LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29259.D

Acqg On : 30 Mar 2021 ©00:10
Operator : CG/JU

Sample : M1828-03

Misc :

ALS Vvial : 11 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@29259.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.016 17 22 26 rBV 790668 872371 8.63% 1.644%
2 3.057 26 29 39 rVB 149265 173500 1.72% 0.327%
3 4.904 338 343 353 rVB 241320 337831 3.34% 0.636%
4 5.363 414 421 433 rBV 2683018 3793946 37.52% 7.148%
5 6.939 680 689 699 rBV 2549048 3980138 39.36% 7.498%
6 7.757 819 828 836 rVB 505109 792613  7.84%  1.493%
7 8.910 1009 1024 1035 rBV 1563883 2581457 25.53% 4.863%
8 10.539 1292 1301 1311 rVB 653461 1276682 12.62%  2.405%
9 10.710 1325 1330 1335 rVB 196362 290372 2.87% 0.547%
10 11.245 1410 1421 1424 rBV3 98282 255690 2.53% 0.482%
11 11.380 1439 1444 1448 rVWW4 72710 114329 1.13% 0.215%
12 11.463 1453 1458 1466 rVB3 126722 245105 2.42% 0.462%
13 11.569 1467 1476 1487 rBV 397624 786129 7.77% 1.481%
14 11.969 1537 1544 1555 rBV2 339305 645681 6.38% 1.216%
15 12.192 1579 1582 1588 rVB2 135567 205903 2.04% 0.388%
16 12.339 1603 1607 1616 rVB5 62531 118645 1.17% 0.224%
17 12.604 1647 1652 1656 rVV3 104647 201062 1.99% 0.379%
18 12.663 1656 1662 1667 rVV3 115373 285622 2.82% 0.538%
19 12.786 1679 1683 1688 rBV 139057 201742 1.99% 0.380%
20 12.874 1694 1698 1703 rBV 122426 186917 1.85% 0.352%
21 12.927 1703 1707 1712 rVV 413409 587132 5.81% 1.106%
22 13.004 1712 1720 1728 rVB 2773896 4289727 42.42% 8.082%
23 13.216 1749 1756 1764 rBV2 390768 754302 7.46% 1.421%
24 13.739 1841 1845 1850 rBV4 60488 108253 1.07% 0.204%
25 13.792 1850 1854 1859 rVWVW3 64271 134697 1.33% 0.254%
26 13.845 1859 1863 1865 rVV3 114171 182269 1.80% 0.343%
27 13.880 1865 1869 1872 rVV2 366265 526672 5.21% 0.992%
28 13.916 1872 1875 1883 rVB 120474 197674 1.95% 0.372%
29 14.221 1923 1927 1934 rVB5 64670 134868 1.33% 0.254%
30 14.292 1934 1939 1944 rVWV 222424 305529 3.02% 0.576%

31 14.386 1947 1955 1964 rVB 838993 1372018 13.57%
32 15.868 2201 2207 2214 rBV 2208937 3215462 31.80%
33 17.121 2414 2420 2426 rBV 952339 1336288 13.21%
34 18.021 2568 2573 2584 rBV 608241 961128  9.50%
35 19.192 2761 2772 2787 rBV 4215896 10112952 100.00% 19.
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36 19.303 2788 2791 2803 rVB2 463714 844848 8.35%  1.592%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29259.D

Acqg On : 30 Mar 2021 ©00:10
Operator : CG/JU

Sample : M1828-03

Misc :

ALS Vvial : 11 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

37 19.745 2860 2866 2873 rVB 4127426 5025530 49.69% 9.468%
38 20.944 3064 3070 3077 rBV2 533068 939938 9.29% 1.771%
39 21.003 3077 3080 3085 rvVv 693615 827242 8.18% 1.558%
40 21.286 3124 3128 3135 rBV 1264356 1627403 16.09% 3.066%
41 21.933 3235 3238 3252 rVB3 230570 459119 4.54% 0.865%

42 23.527 3503 3509 3519 rVB2 907565 1790922 17.71% 3.374%

Sum of corrected areas: 53079708
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29259.D

Acqg On : 30 Mar 2021 00:10
Operator : CG/JU

Sample : M1828-03

Misc :

ALS vial : 11 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 TIC: BM029259.D\data.ms
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Abundance TIC: BM029259.D\data.ms
19.192 19.y45
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Abundance TIC: BM029259.D\data.ms
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3500000
3000000
2500000

2000000
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Time--> 21.00 2150 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

8270-BMO32621.M Tue Mar 30 14:24:12 2021 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29259.D

Acqg On : 30 Mar 2021 00:10

Operator : CG/JU

Sample : M1828-03

Misc

ALS vial : 11 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 2

R.T. EstConc Area Relative to ISTD R.T.
3.016 22.01 ng 872371 1,4-Dichlorobenzene-d4 7.757
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 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9
Abundance  Scan 22 (3.016 min): BM029259.D\data.ms (-17) (-) m/z 73.05 100.00%
3.0
5000 43.1 J
871 T ‘ T T T ‘ L ‘ L
‘ 91 3.00 320 3.40
bl 22 e L1280 sz 43,10 38.72%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B B B
43.0 3.00 320 340
' 87.0 m/z 87.10  25.45%
29.0
N ‘\“\ L?-O i
O \‘H\\‘HH‘!\!\‘\!\‘!‘HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 R S .
3.00 320 3.40
5000 41.0 55.0 m/z 55.10 23.80%
27.0
Ol 2120 1290
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- T
73.0 3.00 3.20 3.40
m/z 41.10 13.42%
5000 43.0
58.0
Obrprrthbirrrepter e R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 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@29259.D

Acqg On : 30 Mar 2021 00:10
Operator : CG/JU

Sample : M1828-03

Misc :

ALS vial : 11 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 Propane, 1,1-dimethoxy- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
3.057 4.38 ng 173500 1,4-Dichlorobenzene-d4 7.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 83
2 Propane, 3-chloro-1,1-dimethoxy- 138 C5H11C102 035502-06-8 56
3 3-Bromopropionaldehyde dimethyl ... 182 C5H11Br02 036255-44-4 38
4 Silane, trimethyl(1-methylethoxy)- 132 C6H160Si 001825-64-5 33
5 Benzene, [2-(ethylthio)ethyl]- 166 C1leH14S 022914-08-5 33
Abundance  Scan 29 (3.057 min): BM029259.D\data.ms (-26) (-) m/z 75.05 100.00%
75.0
5000 451 Jk
P T
‘ 3.00 320 3.40
Ol e ot ey 2080 e 2L myz 73,10 56.87%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #4789: Propane, 1,1-dimethoxy-
78.0
29.
5000 90 LI L B B
3.00 320 3.40
“ m/z 45.10 40.65%
O \H‘\‘\“}\““\‘H‘\“’\\‘M‘HH‘H.\\‘H\\‘\H\’\H\’\\H‘HH‘HH‘HH‘\H\’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17094: Propane, 3-chloro-1,1-dimethoxy-
78.0
R R o
3.00 320 3.40
5000 450 m/z 41.1@  27.58%
107.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #47394: 3-Bromopropionaldehyde dimethyl acetal A
75.0 3.00 320 3.40
m/z 47.05 19.78%
5000
45.0
151.0
0150‘\“ i ‘\ 1090 \H 1810
A A Aad e e R R
m/z--> 20 40 60 80 100120140160180200220240260280 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29259.D

Acqg On : 30 Mar 2021 00:10
Operator : CG/JU

Sample : M1828-03

Misc :

ALS vial : 11 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
4.904 8.52 ng 337831 1,4-Dichlorobenzene-d4 7.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 33
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 25
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
5 Propanenitrile, 3-ethoxy- 99 C5HO9NO 002141-62-0 9

Abundance Scan 343 (4.904 min): BM029259.D\data.ms (-338) (-) m/z 43.05 100.00%

3.0
5000
1011 LN L B R I R
‘ 3.0 ‘ 4.60 4.80 5.00 5.20
Ol 2201929 m/z 59.10 52.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LU L B R IR R
4.60 4.80 5.00 5.20
m/z 101.10  18.43%
15.0 ‘ 101.0
O\\\‘\‘\‘M\\“M\\}‘\\\\"\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8367: n-Propyl t-butyl ether
59.0
T mmm e ARRAR
4.60 4.80 5.00 5.20
m/z 58.05 13.90%
5000 101.0 /
29.0
0 R R e AR e a e S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester e RS EEEEE
43.0 4.60 4.80 5.00 5.20
m/z 41.10 9.34%
5000
‘ 101.0
0‘H“““H“HH‘w‘“7”8,'9”‘“‘H“HHWH‘HHWHWH R RS e RN
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29259.D

Acqg On : 30 Mar 2021 00:10
Operator : CG/JU

Sample : M1828-03

Misc :

ALS vial : 11 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 Undecane, 2,6-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.710 4.55 ng 290372 Naphthalene-d8 10.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 86
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 78
3 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 72
4 Undecane, 6-ethyl- 184 C13H28 017312-60-6 64
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 59

Abundance Scan 1330 (10.710 min): BM029259.D\data.ms (-1325) - m/z 57.10 100.00%
57.1

> ‘//\J\W\/
85.0 1050 11,00
112.1 : !
o380 A Lt AL 1891 nz 43.10 51.92%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48882: Undecane, 2,6-dimethyl-
57.0
5000 — ——
10.50 11.00
m/z 71.10 44.78%
29.0 8.0
O\\‘\‘\‘\\“\\\‘!‘\\\\‘Q\\\“\\U\‘\\\]-\4.‘1\.(\)\\‘1\6\9\.(\)‘\\\
m/z--> 40 60 80 100 120 140 160 180
Abundance #48867: Undecane, 3,6-dimethyl-
57.0
T —
10.50 11.00
5000 m/z 41.10 30.44%
29.0 85.0
ol L T MR 1550 gaag
ettt
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48890: Decane, 2,5,9-trimethyl- — —
57.0 10.50 11.00
m/z 56.05 15.55%
5000
“ ‘ 99.0
0 e el e e — —
m/z--> 20 40 60 80 100 120 140 160 180 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@29259.D

Acqg On : 30 Mar 2021 00:10
Operator : CG/JU

Sample : M1828-03

Misc :

ALS vial : 11 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 Cyclohexane, (4-methylpentyl)- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
11.245 4.01 ng 255690 Naphthalene-d8 10.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 80
2 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 72
3 Heptylcyclohexane 182 C13H26 005617-41-4 72
4 Cyclopentane, 1-methyl-2-(2-prop... 124 C9H16 050746-53-7 64
5 3-Cyclohexyl-1-chloropropane 160 C9H17C1 001124-62-5 59

Abundance Scan 1421 (11.245 min): BM029259.D\data.ms (-1410) (-  m/z 83.10 100.00%
3.1
55.1
5000
‘ 168.1 11.00 1150
109.1 ) : :
o‘u‘_‘uhu‘ bl BB L 20Tz ss.1e 74.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36844: Cyclohexane, (4-methylpentyl)-
83.0
55.0
5000 —r— —
11.00 11.50
m/z 82.10 63.63%
290
0 \‘h h \‘ | 1250 16\80
\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79572: Cyclohexane, 1,1'-(1,4-butanediyl)bis-
83.0
—— —
5.0 11.00 11.50
5000 m/z 41.10 53.85%
29.0 139.0
oo 090 aoag 2220
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47280: Heptylcyclohexane T —
83.0 11.00 11.50
m/z 67.10 30.30%
55.0
5000
L e 1820
o‘HwH‘H‘u_‘uwmu,w_m_wawww — e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 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@29259.D

Acqg On : 30 Mar 2021 00:10
Operator : CG/JU

Sample : M1828-03

Misc :

ALS vial : 11 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 Dodecane, 2-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.463 3.84 ng 245105 Naphthalene-d8 10.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl- 184 C13H28 001560-97-0 78
2 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 64
3 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 64

4 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S
5 Octadecane 254 C18H38

Abundance Scan 1458 (11.463 min): BM029259.D\data.ms (-1453) (-

43.0
5000
85.1
140.2
o by M2
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #48844: Dodecane, 2-methyl-
43.0
5000
85.0
L, e
O\‘\‘\‘\\“‘\H“\\“\‘\“r‘\\\‘[\H‘\‘\H\i\H\‘\\H‘H.\\’\\H‘HH’HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #129499: Nonadecane, 9-methyl-
57.0
5000
99.0 140.0
169.0
N BN PR
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #185101: 1-Octadecanesulphonyl chloride
57.0

5000

0280 1330 1750

m/z--> 20 40 60 80 100120140160180200220240260280

8270-BM032621.M Tue Mar 30 14:24:17 2021

1000309-12-5 64
000593-45-3 59

m/z 43.05 100.00%

=

—
11.50

m/z 57.10 83.71%

-

T
11.50
m/z 41.10 49.97%

=

—
11.50
m/z 71.10 49.96%

=

T
11.50
m/z 85.10  33.63%

=

7
11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29259.D

Acqg On : 30 Mar 2021 00:10
Operator : CG/JU

Sample : M1828-03

Misc :

ALS vial : 11 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 Dodecane, 4,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.569 12.32 ng 786129 Naphthalene-d8 10.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 83
2 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 80
3 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 72
4 Heptane, 3-[(ethenyloxy)methyl]- 156 C10H200 000103-44-6 72
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 72
Abundance Scan 1476 (11.569 min): BM029259.D\data.ms (-1467) - m/z 57.10 100.00%
57.1
o JM
1 \
‘ 85"1 113.1 1561 11.50
ol e {1551 1822 2081 0 5119 77.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59899: Dodecane, 4,6-dimethyl-
57.0
5000 e :
11.50
29.0 85.0 m/z 43.10 69.29%
113.0
O\\\‘\‘\‘\\“M\\H“\\“}\“1‘\\\“\\U\‘\\\\‘\1\5\?.‘0\\\1-\8‘\3.\(\)\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28437: Nonane, 2,6-dimethyl-
43.0
71.0 T
11.50
5000 m/z 41.10 43.98%
113.0
) S )N W S RN I .- 10
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #95998: Octane, 1,1'-oxybis- T ‘
57.0 11.50
m/z 56.05 23.70%
5000
84.0
29.0
111.0
ol L T 1430 1730 1000
B e RN RS Ea P
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50

8270-BM032621.M Tue Mar 30 14:24:18 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29259.D

Acqg On : 30 Mar 2021 00:10
Operator : CG/JU

Sample : M1828-03

Misc :

ALS vial : 11 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 Tridecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.969 10.12 ng 645681 Naphthalene-d8 10.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Hexadecane 226 C1l6H34 000544-76-3 80
3 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 78
4 Tetradecane 198 C14H30 000629-59-4 78
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 74

Abundance Scan 1544 (11.969 min): BM029259.D\data.ms (-1537) (- m/z 57.10 100.00%
57.1

5000
85.1
e
H | 111.1 1411 184.2 12.00
Ob vl i g ML 1411 18422070 ; 43.10  86.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48831: Tridecane
57.0
5000 T
12.00
29.0 85.0 m/z 71.10 56.73%
0 “ L | “ ,113.0 1410 1840
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
57.0
P
12.00
5000 ITI/Z 41.10 51.44%
85.0
29.0
0 “ \ H\ H\ el 1130 141.0 169.0 226.0
Pl e e S e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48909: Decane, 6-ethyl-2-methyl- ——
57.0 12.00
m/z 85.10 32.39%
5000
85.0
141.0
01130, —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00

8270-BMO32621.M Tue Mar 30 14:24:19 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29259.D

Acqg On : 30 Mar 2021 00:10
Operator : CG/JU

Sample : M1828-03

Misc :

ALS vial : 11 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 Tridecane, 6-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.192 3.23 ng 205903 Naphthalene-d8 10.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-methyl- 198 C14H30 013287-21-3 90
2 Undecane, 5-ethyl- 184 C13H28 017453-94-0 72
3 Undecane 156 C1l1H24 001120-21-4 64
4 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 64
5 Heptacosane 380 C27H56 000593-49-7 59

Abundance Scan 1582 (12.192 min): BM029259.D\data.ms (-1579) - m/z 57.10 100.00%
57.1

o M
‘ 85.1 T —
127.2 12.00 12.50
o"‘_Hnp"m“"“;‘_‘Hu‘\H‘wt““15‘57"2”‘1‘?‘3:2‘?‘9‘7:1‘ m/z 71.10  40.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59895: Tridecane, 6-methyl-
57.0
5000 T —r—
12.00 12.50
85.0 . .947%
29.0 ‘ 126.0 m/z 43.10 26.94%
O\\\‘\‘\‘\\“‘\\\H“\\‘M\‘w\\\““\\\\‘\“\\\‘\]-\5\4\."0\\\]-\8‘:\3.\()\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48841: Undecane, 5-ethyl-
57.0
— —
12.00 12.50
5000 m/z 41.10 26.18%
29.0 85.0
o s
L B N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28425: Undecane 7 —
57.0 12.00 12.50
m/z 85.10 19.48%
5000
29.0 85.0
) s0 1m0
o+ttt —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50

8270-BM032621.M Tue Mar 30 14:24:19 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29259.D

Acqg On : 30 Mar 2021 00:10
Operator : CG/JU

Sample : M1828-03

Misc :

ALS vial : 11 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 Heptylcyclohexane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.663 4.16 ng 285622  Acenaphthene-die 14.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptylcyclohexane 182 C13H26 005617-41-4 78
2 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 72
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 72
4 Cyclohexane, decyl- 224 C16H32 001795-16-0 72
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 72

Abundance Scan 1662 (12.663 min): BM029259.D\data.ms (-1656) (-  m/z 83.10 100.00%
3.1

55.1
5000
H 12:50 13.00
111.1 182.2 : :
o‘m‘w‘i“m‘!_‘lm bt o8t 12069 myz 82.05  69.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47280: Heptylcyclohexane
83.0
55.0
5000 — s
12.50 13.00
m/z 55.10 68.47%
B M 111.0 182.0
O\\\\‘\\\\‘i‘\\\“\“\H‘\\‘i”\‘\\wh’\\‘\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79572: Cyclohexane, 1,1'-(1,4-butanediyl)bis-
83.0
—r —
55.0 12.50 13.00
5000 ITI/Z 41.05 44 .,90%
29.0 139.0
oot L 000 T aaa0 220
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27052: Cyclohexane, pentyl- T T
55.0 83.0 12.50 13.00
m/z 69.10 26.11%
- WW\/’
29.0 ‘ 154.0
S = S SO S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50 13.00

8270-BMO32621.M Tue Mar 30 14:24:20 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29259.D

Acqg On : 30 Mar 2021 00:10
Operator : CG/JU

Sample : M1828-03

Misc :

ALS vial : 11 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 Dodecane, 2,7,10-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.927 8.56 ng 587132  Acenaphthene-d10 14.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 91
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 90
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 90
4 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 58
5 Sulfurous acid, nonyl pentyl ester 278 C14H3003S 1000309-14-2 53
Abundance Scan 1707 (12.927 min): BM029259.D\data.ms (-1703) (- m/z 57.10 100.00%
57.1
5000
85.1
—
113.2 13.00
bl B 14 18822070 s 71,10 85.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0
5000 T
13.00
290 85.0 m/z 43.10 63.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71408: Dodecane, 2,6,11-trimethyl-
43.0 710
——
13.00
5000 m/z 41.10 43.26%
0 141.0 163.0 197.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71405: Dodecane, 2,6,10-trimethyl- ——
57.0 13.00
m/z 85.10 33.66%
5000
29.0 85.0
L | M30 1650 18305060
A ma R RS L AARRREEE e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00

8270-BMO32621.M Tue Mar 30 14:24:21 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29259.D

Acqg On : 30 Mar 2021 00:10
Operator : CG/JU

Sample : M1828-03

Misc :

ALS vial : 11 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 Tetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.216 11.00 ng 754302  Acenaphthene-die 14.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Tridecane 184 C13H28 000629-50-5 72
4 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 64
5 1-Iodo-2-methylnonane 268 C10OH21I 1000101-47-9 64

Abundance Scan 1756 (13.216 min): BM029259.D\data.ms (-1749) - m/z 57.10 100.00%
57.1

o sad \MA/\L
— —
13.00 13.50
1131
ow‘m‘i‘:HU"“‘:‘pluu\Heu_mlf“l”l‘“159‘1_‘1??‘2‘”_”‘ m/z 43.10  88.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59881: Tetradecane
57.0
5000 — —
85.0 13.00 13.50
290 m/z 71.10 62.13%
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
— T T
13.00 13.50
5000 m/z 41.10 51.11%
85.0
29.0
0 ‘\ ““ I H‘ /113.0 1410 169.0 197.0 226.0
R B e R AARERRE TR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48833: Tridecane T —
57.0 13.00 13.50
m/z 85.10  38.05%
5000 29.0 85.0
L 4| oo 1o
O bbbl AR o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50

8270-BM032621.M Tue Mar 30 14:24:22 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29259.D

Acqg On : 30 Mar 2021 00:10
Operator : CG/JU

Sample : M1828-03

Misc :

ALS vial : 11 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 Dodecane, 4-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.880 7.68 ng 526672  Acenaphthene-d10 14.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Dodecane, 4-methyl- 184 C13H28 006117-97-1 83
3 Decane, 5-propyl- 184 C13H28 017312-62-8 83
4 Decane, 2-methyl- 156 C11H24 006975-98-0 80
5 Tetradecane 198 C14H30 000629-59-4 53

Abundance Scan 1869 (13.880 min): BM029259.D\data.ms (-1865) (- m/z 57.10 100.00%
57.1

‘ 1350 1400
11317412 : :
om,uH‘HHu“‘,m“:“”Jw‘_‘l‘wumf‘um_‘}ﬁﬁ"z“z‘l“lﬁ”‘_“2‘?‘5‘:‘ m/z 71.10  92.21%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #48832: Tridecane
57.0
5000 13‘56 i4‘06
29.0 85.0 . .
m/z 43.10 85.52%
L] o s
O\H’\M\‘}HH"H}\“1‘\\\“‘\\”\‘\H\H"HH‘HH’}H\‘HH’HH‘HH’\H
m/z--> 20 40 60 80 100120140160180 200220240260
Abundance #48850: Dodecane, 4-methyl-
43.0
71.0 — —
13.50 14.00
5000 m/z 85.10 40.66%
‘ ‘ 99.0 140.0
SR A YU R
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #48838: Decane, 5-propyl- T T
57.0 13.50 14.00
m/z 41.10 37.92%
5000
85.0
29.0
‘ ‘ 140.0
Y R R -~ — — ——
m/z--> 20 40 60 80 100120140160180200220240260 13.50 14.00

8270-BMO32621.M Tue Mar 30 14:24:22 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29259.D

Acqg On : 30 Mar 2021 00:10
Operator : CG/JU

Sample : M1828-03

Misc :

ALS vial : 11 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 Nonadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.292 4.45 ng 305529  Acenaphthene-d10 14.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 87
2 Hexadecane 226 C1l6H34 000544-76-3 80
3 10-Methylnonadecane 282 C20H42 056862-62-5 64
4 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 64
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 64

Abundance Scan 1939 (14.292 min): BM029259.D\data.ms (-1934) - m/z 57.10 100.00%
57.1

‘ 14.00 14.50
113.2 ' :
o“_Hﬁhwhﬂhﬂhwhwu_%ﬁ%%ﬁ??}HHﬁ?%ﬁu‘wuw‘u‘ m/z 43.10 87.80%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #117637: Nonadecane
57.0
85.0
5000 e =
14.00 14.50
m/z 71.10 64.75%
29.0
O H‘\‘\‘\\“‘\H‘H‘\H\H}\“H‘H\h“]:]\-‘ﬁ‘o\e-\?‘]-\\(\)\]_‘??\o’\]-\gz\OH\‘\\\\’\\\\2‘6\\8\\(
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #83023: Hexadecane
57.0
T o
14.00 14.50
m/z 41.10 49.34%
5000 85.0
29.0
H‘HH‘H‘WH‘WH‘w‘Hw‘uw‘H‘_H‘V‘H_‘H_‘H,HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #129494: 10-Methylnonadecane —— —
57.0 14.00 14.50
m/z 85.10 40.83%
85.0
5000
154.
290 ‘ 1130 5‘0
m/z--> 20 40 60 80 100120140160180200220240260 14.00 14.50

8270-BMO32621.M Tue Mar 30 14:24:23 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29259.D

Acqg On : 30 Mar 2021 00:10
Operator : CG/JU

Sample : M1828-03

Misc :

ALS vial : 11 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.021 14.39 ng 961128 Phenanthrene-d10 17.121
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Undecanoic acid 186 C11H2202 000112-37-8 64

Abundance Scan 2573 (18.021 min): BM029259.D\data.ms (-2568) (- m/z 73.05 100.00%
43.1 73.0

%

5000
129.1
213.2
s |, e 7T e T
0,HH“:‘H”H‘“H“HH“““m‘:“wm kb bbb e m/z 43,10 94.15%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 R \

18.00
m/z 41.10 86.43%

157-0185.0213'0 256.0
O,
m/z--> 20 40 60 80 100120140160180200220240 260280
Abundance #84453: Tetradecanoic acid
73.0
T T \
43.0 18.00
5000 ITI/Z 60.00 86.14%
129.0
185.0 228.0
0,?
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #72646: Tridecanoic acid T :
220 73.0 18.00
' m/z 55.10 73.77%
5000
129.0
‘ ‘ 171.0 2140
bl | T =

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@32921\
Data File : BM@29259.D

Acqg On : 30 Mar 2021 00:10
Operator : CG/JU

Sample : M1828-03

Misc :

ALS vial : 11 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 trans-13-Octadecenoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.192 151.36 ng 10113000 Phenanthrene-di10 17.121
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 97
2 cis-Vaccenic acid 282 C18H3402 000506-17-2 97
3 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 96
4 14-Pentadecenoic acid 240 C15H2802 017351-34-7 86
5 Aspidospermidin-17-0l, 1-acetyl-... 414 C23H30ON205 002122-26-1 74

Abundance Scan 2772 (19.192 min): BM029259.D\data.ms (-2761) (- m/z 55.10 100.00%

55.1
5000 71
1900 1950
37.1 264 3 : :
ob— MM | ‘M“ L A8022222° 7 8410y 41.10  82.79%
m/z--> 50 100 150 200 250 300 350
Abundance #129357: trans-13-Octadecenoic acid
55.0
5000 —— —
97.0 19.00 19.50
m/z 69.10 72.28%
264.0
s LML LA 00 2202580
m/z--> 50 100 150 200 250 300 350
Abundance #129339: cis-Vaccenic acid
55.0
T T
19.00 19.50
5000 ITI/Z 43.10 53.94%
7.0 264.0
0150 U\‘\‘!‘ “\\\M Vo 18002220 [
miz--> 50 150 200 250 300 350
Abundance #129347.cm—lS&)dadecenok:add — —
55.0 19.00 19.50
m/z 83.10 52.37%
5000 97.0
7.0 264.0
osau il iprommozoe L
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@29259.D

Acqg On : 30 Mar 2021 00:10
Operator : CG/JU

Sample : M1828-03

Misc :

ALS vial : 11 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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.303 10.38 ng 844848 Chrysene-d12 21.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 18

Abundance Scan 2791 (19 303 min): BM029259.D\data.ms (-2788) (- m/z 73.10 100.00%

%

5000
129.1
‘ 1852 2412 a4 19.00 19.50
0 bbb b L3980 s 43,10 91.81%
m/z--> 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid

-

°

73.0
5000 129.0 = —
19.00 19.50
1850 5410 2840 m/z 60.65 82.14%
O\\} ‘“M‘ M‘ \\\“\H\\‘\ \““\\\‘L\‘\\\\‘\
100

%

m/z--> 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60.0
— ——
19.00 19.50
5000 129.0 m/z 41.10 67.15%
171 0 213.0 256.0
0! m\h”w u‘\ ul \ “H“\‘ ““\H“\HH“H“‘
m/z--> 50 100 150 200 250 300 350
Abundance #95855: Pentadecanoic acid — T
19.00 19.50
m/z 57.10 66.95%
5000 129.0
199.0 242.0
O \\hH\ \M‘\ H\ “‘\ ‘ ‘ }‘\‘ ‘\‘ ; T — —
mlz--> 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@29259.D

Acqg On : 30 Mar 2021 00:10
Operator : CG/JU

Sample : M1828-03

Misc :

ALS vial : 11 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 9,17-Octadecadienal, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.945 11.55 ng 939938 Chrysene-d12 21.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,17-Octadecadienal, (Z)- 264 C18H320 056554-35-9 90
2 9-Octadecenal, (Z)- 266 C18H340 002423-10-1 83
3 9-Tetradecenal, (Z)- 210 C14H260 053939-27-8 70
4 13-Octadecenal, (Z)- 266 C18H340 058594-45-9 64
5 9-Octadecenoic acid (Z)-, 2-hydr... 356 C21H4004 003443-84-3 62

Abundance Scan 3070 (20.944 min): BM029259.D\data.ms (-3064) (- m/z 55.10 100.00%

5[:
129.1
5000
‘ "
185.1 :
ol MHH‘M "“‘U\m‘h:HMM‘w Lo 205 3421 4011 L 4090 73.10%
miz--> 50 100 150 200 250 300 350 400
Abundance #114272: 9,17-Octadecadienal, (Z)-
671.0
5000 LI
21.00
’ m/z 69.10 54.34%
264.0
0 ML\L‘M‘HM H‘HH e 90“\“‘
miz--> 50 100 150 200 250 300 350 400
Abundance #115866: 9-Octadecenal, (2)-
55.0
——
21.00
5000 m/z 67.10 53.89%
I
248.0
ol ‘M\‘ m H Hw ‘H\h‘\u‘ ot S
m/z--> 50 100 150 200 250 300 350 400
Abundance #69498: 9-Tetradecenal, (2)- T
55.0 21.00
m/z 129.05 53.03%
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@29259.D

Acqg On : 30 Mar 2021 00:10
Operator : CG/JU

Sample : M1828-03

Misc :

ALS vial : 11 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 5-Octadecene, (E)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.003 10.17 ng 827242 Chrysene-d12 21.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 94
2 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91
3 n-Nonadecanol-1 284 C19H400 001454-84-8 91
4 2- Chloropropionic acid, hexadec... 332 C19H37Cl02 086711-81-1 91
5 Bromoacetic acid, hexadecyl ester 362 C18H35Br02 005454-48-8 91

Abundance Scan 3080 (21.003 min): BM029259.D\data.ms (-3077) - m/z 43.10 100.00%

43.1
7.1
5000
( ‘ o0
153 2207.1 : '
orrrkh bbb 1322 28213389 4291489 4,7 s57.10  91.44%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #104186: 5-Octadecene, (E)-
55.0
5000 —
21.00
111.0 m/Z 55.10 90.58%
0 \‘J [1LL1, 1s80 2520
’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #164113: Trifluoroacetic acid, pentadecy! ester
57.0
N \
21.00
5000 111.0 m/z 83.10 84.73%
of AL 2820, 2500000
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #131393: n-Nonadecanol-1 T |
43.0 21.00
97.0 ITI/Z 69.10 79.50%
5000 JL
| [ ‘ 1540 238.0
TS S W T i e A —— —
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00

8270-BMO32621.M Tue Mar 30 14:24:27 2021 Page: 22



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29259.D

Acqg On : 30 Mar 2021 00:10
Operator : CG/JU

Sample : M1828-03

Misc :

ALS vial : 11 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 13-Tetradecenal Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.933 5.64 ng 459119 Chrysene-d12 21.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Tetradecenal 210 C14H260 085896-31-7 53
2 Oleic acid, 3-hydroxypropyl ester 340 C21H4003 000821-17-0 52
3 Oleic Acid 282 C18H3402 000112-80-1 50
4 9-Octadecenoic acid (Z)-, 2,3-di... 356 C21H4004 000111-03-5 27
5 1-(6-Methyl-2-piperidyl)propan-2... 155 C9H17NO 083285-66-9 25
Abundance Scan 3238 (21.933 min): BM029259.D\data.ms (-3235) (- m/z 55.10 100.00%
55.1
5000
296.3 —
} |3\7\1 L1 ‘ ‘ 367.3430.1 503.3 22.00
0l H“uu""u“““““"www bt b ST RS0 OO m/z 41.10  62.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69490: 13-Tetradecenal
55.0
5000 1
22.00
21.0 m/z 69.10 54.79%
O‘\\\\“!\H\\“‘.L\\\“\\\9\2’\0\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #177061: Oleic acid, 3-hydroxypropyl ester
55.0
——
264.0 22.00
5000 m/z 57.10 53.20%
137.0
. i 5 322.0
Bamass
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129337: Oleic Acid T
55.0 22.00
m/z 98.10 48.37%
5000
m 264.0
O‘HH“ JHMM'“H'\'H“\'\%‘m,mMuu‘\m‘\m‘\m‘uu‘\ P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32921\
Data File : BM@29259.D

Acqg On : 30 Mar 2021 ©00:10
Operator : CG/JU

Sample : M1828-03

Misc :

ALS Vvial : 11 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... 3.016 22.0 ng 872371 1 7.757 792613 20.0
Propane, 1,1-di... 3.057 4.4 ng 173500 1 7.757 792613 20.0
2-Pentanone, 4-... 4.904 8.5 ng 337831 1 7.757 792613 20.0
Undecane, 2,6-d... 10.710 4.5 ng 290372 2 10.539 1276680 20.0
Cyclohexane, (4... 11.245 4.0 ng 255690 2 10.539 1276680 20.0
Dodecane, 2-met... 11.463 3.8 ng 245105 2 10.539 1276680 20.0
Dodecane, 4,6-d... 11.569 12.3 ng 786129 2 10.539 1276680 20.0
Tridecane 11.969 10.1 ng 645681 2 10.539 1276680 20.0
Tridecane, 6-me... 12.192 3.2 ng 205903 2 10.539 1276680 20.0
Heptylcyclohexane 12.663 4.2 ng 285622 3 14.386 1372020 20.0
Dodecane, 2,7,1... 12.927 8.6 ng 587132 3 14.386 1372020 20.0
Tetradecane 13.216 11.0 ng 754302 3 14.386 1372020 20.0
Dodecane, 4-met... 13.880 7.7 ng 526672 3 14.386 1372020 20.0
Nonadecane 14.292 4.5 ng 305529 3 14.386 1372020 20.0
n-Hexadecanoic ... 18.021 14.4 ng 961128 4 17.121 1336290 20.0
trans-13-Octade... 19.192 151.4 ng 10113000 4 17.121 1336290 20.0
Octadecanoic acid 19.303 10.4 ng 844848 5 21.286 1627400 20.0
9,17-Octadecadi... 20.945 11.6 ng 939938 5 21.286 1627400 20.0
5-Octadecene, (E)- 21.003 10.2 ng 827242 5 21.286 1627400 20.0
13-Tetradecenal 21.933 5.6 ng 459119 5 21.286 1627400 20.0
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