LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136267.D

Acqg On : 29 Nov 2023 00:49
Operator : CG\JU

Sample : 05519-01 5X

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_ F\Methods\8270-BF112723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136267.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.881 300 305 311 rVB 11068 15633 1.88% 0.176%
2 5.428 564 568 579 rBvV 459284 393068 47.24% 4.421%
3 6.428 734 738 753 rVB 464787 370137 44.48% 4.163%
4 6.640 770 774 779 rBV3 16690 18729 2.25% 0.211%
5 6.804 798 802 805 rBV 881583 678880 81.59% 7.635%
6 7.193 865 868 872 rBv4 10123 10117 1.22% 0.114%
7 7.357 893 896 900 rVW 274720 208420 25.05%  2.344%
8 7.398 900 903 906 rVB 39424 30094 3.62% 0.338%
9 7.445 906 911 914 rVB4 7877 11832 1.42% 0.133%
10 7.604 932 938 941 rVB4 13904 18652 2.24% 0.210%
11  7.769 962 966 968 rVB4 10374 13368 1.61% 0.150%
12 7.798 968 971 973 rBV3 14802 13636 1.64% 0.153%
13 7.834 976 977 982 rVB5 10907 12091 1.45% 0.136%
14 8.081 1013 1019 1022 rBV 1035676 832091 100.00%  9.358%
15 8.145 1025 1030 1032 rVB2 26633 33876 4.07% 0.381%
16 8.281 1050 1053 1056 rVB3 14393 14616 1.76% 0.164%
17 8.375 1064 1069 1071 rBV6 20774 26843  3.23% 0.302%
18 8.434 1076 1079 1081 rBV3 15061 15824 1.90% 0.178%
19 8.463 1081 1084 1087 rBV3 23179 21346 2.57% 0.240%
20 8.504 1087 1091 1093 rBvV2 28271 26216 3.15% 0.295%
21 8.587 1102 1105 1107 rBV2 31450 25921 3.12% 0.292%
22 8.675 1117 1120 1123 rBV 90751 72859 8.76% 0.819%
23 8.739 1128 1131 1133 rVV2 19371 18573 2.23% 0.209%
24  8.775 1133 1137 1139 rVB4 12904 14348 1.72% 0.161%
25 8.904 1154 1159 1161 rBV2 22643 20481 2.46% 0.230%
26 8.957 1166 1168 1170 rBV3 11854 11738 1.41% 0.132%
27 9.039 1180 1182 1186 rVB3 19572 15979 1.92% 0.180%
28 9.081 1186 1189 1191 rBvV2 13285 11932 1.43% 0.134%
29 9.104 1191 1193 1198 rVB2 24999 24523 2.95% 0.276%
30 9.157 1198 1202 1205 rBV 497591 390060 46.88% 4.387%
31 9.239 1211 1216 1220 rBV 90110 85644 10.29% 0.963%
32 9.310 1225 1228 1230 rVB2 16062 13186 1.58% 0.148%
33 9.498 1257 1260 1262 rBvV3 12439 13010 1.56% 0.146%
34 9.516 1262 1263 1266 rVB2 16695 13424 1.61% 0.151%
35 9.563 1266 1271 1273 rBV4 39289 46508 5.59% ©0.523%
36 9.586 1273 1275 1278 rVW2 25808 21850 2.63% 0.246%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136267.D

Acqg On : 29 Nov 2023 00:49
Operator : CG\JU

Sample : 05519-01 5X

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_ F\Methods\8270-BF112723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.622 1278 1281 1283 rVB3 19797 17375 2.09% 0.195%
38 9.775 1304 1307 1311 rVB 92334 67030 8.06% 0.754%
39 9.834 1314 1317 1321 rVB 767939 671757 80.73% 7.555%
40 10.010 1342 1347 1349 rBV3 14581 22607 2.72% 0.254%
41 10.039 1349 1352 1354 rVVv4 15242 18692 2.25% 0.210%
42 10.098 1358 1362 1365 rVv3 21253 23942 2.88% 0.269%
43 10.275 1389 1392 1395 rVB 94027 69247 8.32% 0.779%
44 10.381 1407 1410 1413 rBV4 10362 11959 1.44% 0.135%
45 10.498 1424 1430 1436 rBV 35385 46648 5.61% 0.525%
46 10.551 1436 1439 1441 rVB4 10164 10257 1.23% 0.115%
47 10.581 1441 1444 1448 rBvV4 11567 13124 1.58% 0.148%
48 10.622 1448 1451 1456 rBV 197220 179701 21.60% 2.021%
49 10.751 1470 1473 1481 rBV 89519 104742 12.59% 1.178%
50 10.945 1502 1506 1508 rBV4 10633 14891 1.79% 0.167%
51 11.204 1546 1550 1552 rBV 65134 60099 7.22% 0.676%
52 11.233 1552 1555 1561 rVB2 35957 42676 5.13% 0.480%
53 11.328 1567 1571 1574 rBV 842085 654654 78.68%  7.363%
54 11.351 1574 1575 1577 rVB 55794 27377 3.29% 0.308%
55 11.586 1612 1615 1619 rVB6 9584 12403 1.49% 0.139%
56 11.633 1619 1623 1625 rBV 58390 54493 6.55% 0.613%
57 11.733 1637 1640 1645 rVB2 56681 46944 5.64% ©0.528%
58 11.792 1648 1650 1652 rBvV2 9066 10272 1.23% 0.116%
59 11.863 1659 1662 1665 rVB2 33570 29689 3.57% 0.334%
60 11.939 1672 1675 1681 rBVe6 17757 27410 3.29% 0.308%
61 12.039 1689 1692 1695 rBV 66298 55207 6.63% 0.621%
62 12.069 1695 1697 1700 rVB4 14659 12391 1.49% 0.139%
63 12.110 1700 1704 1706 rBV4 9753 13697 1.65% 0.154%
64 12.263 1727 1730 1732 rBV3 12715 13844 1.66% 0.156%
65 12.386 1748 1751 1753 rBV 26306 24893 2.99% 0.280%
66 12.422 1753 1757 1759 rBV 215501 221224 26.59% 2.488%
67 12.445 1759 1761 1763 rVB2 123305 102323 12.30% 1.151%
68 12.510 1769 1772 1773 rBV3 14906 16531 1.99% 0.186%
69 12.545 1773 1778 1781 rVB2 60638 70812 8.51% 0.796%
70 12.651 1794 1796 1797 rBV2 14386 11456 1.38% 0.129%
71 12.704 1803 1805 1807 rBvV2 20337 19001 2.28% 0.214%
72 12.727 1807 1809 1813 rVB5 16269 15863 1.91% 0.178%
73 12.775 1813 1817 1819 rBV 58422 60993 7.33% 0.686%
74 12.804 1819 1822 1825 rVB2 77037 73014 8.77% 0.821%
75 12.892 1835 1837 1839 rBV3 14329 12034 1.45% 0.135%

76 12.922 1839 1842 1851 rVV 511887 446718 53.69% 5.024%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136267.D

Acqg On : 29 Nov 2023 00:49
Operator : CG\JU

Sample : 05519-01 5X

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_ F\Methods\8270-BF112723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 13.016 1856 1858 1860 rBV3 14977 14813 1.78% 0.167%
78 13.104 1871 1873 1876 rVB3 32077 30599 3.68% 0.344%
79 13.169 1880 1884 1888 rVV2 90986 94027 11.30% 1.058%
80 13.510 1939 1942 1945 rBV 92218 89069 10.70% 1.002%
81 13.845 1996 1999 2004 rBV3 85977 89627 10.77% 1.008%
82 13.980 2018 2022 2025 rBV 846703 739973 88.93% 8.322%
83 14.163 2050 2053 2057 rVB 95496 86351 10.38% 0.971%
84 14.469 2102 2105 2108 rBV 113129 113798 13.68%  1.280%
85 14.780 2156 2158 2165 rBV3 77294 112714 13.55% 1.268%
86 15.133 2215 2218 2221 rVB 73616 80618 9.69% 0.907%

87 15.463 2270 2274 2281 rVB2 388204 466290 56.04% 5.244%

Sum of corrected areas: 8891374
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136267.D

Acqg On : 29 Nov 2023 00:49
Operator : CG\JU

Sample : 05519-01 5X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF136267.D\data.ms
1000000

6.804
800000

600000

5.428 6.428
400000
7.357

200000

3.881 6.640 71037 3%8.604

O\\‘\\H‘\\H’HH‘\H\‘\\H’HH‘\H\‘\\H’HH‘\H\‘\\H‘HH‘\H\‘\H\‘\\H‘HH‘\H\‘\\H‘HH‘\H\‘\\H‘HH‘HH‘HH‘HHA‘HH‘WTTT

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF136267.D\data.ms

1000000 8.081

11.328
800000 9.834

9.157

400000

200000

10.275
M
0 T T — —
Time--> 10 oo 10 50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF136267.D\data.ms
1000000 13.980
800000
15.463
600000
400000 14.469 14.780 15.133
14.163
13.84
13.510 3.8
200000
0 T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136267.D

Acqg On : 29 Nov 2023 00:49
Operator : CG\JU

Sample : 05519-01 5X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 Tetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.239 2.55 ng 85644  Acenaphthene-dile 9.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Tridecane 184 C13H28 000629-50-5 83
4 Decane, 1-iodo- 268 C10H21I 002050-77-3 64
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 64
Abundance Scan 1216 (9.239 min): BF136267.D\data.ms (-1211) (-) m/z 57.05 100.00%
57.0
- 50 LMVJ\WNM
A RRAREEAEL LSS
9.00 9.20 9.40 9.60
112.1
0 m‘mJ“;mhw“wmJ‘_u:u‘H?f“l‘?‘wl‘???‘l??‘lmw‘ m/z 43.05 78.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0
5000 85.0 LI B e e
9.00 9.20 9.40 9.60
29.0 m/z 71.05 54.42%
O \\\‘\‘\‘\\“\\\H‘\\“\\“1‘\\\“]\-\]_\:)’\‘0\‘\]\-\4"].\\()\\]‘-\629\?‘2?\(\)\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
RN e e EAR R
9.00 9.20 9.40 9.60
5000 m/z 85.05 38.03%
85.0
29.0
0 \ ‘ | M‘ 113.0 141.0 169.0 197.0 226.0
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59026: Tridecane A e R R ARan e
57.0 9.00 9.20 9.40 9.60
m/z 41.10 37.54%
5000
20.0 85.0
Ll am0am0 1840
0 m_m_m‘HmmwwuH‘Hwawm‘w AR RS RRREEEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136267.D

Acqg On : 29 Nov 2023 00:49
Operator : CG\JU

Sample : 05519-01 5X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 Pentadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.275 2.06 ng 69247  Acenaphthene-di@ 9.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
4 9-methylheptadecane 254 C18H38 026741-18-4 80
5 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 78

Abundance Scan 1392 (10.275 min): BF136267.D\data.ms (-1389) (- m/z 57.05 100.00%

57.0
5000 85.1

I
1000 1050
1131 141.0
H“H‘WMHM_NM‘M‘ﬂ_‘L‘H‘W‘H“H?§?}%9?4M“‘ m/z 43.05 64.01%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90189: Pentadecane
57.0

5000 et Saliis
85.0 10.00 10.50

m/z 71.05 59.44%

290‘

113.0
\\\‘\‘\‘\\‘M\\H‘\\“}\“l‘\\\“\\N\‘\‘\]\-\4“]_\9\]‘-\62\()‘\\\\‘2\]\_\2\?\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107216: Hexadecane

57.0

T
10.00 10.50

o

o

m/z 85.10  41.35%
5000 85.0
29.0
o 501410 1600 1070 7260
e e S T e e
mlz--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #228591: Tetradecane, 1-iodo- e T
57.0 10.00 10.50

m/z 41.05 31.88%

5000 85.0
23.0 L‘ 1130 1550 1970
|

e I A R A Re A EENENE

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136267.D

Acqg On : 29 Nov 2023 00:49

Operator : CG\JU

Sample : 05519-01 5X

Misc

ALS vial : 18

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Nonadecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.751 3.20 ng 104742  Phenanthrene-di10 11.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Hexadecane 226 Cl6H34 000544-76-3 90
5 Pentadecane 212 C15H32 000629-62-9 90

Abundance Scan 1473 (10.751 min): BF136267.D\data.ms (-1470) (- m/z 57.05 100.00%
57.0
o AwmﬂﬂmN&WJ\AMfNAAMJh
0.0 ~ —
‘ “ 169.0 10.50 11.00
Ol o e m/z 43.05 69.03%
miz--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
5000 faleh —
10.50 11.00
m/z 71.10 61.83%
O \‘\ “‘ \‘“‘ \H‘\ ““ \“ \]‘_\4\]-‘()\1-\8\3\0‘\ T ‘2\6§ \o\ ‘ L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #123959: Heptadecane
57.0
s —
10.50 11.00
5000 m/z 85.10 39.99%
9.0
oLl AL ] y0me0 200
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T —
57.0 10.50 11.00
m/z 41.10 32.03%
B KMWMAWNVWJ\MWWMMWWJM
oLl |5 H | 141 0183.0225.0 281.0 337.0 394.
““‘“““““““‘“““““““““‘ —— —
m/z--> 50 100 150 200 250 300 350 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136267.D

Acqg On : 29 Nov 2023 00:49
Operator : CG\JU

Sample : 05519-01 5X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.422 6.76 ng 221224  Phenanthrene-di10 11.328
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 98
3 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 97
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 97
5 9,11-Octadecadienoic acid, methy... 294 C19H3402 013038-47-6 93

Abundance Scan 1757 (12.422 min): BF136267.D\data.ms (-1753) (] | m/z 67.85 100.00%
o
5000
09.1
—
50.0 206.1 12.50
263.3294.1
P billsboylesoap ol SSETEE msz 81,05 89.95%
miz--> 50 100 150 200 250
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
5000 T
12.50
09.0 m/z 55.05 73.16%
I A u‘\ L] ?0 262.0294.(
O\\\}‘ il ‘\H‘\”\ \‘\‘\\’\\\\‘\”\\\“
m/z--> 50 100 150 200 250
Abundance #191919: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0
—r
12.50
5000 m/z 95.10 65.61%
29.0 o 294.C
263.0 :
oL, \“ L mH ‘uu‘ m ‘\‘1‘8‘1‘0 2200 | |
miz--> 100 150 200 250
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- T
67.0 12.50
m/z 41.10 57.87%
5000
09.0 294.C
‘ h h \ 187.0220.0 2630
ob——— HW‘HHH‘HHW —
miz--> 50 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136267.D

Acqg On : 29 Nov 2023 00:49
Operator : CG\JU

Sample : 05519-01 5X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 1@-Octadecenoic acid, methy... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.445 3.13 ng 102323  Phenanthrene-di10 11.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 91
2 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 91
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 90
4 3-Octadecenoic acid, methyl ester 296 C19H3602 056599-33-8 87
5 cis-13-Octadecenoic acid, methyl... 296 C19H3602 1010333-58-3 87
Abundance Scan 1761 (12.445 min): BF136267.D\data.ms (-1759) (-} | m/z 74.05 100.00%
74.0
5000
264.3
39.0 180.1 222.2 PR e A
‘ ‘ ‘ 12.50
ol m/z 55.05 87.82%
miz-> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester
55.0
5000 1
8r.0 12.50
264.0 m/z 67.00 71.90%
23.0 .
s o .
0! L \‘\ u‘m\“\\LM‘MH\‘M g Lo, Y M vins
miz--> 50 100 150 200 250 300
Abundance #194415: 11-Octadecenoic acid, methyl ester
55.0
—
12.50
5000 m/z 87.05 69.64%
87.0
: L1220 100 2220 0205
! I L L e o
miz--> 50 100 150 200 250 300
Abundance #194426: 13-Octadecenoic acid, methyl ester
. 12.50
m/z 79.00 68.44%
5000
264.0
23.0  180.0 2220
0, T T T
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136267.D

Acqg On : 29 Nov 2023 00:49
Operator : CG\JU

Sample : 05519-01 5X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.169 2.54 ng 94027  Chrysene-d12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 81
2 Heneicosane 296 C21H44 000629-94-7 76
3 Eicosane 282 C20H42 000112-95-8 68
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 64
5 Hexadecane 226 C16H34 000544-76-3 64

Abundance Scan 1884 (13.169 min): BF136267.D\data.ms (-1880) (- m/z 57.10 100.00%

57.1
5000

—
‘ ‘ 01 41 2181 13.00 13.50
H‘\Muw‘mwJV\J‘Hw‘u"M‘u%g?}w““““u m/z 71.10 58.37%

m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0

5000 —— S
13.00 13.50

m/z 43.10 55.88%

ol ‘Mh\\J141018302250 281.0 337.0 394.
\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane

57.0

7
13.00 13.50

o

5000 m/z 85.05 43.75%
‘ 9.0
41.0
ol0L L1y Hhomm0ms0 20
m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane 7 —
57.0 13.00 13.50

m/z 41.10  23.49%

o VNVAWWW¢“WMAWN$MMwMAkAW
\

9.0
oL F " 1410183.0225.0 282.0
AL 14018302080 2620

7 7
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136267.D

Acqg On : 29 Nov 2023 00:49
Operator : CG\JU

Sample : 05519-01 5X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.510 2.41 ng 89069  Chrysene-d12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Heptadecane 240 C17H36 000629-78-7 95
3 Heneicosane 296 C21H44 000629-94-7 95
4 Tetracosane 338 (C24H50 000646-31-1 94
5 Tetradecane 198 C14H30 000629-59-4 94
Abundance Scan 1942 (13.510 min): BF136267.D\data.ms (-1939) (| m/z 57.10 100.00%
57.1
5000 m
99.1 1aE0 |
13.50
ob— u‘w ‘\M‘w‘, L ‘ﬁl‘}q‘ - ??? 2 2239 33 m/z 71.10  64.13%
miz-> 50 100 150 200 250 300
Abundance #141057: Octadecane
57.0
5000 ——
13.50
m/z 43.10 57.48%
99.0
|11 14101830 2540
(I \\‘\‘H‘\”’\‘\“\i“‘\‘\\‘\‘\\\\“\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #123960: Heptadecane
57.0
T \
13.50
5000 m/z 85.10 47.03%
99.0
o150 L |11 1400 200
miz--> 50 100 150 200 250 300
Abundance #194589: Heneicosane T ‘
57.0 13.50
m/z 55.10 23.60%
- M
99.0
296.0
18-#(\ || 14101830 2250 |
e e
m/z--> 50 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136267.D

Acqg On : 29 Nov 2023 00:49
Operator : CG\JU

Sample : 05519-01 5X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 Pentacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.845 2.42 ng 89627  Chrysene-d12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Tetracosane 338 (C24H50 000646-31-1 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Triacontane 422 C30H62 000638-68-6 87
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 1999 (13.845 min): BF136267.D\data.ms (-1996) (- m/z 57.10 100.00%
57.1
5000 ﬂMMAN$VNWJWWNWMAwﬂw
‘ 9.1 — T
141.1 2311 3021 13.50 14.00
0 “‘Jq ﬁu$wwwwkquu*99fwquW‘;“u“‘;3§2‘ m/z 71.10 68.63%
miz--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
5000 — e
13.50 14.00
m/z 43.10 65.18%
\\\\‘\\ \\\\‘\\\\’1\\\‘\\\\‘\\\\’\
miz--> 50 100 150 200 250 300 350
Abundance #246482: Tetracosane
57.0
— ——
13.50 14.00
5000 m/z 85.10 48.15%
| “ 14101830 2250 2670 3380
ow““_”“whu ey e e e
m/z--> 50 100 150 200 250 300 350
Abundance #194588: Heneicosane “ T
57.0 13.50 14.00
m/z 55.10 27 .74%
5000 MWMAMJﬂ”m”ﬂNWWWWJMMAM
9.0
ol15. o‘ Ll L)) 141018302250  296.0
e I B e B e LA BN S A e — ——
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136267.D

Acqg On : 29 Nov 2023 00:49
Operator : CG\JU

Sample : 05519-01 5X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 11
R.T. EstConc Area Relative to ISTD R.T.
14.163 2.33 ng 86351  Chrysene-d12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Pentacosane 352 C25H52 000629-99-2 91
3 Hexadecane 226 C1l6H34 000544-76-3 87
4 Tricosane 324 (C23H48 000638-67-5 83
5 Tetracosane 338 C24H50 000646-31-1 80

Abundance Scan 2053 (14.163 min): BF136267.D\data.ms (-2050) (- m/z 57.10 100.00%

57.1
5000

9.0 —— ——
14.00 14.50
2311
(- ‘ hd, M " J‘, ‘1‘8‘3‘? SLL 801 301373 7110 67.68%
mi/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 — ——
14.00 14.50

‘ m/z 43.10 60.48%
i

Olwswq\ ‘\“‘ “‘ \h‘\h" \“‘ \}\4%’9\]:8\3\0‘?2\5\(\)‘ T \\29\6‘(\)\ L R
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0

14.00 14.50

5000 m/z 85.10 50.12%
9.0
oL 1Ll 141018302250 2950 3520
e A A e e e
m/z--> 50 100 150 200 250 300 350
Abundance #107216: Hexadecane T ——
57.0 14.00 14.50

m/z 41.10 25.76%

5000 M
[

080 ‘L‘\ 0 141018302260
B e —— —
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136267.D

Acqg On : 29 Nov 2023 00:49
Operator : CG\JU

Sample : 05519-01 5X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 9-Methylheneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.469 3.08 ng 113798  Chrysene-di12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 9-Methylheneicosane 310 C22H46 070475-51-3 91
3 Docosane 310 C22H46 000629-97-0 91
4 Octadecane 254 C18H38 000593-45-3 87
5 3-Ethyl-2,6,10-trimethylundecane 226 Cl16H34 1000432-25-9 87
Abundance Scan 2105 (14.469 min): BF136267.D\data.ms (-2102) (- m/z 57.10 100.00%
57.1
5000 NﬁwﬂwﬁwwuﬁwhvwwAWﬁw
262 2].4‘56
159.1 203.1 " 307.2 :
0 “k‘ Mwﬁhwﬂ‘up‘w‘wwnuuw‘Jm“““gﬁfg“ m/z 43.10 65.14%
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
5000 LN
14.50
m/z 71.10 62.49%
0 \‘ \L ‘ H\ I H‘ \‘ :!\-4%[9]\'8\3022502680
\\\‘ \\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #212285: 9-Methylheneicosane
57.0
——
14.50
5000 m/z 85.10 46.44%
1400
‘ 196.0
d Ll T e
m/z--> 50 100 150 200 250 300 350
Abundance #212282: Docosane —
57.0 14.50
m/z 55.10  23.90%
5000 W
9.0
L 1010 g0 S0
oL A uu‘thu,‘m_m_m_m e
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136267.D

Acqg On : 29 Nov 2023 00:49
Operator : CG\JU

Sample : 05519-01 5X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 Eicosane, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.780 4.83 ng 112714  Perylene-di2 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 Tetracosane 338 C24H50 000646-31-1 92
3 Eicosane, 2-methyl- 296 C21H44 001560-84-5 89
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
Abundance Scan 2158 (14.780 min): BF136267.D\data.ms (-2156) (- m/z 57.10 100.00%
57.1
5000 M
1450  15.00
6.0 2531 3043 : :
(— ‘L‘ L 0 “ “ i 30433491394 00 16 63.66%
m/z--> 0 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 —r ——
14.50 15.00
m/z 43.10 58.54%
0 T \“\ “‘ \h‘\h’ \“‘\“\ { ‘1\6\9\0\ ‘2\2\5\9‘ T \2\9\6‘9\ T T T
m/z--> 0 50 100 150 200 250 300 350
Abundance #246483: Tetracosane
57.0
—— —
14.50 15.00
5000 m/z 85.10 46.44%
ol LAY ED 1090 22s0 30
m/z--> 0 50 100 150 200 250 300 350
Abundance #194594: Eicosane, 2-methyl- — —
57.0 14.50 15.00
m/z 55.10 24.01%
5000 MMWMM
253.0
13 0
020 [LLLLTT pes0 a0
m/z--> 0 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136267.D

Acqg On : 29 Nov 2023 00:49
Operator : CG\JU

Sample : 05519-01 5X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 13 Tetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.133 3.46 ng 80618 Perylene-di12 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Tetracosane 338 (C24H50 000646-31-1 95
3 Octacosane 394 (C28H58 000630-02-4 81
4 Docosane 310 C22H46 000629-97-0 81
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 74

Abundance Scan 2218 (15.133 min): BF136267.D\data.ms (-2215) (- m/z 57.10 100.00%

57.1
5000

9.1 RN
141.0 252 13021 15.00 15.50
oLb— “Ll‘ X h!m“‘\‘hH’\ M‘\um‘h \‘H “%‘8“5‘?} - ’\ ‘\‘\‘ X ‘\ix‘\‘ ; ‘3‘6‘5‘ ‘2‘4?§“ m/z 71.10 74.3100
miz--> 50 100 150 200 250 300 350 400
Abundance #141057: Octadecane
57.0
5000 T ‘ T T ‘ T
15.00 15.50

m/z 43.10 55.96%
‘\‘

0 “\ b H‘ | \1 \0183 0 254 0
\\\‘ \\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #246482: Tetracosane
57.0
— —
15.00 15.50
5000 ITI/Z 85.05 54.75%
LA \\ | 1419183 0225.00670 _ 3360
\\\‘\ T \‘\\\’\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane T ——
57.0 15.00 15.50
m/z 55.10  26.41%
5000 WJ\WMWW’WAM
ol h‘ H | 141 9;83 0225.0 281.0 337.0 394.0
e “,H“‘ R e I —— ——
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136267.D

Acqg On : 29 Nov 2023 00:49
Operator : CG\JU

Sample : 05519-01 5X

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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|
Tetradecane 9.239 2.5 ng 85644 3 9.834 671757 20.0
Pentadecane 10.275 2.1 ng 69247 3 9.834 671757 20.0
Nonadecane 10.751 3.2 ng 104742 4 11.328 654654 20.0
9,12-Octadecadi... 12.422 6.8 ng 221224 4 11.328 654654 20.0
10-Octadecenoic... 12.445 3.1 ng 102323 4 11.328 654654 20.0
Octacosane 13.169 2.5 ng 94027 5 13.980 739973 20.0
Octadecane 13.510 2.4 ng 89069 5 13.980 739973 20.0
Pentacosane 13.845 2.4 ng 89627 5 13.980 739973 20.0
Heneicosane 14.163 2.3 ng 86351 5 13.980 739973 20.0
9-Methylheneico... 14.469 3.1 ng 113798 5 13.980 739973 20.0
Eicosane, 2-met... 14.780 4.8 ng 112714 6 15.463 466290 20.0
Tetracosane 15.133 3.5 ng 80618 6 15.463 466290 20.0
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