LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
Data File : BM@39131.D

Acqg On : 24 Mar 2023 00:29

Operator : CG/JU

Sample : 01932-03

Misc : CE-86B-031423

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-BM@30823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@39131.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.046 293 299 311 rBV 1447348 1983773 23.01% 3.070%
2 5.516 372 379 388 rBV 3461690 4893445 56.76% 7.573%
3 7.122 642 652 667 rBV 3039259 5019470 58.22% 7.768%
4 7.957 786 794 802 rBV 868497 1382490 16.04% 2.139%
5 9.128 986 993 1000 rVV 1979148 3278675 38.03% 5.074%
6 9.187 1000 1003 1008 rVB 95642 137195 1.59% 0.212%
7 10.169 1165 1170 1178 rBV4 46088 120742 1.40% 0.187%
8 10.775 1261 1273 1279 rBV 1086557 2172737 25.20% 3.362%
9 10.928 1295 1299 1304 rVB 66016 101906 1.18% 0.158%
10 11.239 1347 1352 1362 rVB4 43773 94283 1.09% 0.146%
11 11.475 1388 1392 1399 rVB8 38707 88889 1.03% 0.138%
12 11.610 1410 1415 1421 rVB4 57916 101747 1.18% 0.157%
13 11.686 1422 1428 1434 rBV3 77703 141623 1.64% 0.219%
14 11.786 1441 1445 1449 rBV 77920 117369 1.36% 0.182%
15 11.963 1465 1475 1483 rBV2 113967 220214  2.55% 0.341%
16 12.186 1504 1513 1519 rBV 299076 467512 5.42% 0.723%
17 12.316 1529 1535 1540 rVB3 63106 106374 1.23% 0.165%
18 12.404 1544 1550 1565 rVB3 113402 315638 3.66% 0.488%
19 12.681 1593 1597 1602 rVB2 75670 121603 1.41% 0.188%
20 12.863 1624 1628 1635 rBV6 38187 87676 1.02%  0.136%
21 13.081 1661 1665 1670 rBV3 50580 93658 1.09% 0.145%

22 13.139 1671 1675 1681 rVB3 102466 169441 1.97% 0.262%
23 13.228 1683 1690 1700 rVV 4711753 6728539 78.04% 10.412%

24 13.422 1717 1723 1731 rBV 363414 527086 6.11% 0.816%
25 13.763 1774 1781 1787 rBV6 38049 100402 1.16% ©.155%
26 14.075 1827 1834 1838 rBV3 109612 206406 2.39% ©0.319%
27 14.116 1838 1841 1846 rVB3 71601 101049 1.17% ©.156%
28 14.492 1900 1905 1913 rVB 407010 520852 6.04% 0.806%
29 14.604 1913 1924 1931 rBV 1542339 2439546 28.30% 3.775%
30 14.992 1987 1990 1997 rVBS5 52696 88029 1.02% ©0.136%
31 15.110 2007 2010 2019 rVB5 67961 112698 1.31% 0.174%
32 15.439 2062 2066 2071 rVB 342505 441286 5.12% ©.683%
33 15.851 2132 2136 2140 rVB 95425 146714 1.70% 0.227%
34 15.957 2148 2154 2159 rBV 501219 666432 7.73% 1.031%
35 16.086 2168 2176 2185 rBV 3280265 5054066 58.62% 7.821%

36 16.304 2209 2213 2221 rBV 339896 606758 7.04% 0.939%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
Data File : BM@39131.D

Acqg On : 24 Mar 2023 00:29

Operator : CG/JU

Sample : 01932-03

Misc : CE-86B-031423

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-BM@30823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 17.098 2344 2348 2352 rBV 289144 340200 3.95% ©.526%
38 17.151 2353 2357 2367 rVB2 121854 247852  2.87% 0.384%
39 17.345 2385 2390 2394 rBV 1880672 2644820 30.68% 4.093%
40 17.386 2394 2397 2405 rVV 521579 763380 8.85% 1.181%
41 17.474 2409 2412 2417 rVB 128503 178543 2.07% 0.276%
42 17.757 2456 2460 2469 rVB2 64596 103070 1.20% 0.160%
43 17.839 2470 2474 2478 rBV 251140 298067 3.46% 0.461%
44 18.239 2536 2542 2546 rBV2 542046 965368 11.20%  1.494%
45 18.415 2568 2572 2577 rBv2 131039 247415 2.87% 0.383%

46 18.533 2588 2592 2596 rBV 217663 272777 3.16% 0.422%
47 19.404 2735 2740 2746 rBV 1411835 1921385 22.29% 2.973%
48 19.739 2793 2797 2798 rBV2 298172 380024 4.41% ©.588%
49 19.762 2798 2801 2809 rVB 1242721 1693135 19.64% 2.620%
50 19.962 2830 2835 2840 rBV 6746261 8621420 100.00% 13.342%

51 21.227 3046 3050 3058 rVB4 981857 1311671 15.21% 2.030%
52 21.521 3095 3100 3104 rBV2 2247277 3357174 38.94%  5.195%
53 23.956 3510 3514 3521 rVB2 1286302 2317582 26.88% 3.586%

Sum of corrected areas: 64620206
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
Data File : BM@39131.D

Acq On : 24 Mar 2023 00:29

Operator : CG/JU

Sample : 01932-03

Misc : CE-86B-031423

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM039131.D\data.ms
7000000

6000000
5000000

4000000
5.516

7.122
3000000

2000000 9.128

5.046

10.775
1000000 7.957

/187 10.169 0.9281.2BH476RG8E

0\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\Am/\\“\\

Time--> 350 4.00 450 5.00 5.50 6.00 6.50 7.00 7.50 8.00 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM039131.D\data.ms

7000000

19.962

6000000
5000000 13.228
4000000

16.086
3000000

19.4049 762
2000000 14.604 49.762

1000000
15.439 15-99f6 304

OE@@%@&Q@BB@@giNA 2o 7euores | 1asamd 015831

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15,50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50
Abundance TIC: BM039131.D\data.ms

7000000

6000000
5000000

21.521
4000000 3.956

2
3000000 21297
2000000

1000000

O \\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 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@32323\
Data File : BM@39131.D

Acq On : 24 Mar 2023 00:29

Operator : CG/JU

Sample : 01932-03

Misc : CE-86B-031423

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.046  28.70 ng 1983770  1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 299 (5.046 min): BM039131.D\data.ms (-293) (-) m/z 43.00 100.00%

43.0
5000
101.0 T e
‘ 4.80 5.00 5.20 5.40
Ol el 870 1828 1650 2079 /7 s9.e0  61.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B I L L I LN B
4.80 5.00 5.20 5.40
101.0 m/z 101.00 22.97%
O\\\\‘\‘\“\\“h\\\‘}“\7\3\.\9‘\\\\“\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R R UEREE
4.80 5.00 5.20 5.40
5000 m/z 58.00 15.43%
| 126.0
O el e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4529: 2,3-Butanedione, monooxime R B e R R R A
43.0 4.80 5.00 5.20 5.40
m/z 41.00 8.56%
5000
101.0
15.0
0 \‘ il 1l ‘69'0 L
R R R e S RRREN RN
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
Data File : BM@39131.D

Acq On : 24 Mar 2023 00:29

Operator : CG/JU

Sample : 01932-03

Misc CE-86B-031423

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.963 2.03 ng 220214  Naphthalene-d8 10.775
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 97
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 93
3 Benzene, (1-ethyl-2-propenyl)- 146 C1l1H14 019947-22-9 64
4 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 55
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 160 C12H16 078920-29-3 49
Abundance Scan 1475 (11.963 min): BM039131.D\data.ms (-1465) (1 | m/z 131.00 100.00%
131.0
91.0 LA
39.0 ‘ ‘ M 165.1 12.00
Obrrrrrebedeibiab L4 TOD-21928 2670 198 00 78.66%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 T
39.0 91.0 12.00
m/z 146.00 67.01%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl- ﬁjt
131.0 A
A LA
12.00
5000 m/z 117.00 38.49%
39.0 91.0
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #25002: Benzene, (1-ethyl-2-propenyl)- ——
118.0 12.00
m/z 115.00 30.86%
5000
770 146.0
39, 0‘ ‘ ‘ :
m/z--> 20 40 60 80 100120140160180200220240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
Data File : BM@39131.D

Acq On : 24 Mar 2023 00:29

Operator : CG/JU

Sample : 01932-03

Misc : CE-86B-031423

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Decane, 2,3,5-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.187 4.30 ng 467512  Naphthalene-d8 10.775
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86
2 Tetradecane 198 C14H3e 000629-59-4 86
3 Hexadecane 226 Cl6H34 000544-76-3 86
4 Tridecane 184 C13H28 000629-50-5 76
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 74

Abundance Scan 1513 (12.186 min): BM039131.D\data.ms (-1504) (- m/z 57.10 100.00%
57.1

== o
12.00 12.50
991 1450 ;g 280,

HwH‘mewﬂ‘mumwamu_‘upuw‘uwuu‘uu_u‘wuwu m/z 43.05  73.62%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59088: Decane, 2,3,5-trimethyl-
57.0

5000 — -
12.00 12.50

m/z 71.05 59.70%

27.0 99.0 141.0
\\\‘\‘\‘\\“‘\Hh"\\“}\‘1‘\H““H\\‘H\\}‘\H\’\H\‘\\H‘HH‘HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74005: Tetradecane
57.0

= T
12.00 12.50

o

o

5000 m/z 41.00 36.13%
99.0
N N T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107218: Hexadecane T 7
57.0 12.00 12.50

m/z 85.05 35.42%

2ﬂoL L J9%o 1410 183.0 226.0

O et e e T e e = 7
m/z--> 20 40 60 80 100120140160180200220240260280 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
Data File : BM@39131.D

Acq On : 24 Mar 2023 00:29

Operator : CG/JU

Sample : 01932-03

Misc : CE-86B-031423

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 unknownl2.404 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.404 2.91 ng 315638 Naphthalene-d8 10.775
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-Hexen-3-one, 2,2-dimethyl- 126 C8H140 020971-19-1 38
2 3-Methyl-3-(3-hydroxy-3-methylbu... 190 C18H2203 1000432-16-8 38
3 1,4-Butylene glycol dimethacrylate 226 C12H1804 002082-81-7 38
4 Cyclopropanecarboxylic acid, 4-n... 207 C1OH9NO4 1010307-52-7 38
5 Isoamyl crotonate 156 C9H1602 1010429-17-3 37
Abundance Scan 1550 (12.404 min): BM039131.D\data.ms (-1544) (- | m/z 69.00 100.00%
69.0
5000
41.0
103.0 T T
H ‘ | ‘ 131.01600 ( 12.50
Ol b 2800 2069 266 0 4100 31.79%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #13083: 4-Hexen-3-one, 2,2-dimethyl-
69.0
5000 1
41.0 12.50
m/z 57.05 27.10%
‘ ‘ 98.0 126.0
O \H‘\‘\Hi“\H‘}‘\M\“\‘H\“\\H‘\‘\H‘\H\‘\\H‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #64375: 3-Methyl-3-(3-hydroxy-3-methylbutoxy)butanol
69.0
=
12.50
5000 m/z 43.00 20.69%
41.0
145.0
S I T —
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #106401: 1,4-Butylene glycol dimethacrylate —
69.0 12.50
41.0 m/z 39.00 17.93%
- /\/\JLJ\M\W\
‘ ‘ 126.0
Ot o 980T 260 .
m/z--> 20 40 60 80 100120140160180200220240260 12.50

8270-BMO30823.M Fri Mar 24 13:24:23 2023 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
Data File : BM@39131.D

Acq On : 24 Mar 2023 00:29

Operator : CG/JU

Sample : 01932-03

Misc CE-86B-031423

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Heptadecane, 8-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.422 4.32 ng 527086  Acenaphthene-d10 14.604
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 90
2 Heptadecane 240 C17H36 000629-78-7 83
3 Hexadecane 226 Cl6H34 000544-76-3 80
4 Tetradecane 198 C14H30 000629-59-4 72
5 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 53
Abundance Scan 1723 (13.422 min): BM039131.D\data.ms (-1717) (- | m/z 57.05 100.00%
57.0
w e M/VL
13.50
113.1 1541 :
0 ,‘HJ“:HU“‘“‘wm\"ww‘_‘?W‘_1‘9?”1‘“““‘2‘5‘1“7‘?‘?‘1‘“ m/z 43.05 71.34%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #141062: Heptadecane, 8-methyl-
57.0
5000 880 T
126.0 13.50
154.0 m/z 71.05 60.34%
m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #123961: Heptadecane
57.0
—T
13.50
5000 ITI/Z 85.05 39.27%
85.0
29.0
o L Moy s
“‘H_‘H,H‘WH‘W‘H‘_H‘_‘H‘H‘WH‘W‘H‘_H‘_‘H‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107217: Hexadecane —
57.0 13.50
m/z 41.00 33.92%
5000
85.0
29.0
L AR R e aaaaxsans ——
m/z--> 20 40 60 80 100120140160180200220240260280 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
Data File : BM@39131.D

Acq On : 24 Mar 2023 00:29

Operator : CG/JU

Sample : 01932-03

Misc : CE-86B-031423

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.492 4.27 ng 520852  Acenaphthene-d10 14.604
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Nonadecane 268 C19H40 000629-92-5 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 86
5 Dodecane, 2-methyl-6-propyl- 226 CleH34 055045-08-4 80
Abundance Scan 1905 (14.492 min): BM039131.D\data.ms (-1900) (- | m/z 57.05 100.00%
57.0
- JMJ\MN
T
“ 99.0 1410 14.50
ol b, 24101741 2122 2810 o 43,00 67.66%
miz--> 50 100 150 200 250
Abundance #107220: Hexadecane
57.0
5000 T
14.50
m/z 71.10 64.93%
99.0
27,0
O T T ”\ ‘\“ ‘“‘\ HM‘ \‘“‘\ H“ \“ T “]\_4}.‘0\ \].8\3.\0‘ \2\2‘6\.0\ ‘ T T T T
miz--> 50 100 150 200 250
Abundance #158600: Nonadecane
57.0
T
14.50
5000 m/z 85.10 42 .73%
99.0
oL kL 110 ass0 2680
miz--> 50 100 150 200 250
Abundance #123960: Heptadecane -
57.0 14.50
m/z 41.00 33.85%
5000
99.0
270 H L | ‘ | 1410 1830 2400
ol b b e T ——
m/z--> 50 100 150 200 250 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
Data File : BM@39131.D

Acq On : 24 Mar 2023 00:29

Operator : CG/JU

Sample : 01932-03

Misc : CE-86B-031423

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.439 3.62 ng 441286  Acenaphthene-d10 14.604
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 90
3 Hexadecane 226 CleH34 000544-76-3 89
4 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 87
5 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 87
Abundance Scan 2066 (15.439 min): BM039131.D\data.ms (-2062) (- | m/z 57.10 100.00%
57.1
—
h 99.0 144.0 26,2 ’ 15.50
obr i b g SORD 1882 2262 2900 y/7 43.05  67.84%
miz--> 50 100 150 200 250
Abundance #123960: Heptadecane
57.0
5000 UL
15.50
99.0 m/z 71.05 64.19%
0 \2\5J\0‘\“ “H‘\ ‘M‘ \‘“‘\ H“ \“‘ T “]\-4}3\ %8\‘3\0‘ T \2\4??\ I
miz--> 50 100 150 200 250
Abundance #59088: Decane, 2,3,5-trimethyl-
57.0
—
15.50
5000 m/z 85.05 42 .37%
141.0
99.0
0 ‘%qkou““u‘!uw“ —— :‘_‘H_H‘_H‘
miz--> 50 100 150 200 250
Abundance #107219: Hexadecane —
57.0 15.50
m/z 41.00 30.85%
5000
99.0
226.0
ol2sol | || | 1410 a0 280 -
m/z--> 50 100 150 200 250 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
Data File : BM@39131.D

Acq On : 24 Mar 2023 00:29

Operator : CG/JU

Sample : 01932-03

Misc : CE-86B-031423

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.957 5.46 ng 666432  Acenaphthene-di0 14.604
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 50
3 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 49
4 Acetophenone, 2-chloro- 154 C8H7Cl0 000532-27-4 49
5 Ethanone, 2-hydroxy-1-phenyl- 136 C8H802 000582-24-1 47

Abundance Scan 2154 (15.957 min): BM039131.D\data.ms (-2148) (- | m/z 105.00 100.00%

105.0
5000 182.0
51.0 S\

16.00

1500 | 2150 _266.8 304
20.8 02

L e e : m/z 77.00  64.71%
miz--> 50 100 150 200 250 300
Abundance #56925: Benzophenone
105.0
182.0
5000

16.00
510 m/z 182.00  49.58%

O T T ‘\ ‘\ " T T Hh\ T ‘ T T T 1\59.9 T \H T ‘ T T T T ‘ T T T T ‘ T
m/z--> 50 100 150 200 250 300
Abundance #30107: Benzenecarbothioic acid, S-methyl ester
105.0

1600
5000 ITI/Z 51.00 23.34%
51.0
152.0
bt 4 L

m/z--> 50 100 150 200 250 300

Abundance #40427: Benzeneacetic acid, .alpha.-oxo-, methyl ester
105.0 1600

m/z 181.00 7.79%

5000
51.0
ol5.0 | ] 164.0

m/z--> 50 100 150 200 250 300 1600
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
Data File : BM@39131.D

Acq On : 24 Mar 2023 00:29

Operator : CG/JU

Sample : 01932-03

Misc : CE-86B-031423

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.304 4.59 ng 606758  Phenanthrene-di10 17.345
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentadecane 212 C15H32 000629-62-9 91
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 91
4 Tetradecane 198 C14H30 000629-59-4 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 2213 (16.304 min): BM039131.D\data.ms (-2209) (1 m/z 57.10 100.00%
57.1
— —
99.1 169 1 16.00 16.50
ol b | 135110012070 2518 3041 .., 7105  68.45%
miz--> 50 100 150 200 250 300
Abundance #194590: Heneicosane
57.0
5000 — mass:
16.00 16.50
99.0 m/z 43.05 68.35%
o8O LLLLLI 110 1830 2250 2060
miz--> 50 100 150 200 250 300
Abundance #90189: Pentadecane
57.0
— ——
16.00 16.50
5000 m/z 85.10 46.32%
99.0
ol80 || | [T 140 a0
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester — =
57.0 16.00 16.50
m/z 41.00 30.64%
- MM/KMM
o b w\ 4101820 a0 mps TN o
m/z--> 50 100 15 200 250 300 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
Data File : BM@39131.D

Acq On : 24 Mar 2023 00:29

Operator : CG/JU

Sample : 01932-03

Misc : CE-86B-031423

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Tridecane, 7-propyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.098 2.57 ng 340200 Phenanthrene-die 17.345
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane, 7-propyl- 226 CléH34 055045-09-5 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Nonadecane 268 C19H40 000629-92-5 90
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 87

Abundance Scan 2348 (17.098 min): BM039131.D\data.ms (-2344) (- | m/z 57.05 100.00%

57.0
5000

—

9.0 17.00 17.50
141.0 182.0 : )

o — ‘ Lod 19101820 25412920 3409 0 7110 70.94%

m/z--> 50 100 150 200 250 300 350
Abundance #107221: Tridecane, 7-propyl-
43.0
5.0

5000 — —
17.00 17.50
140.0 m/z 43.10 63.78%
O\\‘\“‘ H‘f“‘\h[\\\“ \\\‘\.‘\22\6\.(\)’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
— —
17.00 17.50
5000 m/z 85.05 48.29%
9.0
41.0
o504 |11 10130220 2960
m/z--> 50 100 150 2000 250 300 350
Abundance #176385: Eicosane — ‘
57.0 17.00 17.50

m/z 41.00 30.48%

h MNvawmhmwjk\vAWwavw«

oL L[ 10102050 2620
T T T ‘\\\\ T ‘\\\\‘\\‘\\’\\\\‘\\\\‘\ \‘\ \‘
m/z--> 50 100 150 200 250 300 350 17.00 17.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

. 24

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
BM@39131.D

Mar 2023 00:29

: CG/JU
: 01932-03

. 14

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

CE-86B-031423

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Eicosane Concentration Rank 12
R.T EstConc Area Relative to ISTD R.T.
17.839 2.25 ng 298067  Phenanthrene-die 17.345
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heptacosane 380 C27H56 000593-49-7 91
3 Dodecane, 2-methyl-6-propyl- 226 CleH34 055045-08-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tridecane, 7-propyl- 226 CléH34 055045-09-5 90

Abundance Scan 2474 (17.839 min): BM039131.D\data.ms (-2470) (- | m/z 57.10 100.00%
57.1

5

5000
‘ ‘ 71 4101531 17.50 18.00
0““‘WWN\N& 0552249 268131213950 /7 71.05  72.17%
miz--> 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 - -
17.50 18.00
m/z 43.00 62.62%
O \“\ ‘\“‘ \“H‘ \“‘\ h“ \“‘ \%\ “ “‘\%8\‘3\()‘2\2\5\ (\)‘ \2\8\‘2\? L ‘ T T 17T

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

3

Abundance #287977: Heptacosane
57.0
17.50 18.00
5000 m/z 85.05 45.,98%
0 “\\‘h F ‘}410183022502670 323.0 380.
iy A e
m/z--> 50 100 150 200 250 300 350
Abundance #107244: Dodecane, 2-methyl-6-propyl- — —
57.0 17.50 18.00
m/z 41.10 27.92%
B VM
9.0 140.0
182.0
om‘“mw_mh_‘Ju_22‘6‘-9_”‘_“_”‘ S
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
Data File : BM@39131.D

Acq On : 24 Mar 2023 00:29

Operator : CG/JU

Sample : 01932-03

Misc CE-86B-031423

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.239 7.30 ng 965368  Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Octadecanoic acid 284 C18H3602 000057-11-4 83

Abundance Scan 2542 (18.239 min): BM039131.D\data.ms (-2536) (- | m/z 73.00 100.00%

73.0
5000
129.0
36

213.1 7
171.1 ‘ 25 18.00 18.50
Ll

6.1
0 e L L L LT 82003560 e 0 79, 65%

m/z--> 50 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid
73.0
129.0 256.0
5000 —— —
213.0 18.00 18.50
171.0 m/z 43.00 79.61%
bl

0 ”}“H\HN ‘\““ t \“ \‘\““ \‘\ ‘\ T “\ L
m/z--> 50 100 150 200 250 300 350
Abundance #92068: Tridecanoic acid

73.0
— —
18.00 18.50
5000 ITI/Z 57.05 63.11%
P9,
129.0
‘ 171.0 214.0

L

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

Abundance #109284: Tetradecanoic acid —
73.0 18.00 18.50
m/z 55.00 61.65%

129.0
5000
185.0 228.0
L
‘ ‘\‘H‘ ‘h‘\“ ;h‘\‘ u

7
m/z--> 50 100 150 200 250 300 350 18.00 18.50

w
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
Data File : BM@39131.D

Acq On : 24 Mar 2023 00:29

Operator : CG/JU

Sample : 01932-03

Misc : CE-86B-031423

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 Dodecane, 2-methyl-6-propyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.533 2.06 ng 272777  Phenanthrene-di0 17.345
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 2-methyl-6-propyl- 226 CleH34 055045-08-4 91
2 Eicosane 282 C20H42 000112-95-8 90
3 Nonadecane 268 C19H40 000629-92-5 87
4 Tetradecane, 4-ethyl- 226 Cl6H34 055045-14-2 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2592 (18.533 min): BM039131.D\data.ms (-2588) (- | m/z 57.05 100.00%
57.0
2000 AMLA
‘ 18.50 |
13.0 .
1811
ol m‘,‘ Adlp i 2431 30513549 4290 nyz 71.10  68.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 — :
18.50
m/z 43.05 61.21%
1400
O\\U‘" “‘\m\“‘\‘\‘\ ‘\1\“\‘2\2\6\9‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #176384: Eicosane
57.0
N T
18.50
5000 m/z 85.05 49.,43%
13.0
“ | ||| 1690 2250 282.0
I A e i M e
m/z--> 50 100 150 200 250 300 350 400
Abundance #158597: Nonadecane T
57.0 18.50
m/z 41.05 26.55%
h \JLL—\N
ol 701690 22902680 e
m/z--> 50 100 150 200 250 300 350 400 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
Data File : BM@39131.D

Acq On : 24 Mar 2023 00:29

Operator : CG/JU

Sample : 01932-03

Misc : CE-86B-031423

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 Trifluoroacetoxy hexadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.227 7.81 ng 1311670  Chrysene-d12 21.521
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
2 1-Hexacosanol 382 C26H540 000506-52-5 91
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
4 1-Hexacosene 364 C26H52 018835-33-1 91
5 Behenic alcohol 326 C22H460 000661-19-8 90

Abundance Scan 3050 (21.227 min): BM039131.D\data.ms (-3046) (- | m/z 57.10 100.00%
7.1

5
5000

1%5.1 — —
21.00 21.50

‘ 207.0  303.1

or AL, 270 3031wz amass L es 10 aa.sex

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #245846: Trifluoroacetoxy hexadecane
57.0

5000 — ——
21.00 21.50
1p5.0 m/z 43.05 81.05%
ol J‘J |, 1960 2690
‘\\\’\\\f{\\\\rl\\\\l‘\“\\[\‘f\\‘\f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #289621: 1-Hexacosanol
97.0
—— —
21.00 21.50
5000 m/z 55.00 80.13%
ol 2281 MJ‘\ [PT0 236.0204.0 3640 M\JL/U
R B AAREARmmms s o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester ——
57.0 21.00 21.50

5000
5.0
J 210.0
I

O‘H\“ r \h“\l 1| 406.0

"
L L L L L L L L L B L R L B O

T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@©32323\
Data File : BM@39131.D

Acqg On : 24 Mar 2023 00:29

Operator : CG/JU

Sample : 01932-03

Misc : CE-86B-031423

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.046 28.7 ng 1983770 1 7.957 1382490 20.0
Naphthalene, 1,... 11.963 2.0 ng 220214 2 10.775 2172740 20.0
Decane, 2,3,5-t... 12.187 4.3 ng 467512 2 10.775 2172740 20.0
unknown12.404 12.404 2.9 ng 315638 2 10.775 2172740 20.0
Heptadecane, 8-... 13.422 4.3 ng 527086 3 14.604 2439550 20.0
Hexadecane 14.492 4.3 ng 520852 3 14.604 2439550 20.0
Heptadecane 15.439 3.6 ng 441286 3 14.604 2439550 20.0
Benzophenone 15.957 5.5 ng 666432 3 14.604 2439550 20.0
Heneicosane 16.304 4.6 ng 606758 4 17.345 2644820 20.0
Tridecane, 7-pr... 17.098 2.6 ng 340200 4 17.345 2644820 20.0
Eicosane 17.839 2.3 ng 298067 4 17.345 2644820 20.0
n-Hexadecanoic ... 18.239 7.3 ng 965368 4 17.345 2644820 20.0
Dodecane, 2-met... 18.533 2.1 ng 272777 4 17.345 2644820 20.0
Trifluoroacetox... 21.227 7.8 ng 1311670 5 21.521 3357170 20.0
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