LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42547.D

Acqg On : 01 Nov 2023 19:37
Operator : MA/JU

Sample : 05135-02 2X

Misc :

ALS Vvial : 16 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-BM103023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@42547.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.028 137 143 148 rBV 13462 19251 1.21% 0.117%
2 5.010 305 310 316 rVB 18193 26042 1.64% 0.159%
3 5.369 367 371 380 rBV 22234 35025 2.20% 0.213%
4 5.457 380 386 392 rBV 524511 757597 47.62% 4.616%
5 5.881 453 458 464 rVB4 9979 17005 1.07% 0.104%
6 7.087 657 663 682 rVB 500283 804371 50.56% 4.902%
7 7.463 722 727 733 rVB2 11087 16700 1.05% 0.102%
8 7.534 733 739 743 rBV2 9655 16469 1.04% 0.100%
9 7.922 794 805 812 rBV 338779 524357 32.96% 3.195%
106 8.275 861 865 872 rVB 10632 18552 1.17% 0.113%
11 8.716 931 940 944 rBV7 7285 16086 1.01% 0.098%
12 9.075 992 1001 1004 rBV 43318 72759 4.57% 0.443%
13 9.122 1004 1009 1016 rVB 309134 491256 30.88% 2.994%
14 9.604 1085 1091 1095 rBV6 14077 24003 1.51% 0.146%
15 9.787 1114 1122 1131 rVB6 10407 33077 2.08% 0.202%
16 9.987 1149 1156 1163 rBVv7 13197 33929 2.13% 0.207%
17 10.069 1165 1170 1173 rBV2 14689 22174 1.39% 0.135%
18 10.175 1181 1188 1192 rVB4 12675 26060 1.64% 0.159%
19 10.622 1259 1264 1270 rBV 74287 109378 6.87% 0.667%
20 10.739 1278 1284 1290 rBV 408210 666956 41.92% 4.064%
21 10.804 1290 1295 1302 rVB3 54450 101770 6.40% 0.620%
22 10.881 1302 1308 1311 rBVS 11464 25010 1.57% 0.152%
23 11.039 1326 1335 1340 rBV10 9687 27026 1.70% 0©.165%
24 11.298 1375 1379 1386 rBV1e 10995 23438 1.47% 0.143%
25 11.375 1386 1392 1396 rBV3 37119 69187 4.35% 0.422%
26 11.486 1406 1411 1416 rBV5 21814 39614 2.49% 0.241%
27 11.569 1421 1425 1431 rVB2 23380 41711 2.62% 0.254%
28 11.669 1437 1442 1447 rVB 63365 90683 5.70% ©.553%
29 11.869 1472 1476 1479 rBV6 10624 17027 1.07% 0.104%
30 11.916 1479 1484 1486 rBV3 13693 21801 1.37% 0.133%
31 12.075 1506 1511 1520 rBV 118599 181480 11.41% 1.106%
32 12.210 1530 1534 1540 rVBS8 10843 21712 1.36% 0.132%
33 12.269 1540 1544 1546 rBV5 20922 28664 1.80% 0.175%
34 12.339 1552 1556 1561 rBV 14047 24597 1.55% 0.150%
35 12.622 1599 1604 1609 rBv4 22141 42102 2.65% ©0.257%
36 12.710 1614 1619 1623 rBV3 35434 62178 3.91% 0.379%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42547.D

Acqg On : 01 Nov 2023 19:37
Operator : MA/JU

Sample : 05135-02 2X

Misc :

ALS Vvial : 16 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-BM103023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.816 1635 1637 1643 rVB 23122 28079 1.76% 0.171%
38 12.892 1643 1650 1655 rBV2 38894 73430  4.62%  0.447%
39 12.975 1659 1664 1668 rVB3 27565 45327 2.85% 0.276%
40 13.028 1668 1673 1679 rBV2 54690 86820 5.46% 0.529%
41 13.192 1695 1701 1707 rBV 769526 1081342 67.97% 6.589%
42 13.322 1714 1723 1729 rBV 114009 182978 11.50% 1.115%
43 13.410 1734 1738 1742 rVV6 14418 26632 1.67% 0.162%
44 13.551 1760 1762 1769 rVB7 12805 22853 1.44% 0.139%
45 13.669 1778 1782 1785 rVB6 12028 19547 1.23% 0.119%
46 13.710 1785 1789 1793 rBV5 17413 32360 2.03% 0.197%
47 13.886 1816 1819 1823 rBV5 17148 24174 1.52% 0.147%
48 13.969 1824 1833 1839 rVB3 48186 98714 6.20% 0.602%
49 14.098 1852 1855 1858 rBV 11574 16408 1.03% 0.100%
50 14.257 1876 1882 1886 rBV8 21195 45184 2.84% 0.275%
51 14.398 1901 1906 1914 rBV 83884 117890 7.41% 0.718%
52 14.480 1914 1920 1924 rBvVS8 18480 47869 3.01% 0.292%
53 14.574 1930 1936 1944 rVB 563173 832896 52.35% 5.075%
54 14.892 1987 1990 1995 rBV5 12498 18961 1.19% 0.116%
55 15.010 2006 2010 2012 rBV3 12497 17449 1.10% 0.106%
56 15.080 2020 2022 2028 rVB4 15242 18873 1.19% 0.115%
57 15.169 2033 2037 2044 rVV9 16923 38516 2.42% 0.235%
58 15.227 2045 2047 2055 rVB9 13103 23485 1.48% 0.143%
59 15.351 2064 2068 2071 rVB 53733 60470 3.80% 0.368%
60 15.739 2130 2134 2141 rVB 36594 63555 3.99% 0.387%
61 16.063 2183 2189 2200 rBV 579644 882145 55.45%  5.375%
62 16.216 2210 2215 2220 rBV 75807 125318 7.88% 0.764%
63 16.668 2289 2292 2297 rBV6 19084 30109 1.89% 0.183%
64 17.004 2346 2349 2353 rBV 48779 54358 3.42% 0.331%
65 17.045 2353 2356 2361 rVB 37632 48877 3.07% ©0.298%
66 17.321 2398 2403 2408 rBV 700466 994671 62.52% 6.061%
67 17.368 2408 2411 2420 rVB 70456 101951 6.41% 0.621%
68 17.745 2472 2475 2480 rVB 59556 68644 4.31% 0.418%
69 17.939 2505 2508 2512 rVB 76754 90276 5.67% 0.550%
70 18.174 2543 2548 2557 rBvV2 238764 402524 25.30% 2.453%
71 18.439 2590 2593 2597 rVB2 60161 71275 4.48%  0.434%
72 19.086 2698 2703 2706 rBV3 455038 624124 39.23% 3.803%
73 19.115 2706 2708 2719 rVB2 235973 377992 23.76% 2.303%
74 19.245 2728 2730 2734 rBV2 39153 46028 2.89% 0.280%
75 19.380 2749 2753 2757 rBV 137014 178918 11.25% 1.090%

76 19.451 2762 2765 2770 rVV 134201 175401 11.02% 1.069%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42547.D

Acqg On : 01 Nov 2023 19:37
Operator : MA/JU

Sample : 05135-02 2X

Misc

ALS Vvial : 16 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-BM103023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 19.745 2812 2815 2819 rVB 148618 186885 11.75% 1.139%
78 19.939 2843 2848 2855 rBV 1285156 1591026 100.00%  9.695%
79 20.192 2888 2891 2895 rBvV2 109888 134089 8.43% 0.817%
80 20.686 2973 2975 2978 rVB 131620 129424 8.13% 0.789%
81 21.156 3052 3055 3064 rVB2 192285 344755 21.67% 2.101%
82 21.503 3111 3114 3119 rVB 838461 1034215 65.00% 6.302%
83 21.592 3127 3129 3134 rVB 179337 183991 11.56% 1.121%
84 23.933 3523 3527 3533 rVB 518844 960842 60.39% 5.855%

Sum of corrected areas: 16410697
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42547.D

Acqg On : 01 Nov 2023 19:37
Operator : MA/JU

Sample : 05135-02 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM042547.D\data.ms
1600000

1400000
1200000
1000000

800000

600000 5.457 7.087

10.739
400000 7.922 9.122

200000

10
4.028 5.0105.369 5881 774634 8.275 8.716207°  9.6049089RI5

0 L ‘ L ’ L ‘ T T T ‘ T T T T ‘ 1 T 7T ‘ T T T T ’ T 1T 17 ‘ 1 T 7T ’ T 1T T T ‘ T 1T 7T ‘ T T T ‘ L ‘ 1T \ \\ L ‘ L =
Time--> 350 4.00 4.50 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM042547.D\data.ms

1600000 19.939

1400000
1200000
1000000

800000 13.192 17.321

600000

19 1133386?'745

- Vij Vas A LY s “ i N
O L TR S L B L FEL L S S B L A A B A S A
Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50
Abundance TIC: BM042547.D\data.ms
1600000

400000

200000

1400000

1200000

1000000

800000

600000

400000

200000

0\ T ‘ L ‘ L ‘ T T ‘ L ‘ L ’ L ‘ L ’ L ‘ L ‘ L ‘ L ‘ L ‘ T T ‘ L ‘ L ‘ L ‘ L
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42547.D

Acqg On : 01 Nov 2023 19:37
Operator : MA/JU

Sample : 05135-02 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 Dodecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.622 3.28 ng 109378 Naphthalene-d8 10.739
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 93
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
3 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 74
4 Hexadecane 226 Cl6H34 000544-76-3 72
5 Heptadecane 240 C17H36 000629-78-7 72
Abundance Scan 1264 (10.622 min): BM042547.D\data.ms (-1259) (- 57.10 100.00%
57.1
5000
85.2
39/0
10 50 ll 00
111 1 131 1
S ‘H: ‘ Uﬂ‘ Al S 18121702 43.10  95.90%

m/z--> 20 40 60 80 100 120 140 160
Abundance #45478: Dodecane
57.0

5000
85.0 10 50 ll 00
41.10 57.66%

29.0
T ‘ \‘\‘\ \“‘\ T \H“ T \“} T “1‘\ T \H‘ \]_\1}2‘.\()‘ \‘\ \1\4‘1\.(\)\ T ‘]\-7\9.\()‘ M/\L\/\N
m/z--> 40 60 80 100 120 140 160
Abundance
57.0

o

10 50 11 00
71.05 52.85%
5000 85.0
29.0 141.0
0 113.0 169.0
I B B e B AL WA e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #45506: Decane, 3,6-dimethyl-
57.0 10 50 11 00

m/z 85.15 29.70%

5000
85.0
20 ‘ 113.0
. 141.0
0 “ ‘\ i \“ | \‘ | 170.0 AI\ /f\/\ o

m/z--> 20 60 80 100 120 140 160 10. 50 11. 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42547.D

Acqg On : 01 Nov 2023 19:37
Operator : MA/JU

Sample : 05135-02 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 Undecane, 2,6-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.804 3.05 ng 101770  Naphthalene-d8 10.739
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 72
2 Tridecane, 6-methyl- 198 C14H30 013287-21-3 59
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 53
4 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 50
5 2,2-Dimethyl-3-octanone 156 C10H200 005340-64-7 50
Abundance Scan 1295 (10.804 min): BM042547.D\data.ms (-1290) (- | m/z 57.10 100.00%
57.1
‘ 98.1 10,50 11.00
: 131.0 - :
7.0 .
0“‘H“}‘M‘m‘“N‘:H“”N“J“mm“cm“u“1“”“””1‘6‘?2“”H“ m/z 43.05 54.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 =~ —=
10.50 11.00
m/z 71.10 44.14%
29.0 H 98.0
0\‘\u‘\\“‘\\\‘\“\\”{\“”\\\““\\1\‘\\\1\4.‘1\.(\)\\‘\\\1\-‘8\4'\.0\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
— s
10.50 11.00
5000 m/z 41.10 42 .80%
290 85.0 260
0 126. 169.0
i R e AR aa
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl- — —
57.0 10.50 11.00
m/z 55.10 24.05%
5000
29.0 85.0
0 D7 a0 1830 B
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42547.D

Acqg On : 01 Nov 2023 19:37
Operator : MA/JU

Sample : 05135-02 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 unknownll.375 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.375 2.07 ng 69187  Naphthalene-d8 10.739
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 43
2 3,7-Decadiene, 2,9-dimethyl- 166 C12H22 074630-13-0 38
3 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 35
4 1,2,4-Triazol-1-ylacetic acid 127 C4H5N302 0928711-29-7 35
5 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 35
Abundance Scan 1392 (11.375 min): BM042547.D\data.ms (-1386) (- | m/z 57.10 100.00%
57.1
83.0
5000
117.1
— —
146.2 1771 11.00 11.50
0 AL 207 s 110 se.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43577: Cyclohexane, (4-methylpentyl)-
83.0
55.0
5000 — ——
11.00 11.50
m/z 43.10 68.25%
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
55.0
— ——
11.00 11.50
5000 m/z 83.05 67 .68%
83.0
. 110.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102198: Cyclohexane, 1,1'-(1,4-butanediyl)bis- — —
83.0 11.00 11.50
55.0 m/z 55.10 65.23%
- WMJ\M\/\/
29.0 ‘ .
P N . D O i
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\BM110123\
Data File : BM@42547.D

Acqg On : 01 Nov 2023 19:37
Operator : MA/JU

Sample : 05135-02 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 Dodecane, 2,6,11-trimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.669 2.72 ng 90683 Naphthalene-d8 10.739
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 64
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64
3 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 64
4 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 53
5 Nonane, 3-methyl- 142 C1eH22 005911-04-6 53

Abundance Scan 1442 (11.669 min): BM042547.D\data.ms (-1437) (- m/z 57.10 100.00%
1.1

57.
5000

85.1 ‘ \d 200
‘ \‘\ H\ ‘\‘ Il hﬁ13'2 155.2 e N

el e e m/z 43.10 67.36%

m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0

o

5000 s casah
11.50 12.00
85.0 . .30%
290 m/z 71.05 58.30
O \‘\‘\‘\\“‘\H“‘\\H}\“}‘H\“‘J\-]\.ﬁ.‘c\)“g\-é‘]?.\qﬁ??l\(‘)\%\gz.\o\\\‘\H\‘\H\‘\H\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance
57.0
T -
11.50 12.00
5000 m/z 41.05 45.58%
29.0 85-0
0 1130 141.0 183.0
e T e T e e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #158617: Heptadecane, 2,6-dimethyl- —— ——
57.0 11.50 12.00

m/z 56.10 26.18%

5000
85.0
113.0
\L‘H‘W J .| 1410 1820 2250253.0

L - R ——
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42547.D

Acqg On : 01 Nov 2023 19:37
Operator : MA/JU

Sample : 05135-02 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 5
R.T. EstConc Area Relative to ISTD R.T.
12.075 5.44 ng 181480 Naphthalene-d8 10.739
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 Dodecane 170 C12H26 000112-40-3 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83
Abundance Scan 1511 (12.075 min): BM042547.D\data.ms (-1506) (- | m/z 57.10 100.00%
57.1
5000
85.1
— T
12.00
112.1
I ‘M‘: b e 14L 1842 w/z 43.10 90.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59025: Tridecane
57.0
5000 caa il :
12.00
29.0 85.0 m/z 41.18 54.30%
o o m0imo o
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
T
12.00
5000 m/z 71.10 50.50%
85.0
29.0
0 113.0 141.0 169.0 197.0 226.0
T e T T e T e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45478: Dodecane T I
57.0 12.00
m/z 85.10  28.85%
5000
85.0
290 170.0
ol L e amot00 i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42547.D

Acqg On : 01 Nov 2023 19:37
Operator : MA/JU

Sample : 05135-02 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 Dodecane, 2,7,10-trimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.028 2.08 ng 86820  Acenaphthene-dile 14.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 72
4 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 53
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 53
Abundance Scan 1673 (13.028 min): BM042547.D\data.ms (-1668) (- | m/z 57.10 100.00%
57.1
5000
85.1
119.1 T a0 !
13.00
145.0 176.1
0 bl m”‘“uu Sebm, 20T L 28LE s 71,10 81.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
5000 5 :
13.00
29.0 85.0 m/z 43.10 65.29%
\‘HH‘\\H‘\H\‘\H\‘\H\‘HH‘HH‘\H\‘\H\‘\H\‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
T
13.00
5000 m/z 41.10 47 .47%
85.0
29.0
o 1130 1410 169.0 197.0
T T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90206: Dodecane, 2,6,10-trimethyl- —— ‘
57.0 13.00
m/z 85.10 28.88%
5000
29.0 85.0
ool Ll M9 ss01em0
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42547.D

Acqg On : 01 Nov 2023 19:37
Operator : MA/JU

Sample : 05135-02 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 Tetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.322 4.39 ng 182978  Acenaphthene-di10 14.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Nonadecane 268 C19H40 000629-92-5 86
4 Tridecane 184 C13H28 000629-50-5 86
5 Undecane 156 C11H24 001120-21-4 80
Abundance Scan 1723 (13.322 min): BM042547.D\data.ms (-1714) (- | m/z 57.10 100.00%
57.1
5000
85.1
— —
13.00 13.50
12.1141.1
obeprr b A 1251 141.1160.0 198.2 m/z 43.10  89.29%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #74006: Tetradecane
57.0
5000 — —
85.0 13.00 13.50
29.0 m/z 71.10 58.76%
\’HH‘H\ ‘\H\‘HH‘HH‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance
57.0
— —
13.00 13.50
5000 m/z 41.10 55.68%
85.0
29.0
0 113.0141.0169.0197.0 226.0
T T T e T T e
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #158600: Nonadecane “ —
57.0 13.00 13.50
m/z 85.10 33.72%
5000 85.0
29.0
0 \‘ h H\ Il ullﬁ 0141, 0169.0197.0 268.(
W‘H‘_H‘_‘HM‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_‘HM‘H‘HH — R
m/z--> 20 40 60 80 100120140160 180 200220240260 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42547.D

Acqg On : 01 Nov 2023 19:37
Operator : MA/JU

Sample : 05135-02 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 2,6,10-Trimethyltridecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.969 2.37 ng 98714  Acenaphthene-dile 14.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 90
2 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 90
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 86
4 Nonadecane 268 C19H40 000629-92-5 86
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 64
Abundance Scan 1833 (13.969 min): BM042547.D\data.ms (-1824) (- | m/z 43.10 100.00%
43.1 | 711
5000
14.00
' 141.1 168.2 194.2 :
Ol el o 55 20821982 57,18 99.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45480: Dodecane
57.0
5000 T
85.0 14.00
290 m/z 71.10 86.84%
112.0 170.0
0 \H’\‘\‘H"‘}\\M"\\“}\“1‘\\\”‘\\1‘\‘\“\:!-\4.‘1\.9\‘\\\\‘HH‘\\H‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
—
14.00
5000 85.0 m/z 41.10 55.08%
113.0
141.0
. 29.0 183.0 226.C W/\/\%AAA/
L L L L L L L L L L L L L L I B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90207: Dodecane, 2,6,10-trimethyl- —
57.0 14.00
m/z 85.10 38.23%
5000 85.0
29.0 ‘ 127.0
ok bl i f | 15501830 o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42547.D

Acqg On : 01 Nov 2023 19:37
Operator : MA/JU

Sample : 05135-02 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 Eicosane, 10-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.398 2.83 ng 117890  Acenaphthene-di10 14.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 10-Methylnonadecane 282 C20H42 056862-62-5 83
5 Heneicosane 296 C21H44 000629-94-7 83
Abundance Scan 1906 (14.398 min): BM042547.D\data.ms (-1901) (- | m/z 57.10 100.00%
57.1
— ——
‘ ‘ 99.1 150, 1191 ) 14.00 14.50
ob—— Mpﬂukﬂhhhﬂ‘mn‘q b m/z 43.10 86.95%
miz-> 50 100 150 200 250
Abundance #194595: Eicosane, 10-methyl-
57.0
5000 — ——
14.00 14.50
99.0 m/z 71.10 56.56%
Ot ‘\‘ T “\ U‘ \h‘\ h‘ \h‘ T ‘h\ h\ \1\979 \2\3\9’0 T 2\8\1\0‘
miz--> 50 100 150 200 250
Abundance
57.0
— ——
14.00 14.50
5000 m/z 41.10 49.,13%
99.0 169.0
0 26.0 135.0 248.0
e T T T
miz--> 50 100 150 200 250
Abundance #107218: Hexadecane “ ——
57.0 14.00 14.50
m/z 85.10 35.68%
h J\/\/\/\A'J\'\m’\/
o 26,0 ‘ L i “‘9? 0 1410 1830 226,
e e e e — —
m/z--> 50 100 150 200 250 14.00 14.50

8270-BM103023.M Thu Nov 02 04:50:22 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42547.D

Acqg On : 01 Nov 2023 19:37

Operator : MA/JU

Sample : 05135-02 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 Decane, 2-methyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
16.215  2.52ng 125318  Phenanthrene-dio 17.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2-methyl- 156 ciir2a 006975-98-0 91

2 Hexadecane 226 C16H34 000544-76-3 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Dodecane 170 C12H26 000112-40-3 90
5 Eicosane 282 C20H42 000112-95-8 90

Abundance Scan 2215 (16.216 min): BM042547.D\data.ms (-2210) (- m/z 57.10 100.00%
1.1

57.
5000

99.1 16.‘00 16.‘50
ol i bl gy 1811 1890 2811 3810 . 4310 83.31%
miz--> 50 100 150 200 250 300
Abundance #33083: Decane, 2-methyl- /L\NV\LM
57.0
5000

m/z 71.10 68.92%

112.0
01\4’.\()”\ ‘} “‘“\ ‘!‘ \“\ “ \h\ T \]-‘56\.0\\ T ‘ T T T ’ T T T ‘ T T T
m/z--> 50 100 150 200 250 300
Abundance
57.0

5000 m/z 41.10 47.54%

99.0
ok4.0 141.0 183.0 226.0
e e e
50 100 150 200 250 300

#158600: Nonadecane T
57.0 16.00 16.50
m/z 85.10  33.95%

5000
99.0
! J oy, 1410 183.0 268.0
by

ol—ti ‘ —

T ‘
m/z--> 50 100 150 200 250 300 16.00 16.50

m/z-->
Abundance

8270-BM103023.M Thu Nov 02 04:50:25 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42547.D

Acqg On : 01 Nov 2023 19:37
Operator : MA/JU

Sample : 05135-02 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.174 8.09 ng 402524  Phenanthrene-d10 17.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Octadecanoic acid 284 C18H3602 000057-11-4 68
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 2548 (18.174 min): BM042547.D\data.ms (-2543) (- m/z 43.10 100.00%

43.1
5000
129.1

213.2 —
171.1 ‘ 256.3 18.00 18.50
L

0 bbbt b L ST 34 03 a5 98.73%

m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid

5000 129.0 T
18.00 18.50
m/z 60.05 83.30%

1710 213.0 256.0
‘\\h“‘\ ;‘H‘\‘n} ‘\ “ ‘ ‘ | ‘ I ‘

=

O \\\\‘\‘\\\“\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance
73.0
= —
18.00 18.50
5000 129.0 m/Z 41.10 78.63%
299 171.0
214.0
ol Ml o Ly L
m/z--> 50 100 150 200 250 300 350
Abundance #126202: Pentadecanoic acid — ‘ ‘
43.0 18.00 18.50
m/z 55.10 71.54%
5000
20 1290 242.0
y ‘ 199.0
0 970 N A S
m/z--> 50 100 150 200 250 300 350 18.00 18.50

8270-BM103023.M Thu Nov 02 04:50:27 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42547.D

Acqg On : 01 Nov 2023 19:37

Operator : MA/JU

Sample : 05135-02 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.M
: 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 9,12-Octadecadienoic acid, Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
19.086 12.55 ng 624124  Phenanthrene-di10 17.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
3 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99
4 Linoelaidic acid 280 C18H3202 000506-21-8 98
5 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 98

Abundance Scan 2703 (19.086 min): BM042547.D\data.ms (-2698) (- ' m/z 67.10 100.00%
5000 VVH¢VNA\MAf\AAW¢
09.1 T
01 2061 2633 19.00
ol ik, H“‘h‘ u“‘h“‘u bbby e 0202 m/z 81.10  79.14%
miz--> 50 100 150 200 250 300 350
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
5000 — ‘
19.00
09.0 m/z 41.10 71.89%
O H“ \“h\“u\ “‘ \“\ T ‘ LI \2‘6\2.\0\ T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance
67.0
RN \
19.00
5000 m/z 55.10 70.45%
109.0
1500 000 294.0
I e
m/z--> 50 100 150 200 250 300 350
Abundance  #191899: 8,11-Octadecadienoic acid, methyl ester P ‘
67.0 19.00
m/z 95.10 48.17%
5000
09.0
29.
150.0 294.0
Ly, 200
0 bbb ag 2200 | 1 i
m/z--> 50 100 150 200 250 300 350 19.00

8270-BM103023.M Thu Nov 02 04:50:28 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42547.D

Acqg On : 01 Nov 2023 19:37

Operator : MA/JU

Sample : 05135-02 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 9-Octadecenoic acid, methyl... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
19.115 7.60 ng 377992  Phenanthrene-d10 17.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 98
2 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 96
3 10-Octadecenoic acid, methyl est... 296 C19H3602 013038-45-4 94
4 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 94
5 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 93

Abundance Scan 2708 (19.115 min): BM042547.D\data.ms (-2706) (- | m/z 55.10 100.00%
5!:
265. ‘19‘00‘ i9‘5($
222.2 . .
0 “‘H“ MMhNﬂM\WWﬂMH” ? \J\ \M 30413411 m/z 41.10 78.44%
miz--> 50 100 150 200 250 300 350
Abundance #194409: 9-Octadecenoic acid, methyl ester
55.0
5000 — ——
7.0 264.0 19.00 19.50
m/z 69.10 64.43%
‘ 37.0 180.0 2220 |
0\\\‘\‘|\‘ “‘“!\’\}‘L\‘\’\‘\\\"\\\\’\
miz--> 50 100 150 200 250 300 350
Abundance
55.0
—— —
19.00 19.50
5000 97.0 m/z 74.10 61.42%
264.0
137.0 180.0 222.0
15.0
0 e e e
m/z--> 50 100 150 200 250 300 350
Abundance  #194452: 10-Octadecenoic acid, methyl ester, (E)- e —
55.0 19.00 19.50
m/z 43.10 59.50%
o Mﬁwvﬂfvwﬂpﬂhj\fwjkuw
015#‘ —— —
m/z--> 50 100 150 200 250 300 350 19.00 19.50

8270-BM103023.M Thu Nov 02 04:50:29 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42547.D

Acqg On : 01 Nov 2023 19:37
Operator : MA/JU

Sample : 05135-02 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.451 3.39 ng 175401  Chrysene-di12 21.503
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 Tridecanoic acid 214 C13H2602 000638-53-9 72
Abundance Scan 2765 (19.451 min): BM042547.D\data.ms (-2762) (- | m/z 43.10 100.00%
43.1
5000 M
31 129.0
‘ 185.1 241.2 e
284.3 .
- M‘ “;”‘Mn‘h\‘w‘ﬂ‘ww A “ - ‘ et 3832 /7 6e.05  83.32%
m/z--> 0 50 100 150 200 250 300 350
Abundance #179090: Octadecanoic acid
43.0
5000 T
129.0 19.50
3.0 ) 284.0 m/z 73.10 81.33%
‘ ‘ ‘ 185.0 241.0
0 “\‘ H‘H‘u‘ ‘H‘H‘n‘h‘\ M‘\} ‘\“‘ | “‘ \‘ -t “ T &L .
miz--> 0 50 100 150 200 250 300 350
Abundance
60.0
——
19.50
5000 129.0 m/Z 57.10 75.78%
171.0 213.0 256.0
O ALl gl L
m/z--> 0 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e T
43.0 19.50
m/z 41.10 75.72%
5000 284.0
3.0 129.0
‘ 185.0 5410
m/z--> 0 50 100 150 200 250 300 350 19.50

8270-BM103023.M Thu Nov 02 04:50:32 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42547.D

Acqg On : 01 Nov 2023 19:37
Operator : MA/JU

Sample : 05135-02 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 Nonadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.192 2.59 ng 134089 Chrysene-di12 21.503
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Heptadecane 240 C17H36 000629-78-7 94
3 Heneicosane 296 C21H44 000629-94-7 93
4 4-Methylheneicosane 310 C22H46 025117-29-7 90
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90

Abundance Scan 2891 (20.192 min): BM042547.D\data.ms (-2888) (- | m/z 57.10 100.00%
7.1

57.
5000

S
‘ U320, 1 #0006713171  a012 20.00 20.50
ok kA LLLICA64T 2671817 4012 475. . 4319 79.29%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #158600: Nonadecane
57.0

5000

T
20.00 20.50
m/z 71.10 64.75%

0 H‘\"\‘\‘\l‘ﬁ"lﬁ.‘(\)\‘}\Gg;q‘H\\2‘6\\8.\0\‘HH’HH‘HH‘HH
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57.0

T
20.00 20.50

5000 ITI/Z 85.10 44 .63%
0 139 60,0 2400
R R e I I R I o e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane T ——
57.0 20.00 20.50
m/z 41.10 37.06%
“ 1?30
Ot u‘_-‘m'u“, s‘lu‘ﬁ??ig‘z‘z“r?'p‘“2‘9?'9”,””_”“”” — —
m/z--> 0 50 100 150 200 250 300 350 400 450 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42547.D

Acqg On : 01 Nov 2023 19:37
Operator : MA/JU

Sample : 05135-02 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 Octacosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.686 2.50 ng 129424  Chrysene-di12 21.503
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 98
2 Nonadecane 268 C19H40 000629-92-5 95
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 11-Methyltricosane 338 C24H50 027538-41-6 90

Abundance Scan 2975 (20.686 min): BM042547.D\data.ms (-2973) (- m/z 57.10 100.00%
7.1

5
5000

T T
113.1 20.50 21.00

169.2 .
oAb LLLL 1092 2451 3461 4524 L. 4310 77.94%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #298427: Octacosane
57.0
5000 — —
20.50 21.00

m/z 71.10 65.63%

|| 130 169.0 225.0 281.0 337.0 394.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350 400 450
Abundance
57.0

T T
20.50 21.00

o

5000 ITI/Z 85.10 45.63%
0 11301690  268.0
T T T T T T e T e T T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane T —
57.0 20.50 21.00
m/z 41.10 32.55%
= W\\/Mj\
113.0
0 ‘ \L \“\ I‘\ ‘\‘ hl { “1‘6‘9.‘0 225.0 295.0 367.0
R R R e LR R S S — —
m/z--> 50 100 150 200 250 300 350 400 450 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42547.D

Acqg On : 01 Nov 2023 19:37
Operator : MA/JU

Sample : 05135-02 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 Pentadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.156 6.67 ng 344755 Chrysene-d12 21.503
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 89
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 70
3 2-Methylpentacosane 366 C26H54 000629-87-8 68
4 Tetratetracontane 619 C44H99 007098-22-8 68
5 Hexatriacontane 507 C36H74 000630-06-8 68

Abundance Scan 3055 (21.156 min): BM042547.D\data.ms (-3052) (- | m/z 57.10 100.00%

57.1
5000

234.1
—— —
’ E ‘ 21.00 21.50
Of A M bl L 34113934 4684 . 4319 83.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90192: Pentadecane
57.0

5000 — e
21.00 21.50

m/z 71.10 64.09%

|| [g0 2120
\\\\‘\\\‘\‘\\“\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0

T
21.00 21.50

o

5000 ITI/Z 85.15 46.40%
113.0
170.0
Ot e T T T T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275546: 2-Methylpentacosane T —
57.0 21.00 21.50
m/z 55.10 31.02%
5000 ANNJ“JMAWJ\WMMNWMWAW
113.0 323.0
UL oo
0 ‘HJ“H"JmAH‘Mhuémx“‘H“JH“‘H“‘H“‘H“ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Data Path
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

¢ Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\

BM042547.D

: 01 Nov 2023 19:37
: MA/JU
¢ 05135-02 2X

: 16 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 18 Heneicosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
21.592 3.56 ng 183991  Chrysene-di2 21.503
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 99
2 Heneicosane 296 C21H44 000629-94-7 95
3 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 93
4 Hexadecane 226 Cl6H34 000544-76-3 91
5 Docosane 310 C22H46 000629-97-0 87

Abundance Scan 3129 (21.592 min): BM042547.D\data.ms (-3127) ( m/z 57.10 100.00%
57.1
5000 W
21.50 |
113.1 .
191.1244.2
- | ALy ey s 32623850, 4624 0 4310 73.84%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #298427: Octacosane
57.0
5000 —— :
21.50
m/z 71.10 63.97%
ol [11%0160.0225.02810337.0 394.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57.0
T \
21.50
5000 m/z 85.10 45.97%
0
0 169.0225.0 296.0
L e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #211086: Tridecane, 1-iodo- T ‘
57.0 21.50
m/z 41.10 29.35%
5000 rﬁkwAﬁwwaAwwwAfvak
183.0
113.0
ol LR T mw0e -
m/z--> 0 50 100 150 200 250 300 350 400 450 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42547.D

Acqg On : 01 Nov 2023 19:37
Operator : MA/JU

Sample : 05135-02 2X

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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|
Dodecane 10.622 3.3 ng 109378 2 10.739 666956 20.0
Undecane, 2,6-d... 10.804 3.0 ng 101770 2 10.739 666956 20.0
unknownl1.375 11.375 2.1 ng 69187 2 10.739 666956 20.0
Dodecane, 2,6,1... 11.669 2.7 ng 90683 2 10.739 666956 20.0
Tridecane 12.075 5.4 ng 181480 2 10.739 666956 20.0
Dodecane, 2,7,1... 13.028 2.1 ng 86820 3 14.569 832896 20.0
Tetradecane 13.322 4.4 ng 182978 3 14.569 832896 20.0
2,6,10-Trimethy... 13.969 2.4 ng 98714 3 14.569 832896 20.0
Eicosane, 10-me... 14.398 2.8 ng 117890 3 14.569 832896 20.0
Decane, 2-methyl- 16.215 2.5 ng 125318 4 17.321 994671 20.0
n-Hexadecanoic ... 18.174 8.1 ng 402524 4 17.321 994671 20.0
9,12-Octadecadi... 19.086 12.6 ng 624124 4 17.321 994671 20.0
9-Octadecenoic ... 19.115 7.6 ng 377992 4 17.321 994671 20.0
Octadecanoic acid 19.451 3.4 ng 175401 5 21.503 1034220 20.0
Nonadecane 20.192 2.6 ng 134089 5 21.503 1034220 20.0
Octacosane 20.686 2.5 ng 129424 5 21.503 1034220 20.0
Pentadecane 21.156 6.7 ng 344755 5 21.503 1034220 20.0
Heneicosane 21.592 3.6 ng 183991 5 21.503 1034220 20.0
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