LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32423\
Data File : BM@39153.D

Acqg On : 24 Mar 2023 22:14
Operator : CG/JU

Sample : 02064-01

Misc :

ALS Vvial : 18 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-BM030823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@39153.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.040 289 298 307 rBV 1257896 1801853 6.81% 1.268%
2 5.505 370 377 385 rBV 2955012 4153749 15.69% 2.924%
3 7.111 640 650 657 rBV 2772555 4518565 17.07% 3.181%
4 7.563 722 727 730 rBV 240195 358958 1.36% 0.253%
5 7.946 782 792 798 rBV 899894 1529351 5.78% 1.077%
6 8.593 896 902 908 rBv4 160701 346274 1.31%  0.244%
7 9.057 970 981 985 rBV 181733 373877 1.41% 0.263%
8 9.116 985 991 997 rVV 1715965 2896255 10.94% 2.039%
9 9.175 997 1001 1006 rVB 524068 743867 2.81% 0.524%
10 9.310 1012 1024 1029 rVB7 123769 356415 1.35% 0.251%
11 10.157 1163 1168 1170 rBvV2 151815 269084 1.02% 0.189%
12 10.393 1203 1208 1213 rVB 175777 286785 1.08% 0.202%
13 10.728 1259 1265 1267 rBV 830377 1294852 4.89% 0.912%
14 10.757 1267 1270 1276 rVB 1141980 1867931 7.06%  1.315%
15 10.916 1293 1297 1302 rVB 236333 358357 1.35% 0.252%
16 11.228 1345 1350 1358 rVB2 158699 340883 1.29%  0.240%
17 11.463 1386 1390 1396 rVB6 128412 271902 1.03% 0.191%
18 11.598 1407 1413 1419 rVB5 195244 347918 1.31% 0.245%
19 11.675 1420 1426 1432 rBV3 270454 465991 1.76% 0.328%
20 11.775 1439 1443 1447 rBV 256829 405518 1.53% 0.285%
21 11.951 1464 1473 1480 rBV2 372674 687560 2.60% 0.484%
22 12.175 1502 1511 1517 rBV 1034147 1621133 6.12% 1.141%
23 12.310 1530 1534 1539 rVB2 192564 273852 1.03% 0.193%
24 12.393 1542 1548 1557 rVB4 143090 412658 1.56% 0.291%
25 12.669 1590 1595 1600 rVB2 277984 422310 1.60% 0.297%
26 12.804 1612 1618 1622 rBv4 156468 267018 1.01% 0.188%
27 12.981 1645 1648 1653 rVB2 220977 303635 1.15% 0.214%
28 13.075 1659 1664 1669 rBv4 181756 351124 1.33% 0.247%
29 13.128 1669 1673 1679 rVV3 320346 560966 2.12% 0.395%
30 13.216 1682 1688 1697 rVB 4101043 5920100 22.36% 4.168%
31 13.410 1716 1721 1729 rVB 1260412 1818513 6.87% 1.280%
32 13.534 1739 1742 1747 rVB2 198029 287859 1.09% 0.203%
33 14.069 1825 1833 1836 rBV3 360375 714406 2.70%  0.503%
34 14.110 1836 1840 1844 rVvV3 305838 434845 1.64%  0.306%
35 14.181 1848 1852 1857 rVB4 199017 364598 1.38% 0.257%

36 14.481 1898 1903 1909 rBV 1583431 2053828 7.76% 1.446%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32423\
Data File : BM@39153.D

Acqg On : 24 Mar 2023 22:14
Operator : CG/JU

Sample : 02064-01

Misc :

ALS Vvial : 18 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-BM030823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.592 1912 1922 1929 rBV 1727785 2908916 10.99% 2.048%
38 15.098 2005 2008 2014 rVB3 262576 388620 1.47% 0.274%
39 15.434 2060 2065 2070 rVB 1666294 2019597 7.63% 1.422%
40 15.839 2124 2134 2138 rBV 490005 1084096 4.10% 0.763%
41 15.933 2146 2150 2156 rVB2 187089 364425 1.38% 0.257%
42 15.986 2156 2159 2166 rBv2 163153 281306 1.06% 0.198%
43 16.075 2166 2174 2181 rBV 2999550 4619079 17.45% 3.252%
44 16.292 2207 2211 2220 rBV 1700512 2893959 10.93% 2.037%
45 17.086 2341 2346 2350 rBV 1628108 1884084 7.12% 1.326%
46 17.139 2351 2355 2359 rVV 448212 604741 2.28% 0.426%
47 17.333 2383 2388 2393 rBV 2049940 2946915 11.13% 2.075%
48 17.380 2393 2396 2403 rVV 380925 706394  2.67% 0.497%
49 17.469 2407 2411 2415 rVB2 197998 266518 1.01% 0.188%
50 17.827 2468 2472 2478 rBV 1418079 1655700 6.25% 1.166%

51 18.004 2497 2502 2508 rVB 5194273 6278463 23.72%  4.420%
52 18.233 2535 2541 2554 rBV 2506302 3885499 14.68% 2.735%
53 18.522 2586 2590 2599 rBV 1205314 1490118 5.63% 1.049%
54 19.151 2691 2697 2699 rBV 20346323 26472873 100.00% 18.637%
55 19.180 2699 2702 2712 rVB3 11792056 16476857 62.24% 11.600%

56 19.310 2720 2724 2729 rVB 2420094 2678522 10.12% 1.886%
57 19.363 2729 2733 2735 rBV 934135 1218176 4.60% ©0.858%
58 19.386 2735 2737 2745 rVB2 1296999 1823977 6.89% 1.284%
59 19.504 2753 2757 2767 rBV2 751318 1201064 4.54%  0.846%
60 19.727 2791 2795 2797 rBV2 712424 856663 3.24% ©.603%
61 19.751 2797 2799 2808 rVB 791342 1158938 4.38% 0.816%
62 19.957 2829 2834 2839 rVB 6533554 7618220 28.78% 5.363%
63 20.263 2883 2886 2889 rVB2 455116 509553 1.92% ©.359%
64 20.404 2907 2910 2914 rBV3 294426 329220 1.24% ©0.232%
65 20.757 2967 2970 2974 rVB 309492 311428 1.18% ©.219%
66 21.215 3045 3048 3056 rVB2 762290 1008666 3.81% 0.710%
67 21.515 3093 3099 3103 rBV2 2482002 3826856 14.46%  2.694%

68 23.939 3507 3511 3518 rVB2 1445961 2794029 10.55% 1.967%

Sum of corrected areas: 142046262
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32423\
Data File : BM@39153.D

Acqg On : 24 Mar 2023 22:14
Operator : CG/JU

Sample : 02064-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM030823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM039153.D\data.ms
2e+07
1.5e+07
1e+07
5000000
5.505 7111
5.040 7 946 9.116 075
0 7.563 ") 8593 9.95810 10.167:393° 100161 22E46508'S
\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BM039153.D\data.ms
2e+07 19./151
1.5e+07
19180
1e+07
19.957
18.004
5000000 13.216
1414602 15.434 16.01765292 17.086:333 18.233 212
| - - -Uob’ 17.82 18.522
2.175 3.410 THN| 2022630
| laZsosnoemmmysin s MR || 15.008 | 1963 1798800 . 4
T e R T T T e e T e e e T e T
Time--> 12.00 12,50 13.00 1350 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50
Abundance TIC: BM039153.D\data.ms
2e+07
1.5e+07
1e+07
5000000
21.515 23939
21.215
757 ")
0 \\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 21.00 2150 22.00 2250 23.00 23,50 24.00 2450 2500 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@32423\
Data File : BM@39153.D

Acqg On : 24 Mar 2023 22:14
Operator : CG/JU

Sample : 02064-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM030823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.040 23.56 ng 1801850 1,4-Dichlorobenzene-d4 7.946

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 181 C4H7NO2 016504-58-8 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 298 (5.040 min): BM039153.D\data.ms (-289) (-) m/z 43.00 100.00%

43.0
5000
101.0 \\\\‘\\\\‘\\\\‘\\\\’\\\
| ‘ 4.80 5.00 5.20 5.40
Olrrrrprrr et 230 b AT 790 2079 sz 59,00 61.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T T T T
4.80 5.00 5.20 5.40
m/z 101.00 23.97%
101.0
0\\\\‘\w‘\\"”i\\}‘\\\\“1\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
A RRmEE TR
4.80 5.00 5.20 5.40
5000 m/z 58.00  16.09%
0 il \‘H ‘ 12\6'0
et e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4542; (+-)-4-Amino-4,5-dihydro-2(3H)-furanone R SRmEE R
43.0 4.80 5.00 5.20 5.40
m/z 41.00 8.68%
5000 101.0
70.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32423\
Data File : BM@39153.D

Acqg On : 24 Mar 2023 22:14
Operator : CG/JU

Sample : 02064-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM030823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Carbonic acid, prop-1-en-2-... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.175 9.73 ng 743867 1,4-Dichlorobenzene-d4 7.946

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 90
2 Undecane 156 C11H24 001120-21-4 87
3 Tridecane 184 C13H28 000629-50-5 86
4 Tetradecane 198 C14H30 000629-59-4 83
5 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 83

Abundance Scan 1001 (9.175 min): BM039153.D\data.ms (-997) (-) m/z 57.05 100.00%
57.0

5000
85.0

=

8.80 9.00 9.20 9.40
1120 156.1

_m‘“m‘!u”‘w”‘_m_m‘w_HWH‘?‘Q‘?“?WWH m/z 43.05 85.12%
miz—> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester
57.0

o

%

5000 BABEERRERREREER RS REE
85.0 8.80 9.00 9.20 9.40 ;
29.0 m/z 71.05 49.12%
ol H‘ 11110 4400 168.0 1960 241.C
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33081: Undecane
57.0
T T TR T
8.80 9.00 9.20 9.40
5000 m/z 41.05 36.52%
290 85.0
0 M | H\ \‘ \‘ \1130 156.0
et e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59025: Tridecane T
57.0 8.80 9.00 9.20 9.40
m/z 85.05 28.87%
5000
29.0 85.0

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 .80 9.00 9.20 9.40

(o)
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32423\
Data File : BM@39153.D

Acqg On : 24 Mar 2023 22:14
Operator : CG/JU

Sample : 02064-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM030823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.675 4.99 ng 465991 Naphthalene-d8 10.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 96
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 83
3 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 78
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 64
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 64

Abundance Scan 1426 (11.675 min): BM039153.D\data.ms (-1420) (+ | m/z 131.00 100.00%
131.0

57.0

5000

-

A
00 11.50 12.00
ol D193.0 /7 57.85  71.76%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0

5000 LN
11.50 12.00
m/z 43.00 67.01%

39.0 650 91.0 |
0\\\\‘\‘\\\“‘\\‘\‘\“H\H\“\\‘\\“\‘\\lh‘\m\‘\‘\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0

T
11.50 12.00

5000 m/z 71.10 47.83%
390 g4 910
0HH‘\‘H\“‘H“?‘\“U\H \“\\‘\\“\‘\\H‘\‘M\H“H\‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25029: 1H-Indene, 2,3-dihydro-5,6-dimethyl- =t ==
131.0 11.50 12.00

m/z 41.00  35.23%

5000
15.0 “‘ 39‘0 by 63.0 91‘0 il ‘\h \H\ ‘

O b et e e e e ‘

—
m/z--> 20 40 60 80 100 120 140 160 180 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32423\
Data File : BM@39153.D

Acqg On : 24 Mar 2023 22:14
Operator : CG/JU

Sample : 02064-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM030823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.951 7.36 ng 687560 Naphthalene-d8 10.757
Hit# of 5 Tentative ID MW MolForm CASH# 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 96
3 Benzene, (1-ethyl-2-propenyl)- 146 C1l1H14 019947-22-9 91
4 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 60
5 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 60

Abundance Scan 1473 (11.951 min): BM039153.D\data.ms (-1464) (- | m/z 131.00 100.00%

13.0
5000
105.0
510 77‘.0‘ ‘ | 651 12.00
Obrrr e bt el b g Ml il 52068 7 118 00 79.40%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
1371.0
5000

63.0 m/z 146.00  66.02%
I

T ‘\‘\\‘\‘\‘\\ ‘\““!\“\“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0 J\

5000 m/z 117.00  39.85%

| I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25002: Benzene, (1-ethyl-2-propenyl)-

0
—

118.0 12.00
m/z 115.00  29.93%

o

5000 910

51.0
27.0

146.0

c

m/z--> 20 40 60 80 100 120 140 160 180 200 12.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32423\
Data File : BM@39153.D

Acqg On : 24 Mar 2023 22:14
Operator : CG/JU

Sample : 02064-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM030823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Tridecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.175 17.36 ng 1621136  Naphthalene-d8 10.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Nonadecane 268 C19H40 000629-92-5 86

Abundance Scan 1511 (12.175 min): BM039153.D\data.ms (-1502) (+ | m/z 57.05 100.00%

57.0
5000
85.0

-
m“\ | | 1121 1450 12.00 12.50

el e T 18422000 s 43,05 74.65%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane
57.0

5000 =
85.0 12.00 12.50
m/z 71.16  58.97%

29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0

=
12.00 12.50

o

o

5000 m/z 41.00 36.85%
85.0
29.0
0 J WM I J ,113.0 141.0 169.0 197.0 226.0
A A o R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59088: Decane, 2,3,5-trimethyl- — —
57.0 12.00 12.50

m/z 85.05 36.04%

5000 85.0
29.0 141.0
ol b Ll 1130 169.0

== R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32423\
Data File : BM@39153.D

Acqg On : 24 Mar 2023 22:14
Operator : CG/JU

Sample : 02064-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM030823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.410 12.50 ng 1818510  Acenaphthene-d10 14.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Hexadecane 226 C16H34 000544-76-3 80
3 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72
4 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 64
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 64

Abundance Scan 1721 (13.410 min): BM039153.D\data.ms (-1716) (- | m/z 57.05 100.00%

57.0
5000 85.1
53%6
1131 1540 1982 ¢ ' 5
oHwm‘WwHM‘:‘,mu‘\wamH‘w_Mwwww%??c; m/z 43.10  73.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59029: Tridecane
57.0
5000 UL
85.0 13.50
29.0 m/z 71.10 63.37%
011’113-0141.0184-0
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #107217: Hexadecane
57.0
=T
13.50
5000 m/z 85.10 39.94%
85.0
29.0
0 ‘\‘ \‘\ ‘H H\ i \\\11§0‘14101690 226.0
rrrre e e e e e e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #170577: Sulfurous acid, 2-ethylhexyl hexyl ester e
57.0 13.50
m/z 41.00 35.44%
5000 85.0
29.0 113.0
O‘H‘w‘NHJM\MWWHW‘J‘_H‘_H‘_‘HM‘HM‘H‘HH‘HH‘ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32423\
Data File : BM@39153.D

Acqg On : 24 Mar 2023 22:14
Operator : CG/JU

Sample : 02064-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM030823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Pentadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.481 14.12 ng 2053830  Acenaphthene-d10 14.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 94
2 Nonadecane 268 C19H40 000629-92-5 90
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 86
4 Tetradecane 198 C14H30 000629-59-4 80
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 80
Abundance Scan 1903 (14.481 min): BM039153.D\data.ms (-1898) (- | m/z 57.10 100.00%
5711
- MJ\“N
99.0 HJSd
- ““ L[ 141017512122 2808y 43.10  70.75%
m/z--> 100 150 200 250 300
Abundance #90192: Pentadecane
57.0
5000 T
14.50
99.0 m/z 71.10 64.92%
0’! \d \ ‘ ‘\ ‘ “‘ “‘ \H \14}‘1‘0‘\ T T \2‘1\‘2'\0\ T ‘ L ‘ LI
m/z--> 50 100 150 200 250 300
Abundance #158600: Nonadecane
57.0
=
14.50
5000 m/z 85.05 41.52%
BIN Wi
ol d b, u\ L1410 1830 2680
m/z--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester —
57.0 14.50
m/z 41.00 35.23%
- W\/J\&M
o b Ly u\ BEEECTEN Al
m/z--> 50 100 15 200 250 300 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32423\
Data File : BM@39153.D

Acqg On : 24 Mar 2023 22:14
Operator : CG/JU

Sample : 02064-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM030823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Tetradecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.434 13.89 ng 2019600  Acenaphthene-d10 14.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Tetradecane 198 C14H30 000629-59-4 86
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86
4 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 81
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 80
Abundance Scan 2065 (15.434 min): BM039153.D\data.ms (-2060) (- | m/z 57.05 100.00%
57.0
— =
h 113.1 1411 1721 1950
ow_m‘ww”mlm“_m_m‘H“_??‘_T?’Z?‘?ﬁ‘?“? m/z 43.05 69.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107219: Hexadecane
57.0
5000 85.0 —T
15.50
m/z 71.10 66.86%
29.0 ‘ 11
226.0
0\\\\‘\\\\‘\\\!‘\\Hl\‘w‘\\\”“\\‘”\‘\“\1\\4.i‘1\\()\‘\’r\622\1\939\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0
=
15.50
5000 85.0 m/z 85.10 44.53%
29.0
ow_u\wwm\l‘_wm?ﬂﬂ9‘1699‘??8‘9”_m
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #261137: Hexadecane, 1-iodo- —T
57.0 15.50
m/z 41.05 33.22%
5000 85.0
29.0
A s 1 N e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32423\
Data File : BM@39153.D

Acqg On : 24 Mar 2023 22:14
Operator : CG/JU

Sample : 02064-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM030823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Heptacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.839 7.45 ng 1084100  Acenaphthene-d10 14.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 83
2 Heptacosane 380 C27H56 000593-49-7 80
3 Hexadecane 226 C16H34 000544-76-3 72
4 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 72
5 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 68
Abundance Scan 2134 (15.839 min): BM039153.D\data.ms (-2124) (- | m/z 57.10 100.00%
57.1
‘ F91 15.50 16.00
: 169.1 :
0 muu‘ Lot 2809 hyp 71018 53.72%
m/z--> 50 100 150 200 250 300 350
Abundance #59029: Tridecane
57.0
5000 = 4
15.50 16.00
m/z 43.05 44.79%
ol1s d k dd uQ14101840
\\\\‘ Y\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
— —
15.50 16.00
5000 m/z 85.05 27.83%
0 JL ‘h % ‘1410183022502670 323.0 380.(
e s e
m/z--> 50 100 150 200 250 300 350
Abundance #107219: Hexadecane = —
57.0 15.50 16.00
m/z 41.10 24.08%
5000
9.0
226.0
ot Ll momsozse S
miz--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32423\
Data File : BM@39153.D

Acqg On : 24 Mar 2023 22:14
Operator : CG/JU

Sample : 02064-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM030823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.292 19.64 ng 2893960  Phenanthrene-d10 17.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Nonadecane 268 C19H40 000629-92-5 87
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 87
Abundance Scan 2211 (16.292 min): BM039153.D\data.ms (-2207) (- | m/z 57.10 100.00%
57.1
- /KVV\A\Aﬂ\\V/vpV
99.0 16.00 16.50
o141, : :
- ‘\“‘”h\ L, 1410 1831 2402 m/z 71.10  67.23%
m/z--> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0
5000 o ==
16.00 16.50
99.0 m/z 43.05 66.31%
0 2610 ““\ ”H‘ \‘”‘\ h“ \“‘ \“ﬂ41‘1.‘q\ ;]8\3\0‘ \22\5\0\ T \2\96’(
m/z--> 50 100 150 200 250
Abundance #90189: Pentadecane
57.0
= —
16.00 16.50
5000 m/z 85.10 46.14%
99.0
olzsol | L7, 10 220
miz--> 50 100 150 200 250
Abundance #123960: Heptadecane e =
57.0 16.00 16.50
m/z 41.05 31.51%
5000
99.0
0 ‘2‘5J‘0u““u | M L1410 1830 2400 S —
m/z--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32423\
Data File : BM@39153.D

Acqg On : 24 Mar 2023 22:14
Operator : CG/JU

Sample : 02064-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM030823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Tridecane, 1-iodo- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.086 12.79 ng 1884080  Phenanthrene-d10 17.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 2346 (17.086 min): BM039153.D\data.ms (-2341) (- | m/z 57.05 100.00%
57.0
- JMAAAJLAAA\MA/x«AA
T T \
‘ 9.0 141.0 1821 17.00
ol d Al iy, 14101821 2542 3030 355! ., 71.1p 68.48%
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 T
17.00
9.0 m/z 43.05 66.06%
0 \5\0‘\ “‘\ ““‘ \‘h‘\ h“ \“‘ \]\41‘1 ‘?\ 1\8\‘3\0‘ \22\5\0\ T \29\6‘9\ T
m/z--> 50 100 150 200 250 300 350
Abundance #211086: Tridecane, 1-iodo-
57.0
T I
17.00
5000 m/z 85.10 46.43%
9.0 183.0
ol L [T e T s0o
m/z--> 50 100 150 200 250 300 350
Abundance #90189: Pentadecane T I
57.0 17.00
m/z 41.05 30.57%
9.0
0180 | || F e ez —
m/z--> 50 100 150 200 250 300 350 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32423\
Data File : BM@39153.D

Acqg On : 24 Mar 2023 22:14
Operator : CG/JU

Sample : 02064-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM030823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Nonadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.828 11.24 ng 1655700  Phenanthrene-d10 17.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexadecane 226 C16H34 000544-76-3 90
5 Decane, 1l-iodo- 268 C1OH21I 002050-77-3 87
Abundance Scan 2472 (17.827 min): BM039153.D\data.ms (-2468) (- | m/z 57.10 100.00%
57.1
o W\Mj\\//\J\
— —
‘ 9‘1 1411 1831 17.50 18.00
b dd hn i g 141118312251 2683 3861 ./, 7116 69.66%
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
5000 T —T=
17.50 18.00
m/z 43.10 65.29%
\\\\‘\\ \\\\‘\\\\‘\\\\‘\1\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
. ==
17.50 18.00
5000 m/z 85.10 47.63%
9.0
0 \‘ I ‘“\ ‘h h‘ u\ 1\4\1 -0 183 0 225.0 267.0 338.0
L T e T
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane — —
57.0 17.50 18.00
m/z 41.05 29.54%
5000
‘ 9.0
41.
o150 | |1 | 141018302250 2960 L
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@32423\
Data File : BM@39153.D

Acqg On : 24 Mar 2023 22:14

Operator : CG/JU

Sample : 02064-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM030823.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 13 Hexadecanoic acid, methyl e... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
1s.004 42.61ng 6278460 Phenanthrene-dle 17.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 99

005129-60-2 95
007132-64-1 86

2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402
3 Pentadecanoic acid, methyl ester 256 C16H3202

4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 83
5 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 80
Abundance Scan 2502 (18.004 min): BM039153.D\data.ms (-2497) (- | m/z 73.95 100.00%
74.0
5000
43.0
143.1 1200 |
227.2 18.00
ob— 111 ﬂ‘u J?ﬁj\‘ ‘M\“%794 : m/z 86.95 71.79%
m/z--> 50 100 150 200 250
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 —— ‘
43.0 18.00
143.0 m/z 43.05 28.75%
227.0
0 \‘H T “‘\ “1“‘ \“M\ “]1\‘1‘.\0 ‘\ \‘ T \‘1§§\-q‘ T ‘\ g ‘2\7?\0 T
m/z--> 50 100 150 200 250
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0

T
18.00

5000 43.0 m/z 55.00  24.20%
0 \‘ \“ \M‘ \H L \1110 \14“?’0 ‘18‘50‘ 22\70 2790
A A A B
miz--> 50 100 150 200 250
Abundance #143569: Pentadecanoic acid, methyl ester 1
74.0 18.00
m/z 41.05 21.08%
5000
43.0
‘ 143.0
213.0 256.0
oL—! \“\ ‘N [l \]‘1“1"‘0 | “ s ]8‘2‘0\‘ L . —=
m/z--> 50 100 150 200 250 18.00

8270-BM@30823.M Mon Mar 27 07:38:53 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32423\
Data File : BM@39153.D

Acqg On : 24 Mar 2023 22:14
Operator : CG/JU

Sample : 02064-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM030823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.233  26.37 ng 3885500 Phenanthrene-d10 17.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 76
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 60

Abundance Scan 2541 (18.233 min): BM039153.D\data.ms (-2535) (- | m/z 73.00 100.00%

73.0
5000
129.0
213.1 —A —
‘ 1711 ‘ 256.1 18.00 18.50
ol —36 uWwWw:J‘MJ“‘\u‘M“M o2l m/z 59.95  83.23%
50

miz--> 100 150 200 250 300

Abundance #143508: n-Hexadecanoic acid
4'2

0 256.0
5000 —— —
129.0 18.00 18.50
3.0 213.0 m/z 43.05  81.48%
171.0 ‘
0- ! ‘M o} \“ T “\ \“ \‘\”“ T “\ ™ ‘\ L B B
50

m/z--> 100 150 200 250 300

Abundance #126202: Pentadecanoic acid
4

3.0
— =
18.00 18.50
5000 m/z 57.10  68.82%
a0 1290 2420
T
ol 4 Db b

m/z--> 100 150 200 250 300
Abundance #92068: Tridecanoic acid T T

73.0 18.00 18.50
m/z 55.05 62.85%

-

—

-

-

5000
29.

129.0
‘ 171.0 214.0

-

m/z--> 50 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32423\
Data File : BM@39153.D

Acqg On : 24 Mar 2023 22:14
Operator : CG/JU

Sample : 02064-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM030823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.522 10.11 ng 1490120  Phenanthrene-d10 17.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexadecane 226 C1l6H34 000544-76-3 90
4 Eicosane 282 (C20H42 000112-95-8 90
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
Abundance Scan 2590 (18.522 min): BM039153.D\data.ms (-2586) (- | m/z 57.10 100.00%
57.1
o JLJN
T \
9‘1 14101 1 18.50
ol A bl 18101831 24312821 3841 .. 711 71.12%
m/z--> 50 100 150 200 250 300 350
Abundance #90189: Pentadecane
57.0
5000 —— |
18.50
F m/z 43.05 64.52%
9.0
0 d “‘ “ \“\]\4\‘1‘(‘)\\\\2‘1\‘2-\0\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
T \
18.50
5000 m/z 85.05 49.25%
9.0
059 L 111 140802250 2060
m/z--> 50 100 150 200 250 300 350
Abundance #107219: Hexadecane T I
57.0 18.50
m/z 41.00 28.51%
5000
9.0
226.0
ot50 L Ll J0rss0 0 L
m/z--> 50 100 150 200 250 300 350 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32423\
Data File : BM@39153.D

Acqg On : 24 Mar 2023 22:14
Operator : CG/JU

Sample : 02064-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM030823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.151 179.66 ng 26472900  Phenanthrene-d1e 17.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
3 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
5 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 98
Abundance Scan 2697 (19.151 min): BM039153.D\data.ms (-2691) (- | m/z 67.05 100.00%
67.0
5000
09.1
— —
150.0 19.00 19.50
220.2 263.1
Y — “““‘!“N‘w“‘\ b 2202708001 385, pn g1.05  89.67%
m/z--> 50 100 150 200 250 300 350
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
5000 —— —
19.00 19.50
09.0 m/z 95.05 62.14%
o
m/z--> 50 100 150 200 250 300 350
Abundance #191919: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0
— —
19.00 19.50
5000 m/z 55.05 60.72%
29. 0 294.0
150.0 :
0 Jﬂkw‘ ‘3299“ﬁ“ﬂ“““‘
m/z--> 50 100 150 200 250 300 350
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,Z)- — ==
67.0 19.00 19.50
m/z 82.05 46.54%
5000
030 294.0
L1100 a0p T
T e M M —— —
miz--> 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@32423\
Data File : BM@39153.D

Acqg On : 24 Mar 2023 22:14
Operator : CG/JU

Sample : 02064-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM030823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 9-Octadecenoic acid, methyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.180 111.82 ng 16476900  Phenanthrene-d1e 17.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 91
2 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 91
3 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 89
4 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 89
5 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 78

Abundance Scan 2702 (19.180 min): BM039153.D\data.ms (-2699) (- | m/z 55.10 100.00%

55.1
5000
111.1
264.1 =1 1
‘ 180.2 ‘ 19.00 19.50
0 “WWMJH WWWWmﬁwwuﬁm‘_L“???P‘_““4?94 m/z 74.00  76.05%
m/z--> 50 100 150 200 250 300 350 400
Abundance  #194445: 9-Octadecenoic acid, methyl ester, (E)-
55.0
264.0
5000 — -
n.o 19.00 19.50
180.0 m/z 69.10 74.32%
05 “\ ‘x“‘ ’\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #194442: 9-Octadecenoic acid (Z)-, methyl ester
74.
== =
19.00 19.50
5000 m/z 83.10  61.99%

m/z--> 50 100 150 200 250 300 350 400 J\N/M
Abundance  #194453: 11-Octadecenoic acid, methyl ester, (Z)-

oLl
— =

58.0 19.00 19.50
m/z 41.10 57.06%

5000
264.0
111.0
| 180.0
oLl

— ==
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32423\
Data File : BM@39153.D

Acqg On : 24 Mar 2023 22:14
Operator : CG/JU

Sample : 02064-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM030823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 Methyl stearate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.310 18.18 ng 2678520  Phenanthrene-d10 17.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 91
3 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 91
4 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
Abundance Scan 2724 (19.310 min): BM039153.D\data.ms (-2720) (- | m/z 74.00 100.00%
74.0
5000 M
L ‘ 1450 255.2 19.00 19.50
1991 “ 298.3 340 : :
ob ‘3‘7“[ u‘k 110 ““ b 340 sz 87,00 72.63%
m/z--> 50 100 150 200 250 300
Abundance #197277: Methyl stearate
74.0
5000 — ——
143.0 255.0 298.0 19.00 19.50 ;
199.0 m/z 43.10 31.88%
0 29q \L\ ‘w‘u\‘\‘\‘\ . ‘{ b —— ‘i N ‘\‘ L\‘ — “ ——r
m/z--> 50 100 150 200 250 300
Abundance #197350: Heptadecanoic acid, 15-methyl-, methyl ester
74.0
= —~
19.00 19.50
5000 208.0 m/z 55.00 24.97%
143.0
29.# ‘ ‘ 199.0  255.0
I 1 O ot i S B
m/z--> 50 100 150 200 250 300
Abundance #197353: Heptadecanoic acid, 16-methyl-, methyl ester — ==
74.0 19.00 19.50
m/z 41.00 20.61%
5000
143.0 255.0
‘ 199.0 298.0
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32423\
Data File : BM@39153.D

Acqg On : 24 Mar 2023 22:14
Operator : CG/JU

Sample : 02064-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM030823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 19 Octadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
19.504 6.28 ng 1201060 Chrysene-d12 21.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 2757 (19.504 min): BM039153.D\data.ms (-2753) (- | m/z 73.00 100.00%
73.0
5000 129.0 Wﬁ&yﬂ/\}\\vwwwb
‘ 185.1 2412 m \
0 ‘“’““J‘ okt ““ e “28f53 3420 4290 /. 4310  85.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #179093: Octadecanoic acid
73.0
129.0
5000 b, 284.0 T \
185.0 19.50
‘ L m/z 60.00  84.84%
0' “““HH“““\M\"‘\\‘\\“\2 \‘\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #109281: Tetradecanoic acid
73.0
1 7
19.50
m/z 57.10 72.49%
5000 129.0
29. 228.0
0 ““ by M““h ‘”J fo ‘1"‘8{‘9 - ‘x S
m/z--> 50 100 150 200 250 300 350 400
Abundance #126203: Pentadecanoic acid 7
73.0 19.50
m/z 55.05 64.55%
5000 129.0
29.
242.0
185f ‘
NET 7YV -
m/z--> 50 100 150 200 250 300 350 400 19.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32423\

Library Search Compound Report

Data File : BM@39153.D

Acqg On : 24 Mar 2023 22:14
Operator : CG/JU

Sample : 02064-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM030823.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 20 Ethanol, 2-(tetradecyloxy)- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
21215 s.27ng 1008670 Chrysene-d12 21.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(tetradecyloxy)- 258 Cl6H3402 002136-70-1 94

2 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204

3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502
4 Nonadecyl pentafluoropropionate 430 C22H39F502
5 Cyclotetracosane 336 C24H48

1000309-38-1 91
1000406-04-8 90
1000351-88-8 87
000297-03-0 76

Abundance Scan 3048 (21.215 min): BM039153.D\data.ms (-3045) (- | m/z 57.10 100.00%

57.1
5000

A
L 207.0281.0 355, , .
ob LLPPT 207028103551 ago T3 16 se.e3w

m/z--> 0 50 100150200250 300 350400450500550600650
Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0

5000

a1

‘ m/z 55.05 64.50%

L .0196.0

0 T \U\ f Tr

m/z--> 0 50 100 150200250300 350400450500550600650

Abundance #279317: Oxalic acid, isobutyl hexadecyl ester
57.0

5000 m/z 71.05 63.65%

o | Mil?@-ows.ozf‘?-o
UIp8 019802900
m/z--> 0 50 100150200250 300350400450500550600650

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester —
57.0 21.00 21.50

m/z 83.10 63.57%

h J\/ﬁ
1%.0 252.0

0 J‘\ Ly ] 369.0 648.1
P P P T A T T T T T T T T —

—
m/z--> 0 50 100 150200250 300 350400450500 550600 650 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32423\
Data File : BM@39153.D

Acqg On : 24 Mar 2023 22:14
Operator : CG/JU

Sample : 02064-01

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM030823.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-... 5.040 23.6 ng 1801850 1  7.946 1529350 20.0
Carbonic acid, ... 9.175 9.7 ng 743867 1  7.946 1529350 20.0
1H-Indene, 2,3-... 11.675 5.0 ng 465991 2 10.757 1867930 20.0
Naphthalene, 1,... 11.951 7.4 ng 687560 2 10.757 1867930 20.0
Tridecane 12.175 17.4 ng 1621130 2 10.757 1867930 20.0
Hexadecane 13.410 12.5 ng 1818510 3 14.592 2908920 20.0
Pentadecane 14.481 14.1 ng 2053830 3 14.592 2908920 20.0
Tetradecane 15.434 13.9 ng 2019600 3 14.592 2908920 20.0
Heptacosane 15.839 7.5 ng 1084100 3 14.592 2908920 20.0
Heneicosane 16.292 19.6 ng 2893960 4 17.333 2946920 20.0
Tridecane, 1-iodo- 17.086 12.8 ng 1884080 4 17.333 2946920 20.0
Nonadecane 17.828 11.2 ng 1655700 4 17.333 2946920 20.0
Hexadecanoic ac... 18.004 42.6 ng 6278460 4 17.333 2946920 20.0
n-Hexadecanoic ... 18.233 26.4 ng 3885500 4 17.333 2946920 20.0
Eicosane 18.522 10.1 ng 1490120 4 17.333 2946920 20.0
9,12-Octadecadi... 19.151 179.7 ng 26472900 4 17.333 2946920 20.0
9-Octadecenoic ... 19.180 111.8 ng 16476900 4 17.333 2946920 20.0
Methyl stearate 19.310 18.2 ng 2678520 4 17.333 2946920 20.0
Octadecanoic acid 19.504 6.3 ng 1201060 5 21.515 3826860 20.0
Ethanol, 2-(tet... 21.215 5.3 ng 1008670 5 21.515 3826860 20.0
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