.585 19.62 ng 1895890 Perylene-di2 23.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 94
2 .beta.-Sitosterol 414 C29H500 000083-46-5 92
3 Ergost-5-en-3-0l, (3.beta.)- 400 C28H480 004651-51-8 49
4 Stigmastan-3,5-diene 396 C29H48 1000214-16-4 45
5 Campesterol 400 C28H480 000474-62-4 25

Abundance Scan 4029 (26.585 min): BM029256.D\data.ms (-4022) (- m/z 43.10 100.00%
3.1

5000 107.1

- L MH

159.1213.2

-

303.3

26.50

m/z 57.10 51.20%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #217434: .gamma.-Sitosterol
43.0
5000 —— |
414.0 26.50
‘ } 61. 0213 0 303.0 m/z 55.10 51.15%
ol ‘\‘r\ ‘ hi“‘\hm‘h Mxhlmlu " \I‘ pork ‘ - “ : LS\SE\O“ “ ‘ R
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #217433: .beta.-Sitosterol
43.0
T \
26.50
5000 m/z 41.10 43.74%
414.0
159.0
213.0
‘ ‘ ‘ M ‘ 273.0 5230 JMW/\MW
O‘HM H‘IIHI
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #212394: Ergost-5-en-3-ol, (3.beta.)- — ‘
43.0 26.50
m/z 107.10 41.38%
5000
400.0
‘ 159.0213.0 289 0
o ‘J‘ \“ \ L‘\}\ “ ‘ \iw ‘ ‘m ‘I‘I\I\‘ Hij \‘J\ , u}\ “I‘\ } | ‘\“3%‘ ‘ “‘ \ \‘ R ——
m/z--> 0 50 100 150 200 250 300 350 400 450 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29256.D

Acqg On : 29 Mar 2021 22:21
Operator : CG/JU

Sample : M1828-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32621.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... 3.010 13.3 ng 549274 1 7.751 824857 20.0
Undecane, 2,6-d... 10.704 6.4 ng 554218 2 10.534 1732610 20.0
Cyclohexane, (4... 11.239 6.3 ng 543027 2 10.534 1732610 20.0
Dodecane, 2-met... 11.457 6.7 ng 577356 2 10.534 1732610 20.0
Octane, 2,6-dim... 11.569 17.7 ng 1530420 2 10.534 1732610 20.0
Tridecane 11.969 19.8 ng 1715160 2 10.534 1732610 20.0
Heptylcyclohexane  12.651 6.8 ng 565097 3 14.374 1666750 20.0
Eicosane, 10-me... 12.786 5.4 ng 450401 3 14.374 1666750 20.0
Dodecane, 2,7,1... 12.927 12.5 ng 1044720 3 14.374 1666750 20.0
Tetradecane 13.216 22.1 ng 1839650 3 14.374 1666750 20.0
Hexadecane 13.874 15.4 ng 1282260 3 14.374 1666750 20.0
10-Methylnonade... 14.286 9.3 ng 777973 3 14.374 1666750 20.0
n-Hexadecanoic ... 18.015 18.5 ng 1487960 4 17.115 1605700 20.0
Tetradonium Bro... 19.003 10.2 ng 815272 4 17.115 1605700 20.0
Oleic Acid 19.209 358.8 ng 31896900 5 21.280 1778080 20.0
Octadecanoic acid 19.309 33.5 ng 2979450 5 21.280 1778080 20.0
12-Hydroxystear... 20.368 14.9 ng 1325850 5 21.280 1778080 20.0
9-Octadecenal, ... 20.945 15.5 ng 1377910 5 21.280 1778080 20.0
9,17-Octadecadi... 21.933 73.4 ng 6522240 5 21.280 1778080 20.0
.gamma.-Sitosterol 26.585 19.6 ng 1895890 6 23.515 1932120 20.0
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