LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082024\
Data File : BG@62476.D

Acqg On : 20 Aug 2024 13:49
Operator : MA/JU

Sample : P3504-15

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_ G\Methods\SFAM-EPA-BG081424.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO62476.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.406 17 20 28 rVB5 12405 19526 1.27% 0.110%
2 3.670 61 65 72 rBvV 32299 49572 3.23% 0.278%
3 3.817 87 90 99 rVW3 13626 24270 1.58% 0.136%
4 4,146 143 146 151 rVB5 5174 7258 0.47% 0.041%
5 4.363 180 183 187 rvv3 2599 3219 0.21% 0.018%
6 4.781 251 254 256 rVB3 2399 2738 0.18% 0.015%
7 5.057 298 301 308 rVB4 2828 3535 ©@.23% 0.020%
8 6.026 462 466 470 rBV 4951 6997 0.46% 0.039%
9 6.502 544 547 555 rVB4 1767 4376 0.29% 0.025%
106 6.643 565 571 574 rBV3 3405 4481 0.29% 0.025%
11 6.931 614 620 626 rVBS 2254 4335 0.28% 0.024%
12 7.101 642 649 662 rvV 208284 367714 23.98% 2.063%
13 7.271 670 678 686 rBV 138147 224767 14.66% 1.261%
14 7.477 706 713 719 rBV 183522 307293 20.04% 1.724%
15 7.536 719 723 728 rVB 4675 6726 0.44% 0.038%
16 7.941 784 792 799 rBV 277501 464037 30.26% 2.603%
17 8.006 799 803 807 rVB3 4351 6077 0.40% 0.034%
18 8.640 903 911 922 rBV 259641 433759 28.28% 2.434%
19 9.092 982 988 996 rVB 184170 310503 20.25% 1.742%
20 9.533 1059 1063 1069 rVB4 3384 5320 0.35% 0.030%
21 9.656 1077 1084 1091 rBV3 16989 28989 1.89% 0.163%
22 9.815 1103 1111 1118 rBV 149252 259880 16.95% 1.458%
23 10.038 1145 1149 1154 rBV5 2261 3724 0.24% 0.021%
24 10.355 1194 1203 1211 rBV 254186 451422 29.44%  2.533%
25 10.508 1225 1229 1232 rBV4 2577 3513 ©0.23% 0.020%
26 10.737 1259 1268 1278 rBV 427638 760544 49.59% 4.267%
27 10.861 1283 1289 1298 rVB 70311 129167 8.42% 0.725%
28 11.260 1353 1357 1364 rVB3 7159 11973 0.78% 0.067%
29 11.471 1387 1393 1398 rBV3 41083 73130 4.77% 0.410%
30 11.513 1398 1400 1405 rVB5 3775 5790 0.38% 0.032%
31 12.323 1533 1538 1541 rvVvB3 4142 6566 0.43% 0.037%
32 12.552 1574 1577 1583 rVB2 1998 2819 0.18% 0.016%
33 13.175 1678 1683 1685 rBV 1743 2431 0.16% 0.014%
34 13.398 1717 1721 1725 rVB3 3887 4277 0.28% 0.024%
35 13.757 1779 1782 1786 rBvV2 1646 2265 0.15% 0.013%

36 13.968 1812 1818 1824 rVV 465470 639648 41.71%  3.589%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082024\
Data File : BG@62476.D

Acqg On : 20 Aug 2024 13:49
Operator : MA/JU

Sample : P3504-15

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_ G\Methods\SFAM-EPA-BG081424.MA.M
Title : SVOA CALIBRATION
37 14.209 1853 1859 1861 rBvV2 6161 7608 0.50% 0.043%
38 14.256 1861 1867 1876 rVB 529916 813792 53.07% 4.566%
39 14.467 1899 1903 1908 rVB2 6220 8254 0.54% 0.046%
40 14.561 1911 1919 1929 rBV 736989 1142436 74.50% 6.410%
41 14.749 1942 1951 1962 rBV2 198685 384666 25.08% 2.158%
42 14.967 1983 1988 1989 rBvV3 4637 4120 0.27% 0.023%
43 15.125 2011 2015 2017 rBV4 1895 2273 0.15% 0.013%
44 15.360 2051 2055 2059 rBv4 3427 5721 ©.37% 0.032%
45 15.413 2062 2064 2071 rBv4 3187 4483 0.29% 0.025%
46 15.478 2071 2075 2078 rVB4 2136 2547 0.17% 0.014%
47 15.554 2081 2088 2096 rBV 690933 1038591 67.72% 5.827%
48 15.660 2100 2106 2113 rBV 174365 263028 17.15% 1.476%
49 15.795 2125 2129 2130 rBv2 2479 2416 0.16% 0.014%
50 15.895 2143 2146 2149 rBV3 1934 2091 0.14% 0.012%
51 15.983 2158 2161 2165 rVB5 1906 3149 0.21% 0.018%
52 16.124 2179 2185 2189 rBvVv7 3280 5777 0.38% 0.032%
53 16.242 2203 2205 2208 rBV4 2113 2576 0.17% 0.014%
54 16.277 2208 2211 2215 rVV4 11787 14129 0.92% 0.079%
55 16.377 2226 2228 2231 rVB4 1898 1880 ©.12% 0.011%
56 16.435 2231 2238 2244 rBV6 9435 18261 1.19% 0.102%
57 16.482 2244 2246 2249 rVWV4 1456 2044 0.13% 0.011%
58 16.553 2255 2258 2260 rvB3 1941 2221 0.14% 0.012%
59 16.706 2280 2284 2287 rVW4 3874 5272 0.34% 0.030%
60 16.800 2295 2300 2301 rBV4 2233 3721 0.24% 0.021%
61 16.858 2305 2310 2313 rBV4 4773 6226 0.41% 0.035%
62 17.017 2334 2337 2341 rBV4 4026 4756 0.31% 0.027%
63 17.070 2343 2346 2347 rBV3 4227 3911 0.26% 0.022%
64 17.176 2360 2364 2369 rBV6 3070 4706 0.31% 0.026%
65 17.305 2379 2386 2393 rVB 873577 1373427 89.56% 7.706%
66 17.399 2396 2402 2412 rVB 654937 964796 62.91% 5.413%
67 17.481 2412 2416 2418 rBV5S 3630 3915 0.26% 0.022%
68 17.587 2432 2434 2436 rVB3 2578 2079 0.14% 0.012%
69 17.687 2447 2451 2456 rBV7 3830 7223 0.47% 0.041%
70 17.792 2468 2469 2470 rBV 2933 1905 0.12% 0.011%
71 17.933 2489 2493 2494 rBV4 3305 4042 0.26% 0.023%
72 17.980 2496 2501 2507 rVB7 6657 11097 0.72% 0.062%
73 18.068 2513 2516 2520 rBV5 6357 7886 0.51% 0.044%
74 18.198 2533 2538 2548 rBV 160220 252226 16.45% 1.415%
75 18.386 2568 2570 2573 rBV4 4506 5417 0.35% 0.030%
76 18.450 2578 2581 2583 rBV3 2423 3060 0.20% 0.017%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082024\
Data File : BG@62476.D

Acqg On : 20 Aug 2024 13:49
Operator : MA/JU

Sample : P3504-15

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_ G\Methods\SFAM-EPA-BG081424.MA.M
Title : SVOA CALIBRATION
77 18.503 2586 2590 2591 rBV3 6758 8972 0.59% 0.050%
78 18.521 2591 2593 2594 rBV2 4953 4071 0.27% 0.023%
79 18.627 2607 2611 2613 rBVS5S 4666 6392 0.42% 0.036%
80 18.674 2615 2619 2622 rVV6 8965 13370 0.87% 0.075%
81 18.861 2648 2651 2653 rBV4 4876 6819 0.44% 0.038%
82 19.085 2681 2689 2693 rBVS5 43417 75713 4.94% 0.425%
83 19.249 2714 2717 2722 rVB5 10604 13326 0.87% 0.075%
84 19.320 2724 2729 2732 rBV2 24401 42526 2.77% ©0.239%
85 19.349 2732 2734 2738 rVB4 14829 16851 1.10% ©0.095%
86 19.467 2750 2754 2761 rBV3 54748 87699 5.72% 0.492%
87 19.625 2778 2781 2782 rBV3 9935 10154 0.66% 0.057%
88 19.684 2785 2791 2796 rBV 882437 1323889 86.33% 7.428%
89 20.201 2875 2879 2882 rBV6 14470 23851 1.56% 0.134%
90 20.236 2882 2885 2887 rVWV 15572 17600 1.15% 0.099%
91 20.724 2966 2968 2970 rBvV2 14218 12262 0.80% 0.069%
92 21.176 3042 3045 3046 rBV2 20063 19914 1.30% 0.112%
93 21.211 3047 3051 3057 rVV2 134796 214034 13.96% 1.201%
94 21.540 3101 3107 3115 rBV2 892215 1444259 94.18% 8.103%
95 22.339 3238 3243 3255 rBV5 53422 137808 8.99% 0.773%
96 23.772 3482 3487 3493 rBV 49510 99851 6.51% 0.560%
97 24.413 3587 3596 3611 rVB 457254 1217469 79.39% 6.831%
98 24.624 3622 3632 3651 rVB 540332 1533559 100.00%  8.604%
99 25.441 3761 3771 3772 rBV6 63770 155458 10.14% 0.872%
100 25.870 3836 3844 3862 rVB4 88002 297427 19.39% 1.669%

Sum of corrected areas: 17823643
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082024\
BG062476.D

: 20 Aug 2024 13:49

: MA/JU

. P3504-15

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG062476.D\data.ms
800000
600000
10.737
400000
7941 gea0 10.355
7.101
7477 9.092
200000 27 9.815
10.861
Y/ A71
o 4%&-&146363478&057 6.026 6.50948.931 || 7,536 8.006 9.8 0.03810.508 }\11 513  12.32%52
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘T\ T T T \\\\‘\\\ \\\\‘
Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 1000 1050 1100 11.50 12.00 12.50
Abundance TIC: BG062476.D\data.ms
19.684 21.540
17.305
800000
14.561
15.554 17.399
600000
14.256
13.968
400000
21.211
200000 4.749 15.660 18.198
22.339
20.72421.
5 2
o 1353983.75714. 094671419 : ] AR
s e e T e T T T T T T T T T T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 1650 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG062476.D\data.ms
800000
600000 24.624
24.41
400000
200000
23.772 25.44125.870
O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082024\
Data File : BG@62476.D

Acqg On : 20 Aug 2024 13:49
Operator : MA/JU

Sample : P3504-15

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.MA.M
Quant Title : SVOA 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 unknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.670 2.14 ng/ul 49572  1,4-Dichlorobenzene-d4 7.941

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 CARBONIC ACID, 1-CHLOROETHYL EST... 152 C5H9C103 050893-36-2 9
2 Propylene Glycol 76 C3H802 000057-55-6 9
3 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9
4 Propylene Glycol 76 C3H802 000057-55-6 9
5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9
Abundance  Scan 65 (3.670 min): BG062476.D\data.ms (-61) (-) m/z 45.15 100.00%
451
5000 /\\
e R
61.0 1231 3.40 3.60 3.80 4.00
Oberrrrr et e e SO e M/z 43,15 18.08%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #29693: CARBONIC ACID, 1-CHLOROETHYL ESTER E
45.0
29.0
5000
63.0 3.40 3.60 3.80 4.00
m/z 61.05 5.24%
0 . “‘ L 790 930  117.0
H‘HH‘\H\‘H\\’\H\‘\\\\‘\\\\‘\\H‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #1083: Propylene Glycol
45.0
e A
3.40 3.60 3.80 4.00
5000 m/z 44.15 4.83%
29.0
o150 T 810 460
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #1093: (S)-(+)-1,2-Propanediol e
45.0 3.40 3.60 3.80 4.00
m/z 57.15 2.90%
5000
1.
ol 150 %0 || 60750
m/z--> 10 20 30 40 50 60 70 80 90 100110120 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082024\
Data File : BG@62476.D

Acqg On : 20 Aug 2024 13:49
Operator : MA/JU

Sample : P3504-15

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.MA.M
Quant Title : SVOA 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 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.198 3.67 ng/ul 252226  Phenanthrene-di10 17.305
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 n-Hexadecanoic acid
2 Octadecanoic acid

3 Pentadecanoic acid
4 Tridecanoic acid

5 n-Hexadecanoic acid

256 C16H3202
284 C18H3602
242 C15H3002
214 C13H2602
256 C16H3202

000057-10-3 95
000057-11-4 93
001002-84-2 87
000638-53-9 86
000057-10-3 83

Abundance Scan 2538 (18.198 min): BG062476.D\data.ms (-2533) (- ' m/z 43.15 100.00%
5000
129.2
213.2 ko aa
‘ 171.3 ‘ 256.4 18.00 18.50
0b—— “MM‘N““ ‘J ‘H‘M““‘ ““‘gﬁﬁ' m/z 73.15 93.04%
m/z--> 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
43.0
256.0
5000 s =
129.0 18.00 18.50
213.0 m/z 60.15 86.11%
‘ 1710 ‘
o “\ “\u‘m “\“‘ “ . ‘u\ T - “‘ e o
m/z--> 50 100 150 200 250 300 350
Abundance #179089. Octadecanoic acid
T ==
18.00 18.50
5000 129.0 ITI/Z 57.15 78.13%
29.0 185.0 41 o 284.0
0\\‘\”‘ \HM‘M‘\“‘ \\‘\\L‘\\\L\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #126199:Pentadecanok:add P o
18.00 18.50
m/z 55.10 72.95%
5000 129.0
29.0
‘ 199.0 242.0
o Lt L T
m/z--> 5 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082024\
Data File : BG@62476.D

Acqg On : 20 Aug 2024 13:49
Operator : MA/JU

Sample : P3504-15

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.MA.M
Quant Title : SVOA 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 Heptadecyl heptafluorobutyrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.211 2.96 ng/ul 214034  Chrysene-di12 21.540
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
2 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91
3 2- Bromopropionic acid, hexadecy... 376 C19H37Br02 063966-83-6 91
4 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91

Abundance Scan 3051 (21.211 min): BG062476.D\data.ms (-3047) (- | m/z 57.15 100.00%
57.1

1 "

a
2100 2150
- “M Wu‘w“¥§?l 29312051 s 4315 9e.46%

miz--> 50 100 150 200 250 300 350
Abundance #326113: Heptadecy! heptafluorobutyrate
57.0
97.0

5000 — —
21.00 21.50

m/z 55.15 85.75%

1690 238.0

T \“\ \“ “\ ‘Hh “ \‘L\ “\ “\ LI } T ‘\ ‘ \2\8\3\.0‘ L ‘ 1

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

Abundance #228955: Trifluoroacetic acid, pentadecyl ester
57.0

97.0

5000

o

T
21.00 21.50
5000 m/z 83.15 70.41%

40.0 .
10 | ||| || 14901820 2550 sos0
m/z--> 50 100 150 200 250 300 350

Abundance  #284402: 2- Bromopropionic acid, hexadecyl ester T ‘
83.0 21.00 21.50

m/z 69.15 66.79%

43.0
5000
153.0 222.0 J\/J\/\‘ﬂ
269.0
b B H\h\ h 349.

oLl Ay ‘

T T
m/z--> 50 100 150 200 250 300 350 21.00 21.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082024\
Data File : BG@62476.D

Acqg On : 20 Aug 2024 13:49
Operator : MA/JU

Sample : P3504-15

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.MA.M
Quant Title : SVOA 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 unknown-02 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
25.441 2.03 ng/ul 155458  Perylene-di2 24.624
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-1,4-Benzoxazine-7-carboxylic ... 221 C11H11NO4 201294-27-1 49
2 Benzene, 1-cyclohexyl-2-methoxy- 190 C13H180 002206-48-6 38
3 4H-Pyrido[1,2-a]pyrimidine-3-car... 221 C11H15N302 064399-29-7 38
4 1,3,4-Oxadiazol-2-amine, 5-(3,4-... 221 C10H11N303 1000362-71-7 38
5 1H-Indene, 2,3-dihydro-1,1,3-tri... 236 C18H20 003910-35-8 35
Abundance Scan 3771 (25.441 min): BG062476.D\data.ms (-3761) (- | m/z 221.15 100.00%
221.2
147.2
5000
73.2 281.1
——
3551 430.1 25.50
I ‘I 503.
] R m/z 190.15  62.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #99934: 2H-1,4-Benzoxazine-7-carboxylic acid, 3,4-dihyd
221.0
5000
25.50
136.0 m/z 147.15 57.09%
51.0 ’
O\‘\\“JL‘\[U\\IH\I\L"H\H\‘“1 \‘\l\ T \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #64800: Benzene, 1-cyclohexyl-2-methoxy-
147.0
——
25.50
5000 91.0 m/z 73.15 40.60%
?m J Ju I u“ “i m‘ |
O T S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #99968: 4H-Pyrido[1,2-a]pyrimidine-3-carboxamide, 1,6,7 7
221.0 25.50
m/z 121.15 37.05%
5000
109.014
B s v | -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082024\
Data File : BG@62476.D

Acqg On : 20 Aug 2024 13:49
Operator : MA/JU

Sample : P3504-15

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.MA.M
Quant Title : SVOA 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 Hexacosyl pentafluoropropio... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
25.870 3.88 ng/ul 297427  Perylene-d12 24.624
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosyl pentafluoropropionate 528 C29H53F502 1000351-81-2 50
2 Dotriacontyl heptafluorobutyrate 662 C36H65F702 1000351-84-2 50
3 Dotriacontyl pentafluoropropionate 612 C35H65F502 1010351-81-4 50
4 Heptacosyl pentafluoropropionate 542 C30H55F502 1000351-81-6 50
5 Octacosyl heptafluorobutyrate 606 C32H57F702 1010351-83-6 50
Abundance Scan 3844 (25.870 min): BG062476.D\data.ms (-3836) (- | m/z 83.15 100.00%
83.2
w0 J\\M
— —
1573 42974 25.50 26.00
bbby 222 4149 ;
0‘H‘_muMJPMMJNH‘_‘HM‘HM‘H_‘HM‘HM‘H_‘HM‘HM m/z 57.15 91.75%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #341707: Hexacosyl pentafluoropropionate
57.0
5000 — ——
25.50 26.00
5.0 m/z 97.15 72.19%
ohd J11151950 278.0 364.0 510.0
\H\‘\H\‘\HT‘\H\‘HH‘H\\‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #348482: Dotriacontyl heptafluorobutyrate
57.0
— ——
25.50 26.00
5000 m/z 43.15 69.58%
5.0
0 “ ”1“1950 278.0348.0 448.0 644.(
‘H‘_Hw‘HwH‘wHH‘HH_‘H_H‘_HW‘HWH‘WHH‘HH_
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347041: Dotriacontyl pentafluoropropionate — ——
57.0 25.50 26.00
m/z 55.15 65.52%
5000
5.0
0 11,195.0264.0334.0 448.0 594.0
‘H‘_H‘_H‘_H‘_H‘_H‘_H‘_H‘_H‘_H‘_H‘_H‘_H‘_ P P
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 25.50 26.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082024\
Data File : BG@62476.D

Acqg On : 20 Aug 2024 13:49
Operator : MA/JU

Sample : P3504-15

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG081424.MA.M
Quant Title : SVOA 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|
unknown-01 3.670 2.1 ng/ul 49572 1 7.941 464037 20.0
n-Hexadecanoic ... 18.198 3.7 ng/ul 252226 4 17.305 1373430 20.0
Heptadecyl hept... 21.211 3.0 ng/ul 214034 5 21.540 1444260 20.0
unknown-02 25.441 2.0 ng/ul 155458 6 24.624 1533560 20.0
Hexacosyl penta... 25.870 3.9 ng/ul 297427 6 24.624 1533560 20.0
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