LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062224\
Data File : BGO61652.D

Acqg On : 22 Jun 2024 17:09
Operator : MA/JU

Sample : P2776-19

Misc :

ALS Vvial : 12 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-BG062024.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO61652.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.472 26 31 36 rBV4 15656 24822 1.46% 0.114%
2 3.589 49 51 54 rBV3 2972 4024 0.24% 0.018%
3 3.736 73 76 83 rBV 30013 43198 2.54% 0.198%
4 3.895 100 103 111 rVB 32750 49885 2.93% 0.229%
5 4.001 116 121 128 rBV2 32893 46650 2.74%  0.214%
6 4.077 130 134 138 rVB7 6733 9790 0.58% 0.045%
7 4.189 150 153 155 rVwv3 5215 6152 0.36% 0.028%
8 4.236 158 160 165 rVB4 5942 6709 0.39% 0.031%
9 4.641 227 230 232 rBV2 4236 4315 0.25% 0.020%
10 4.747 243 248 250 rVV5 8302 13710 0.81% 0.063%
11  4.794 252 256 260 rVW3 19100 30090 1.77% 0.138%
12 5.152 311 317 325 rVWV 41139 72137 4.24% 0.331%
13 5.235 327 331 337 rVB5S 9602 14905 0.88% 0.068%
14 6.133 480 484 491 rVB 17620 25581 1.50% 0.117%
15 6.415 528 532 536 rVB4 2955 4733  0.28% 0.022%
16 6.492 542 545 546 rBV3 3995 3974 0.23% 0.018%
17 6.627 565 568 574 rVB2 3040 5091 0.30% 0.023%
18 7.009 630 633 635 rBv3 5080 6177 ©.36% 0.028%
19 7.215 662 668 676 rBvV2 322616 544277 31.97% 2.496%
20 7.403 692 700 707 rBV 193648 324829 19.08% 1.489%
21  7.602 724 734 740 rVW 269313 469568 27.59%  2.153%
22 7.661 740 744 749 rVV3 12353 20411 1.20% 0.094%
23 8.072 805 814 821 rBV 297653 510200 29.97%  2.339%
24 8.131 821 824 830 rVB6 11602 18947 1.11% 0.087%
25 8.319 851 856 857 rVB3 3531 4484 0.26% 0.021%
26 8.331 857 858 861 rBv4 6387 4107 0.24% 0.019%
27 8.601 902 904 909 rBVS 3206 4996 0.29% 0.023%
28 8.766 925 932 941 rBV 379524 658917 38.71% 3.021%
29 8.895 950 954 960 rBV3 16456 26625 1.56% 0.122%
30 9.236 1005 1012 1020 rVV 278189 492862 28.95% 2.260%
31 9.300 1021 1023 1025 rvv3 5846 5367 ©.32% 0.025%
32 9.400 1038 1040 1044 rVB4 6490 6902 0.41% 0.032%
33 9.488 1053 1055 1057 rBV3 4369 4949 0.29% 0.023%
34 9.641 1079 1081 1086 rVB5 6237 9552 0.56% 0.044%
35 9.682 1086 1088 1091 rvB3 3610 4215 0.25% 0.019%
36 9.723 1091 1095 1096 rBv2 3626 4637 0.27% 0.021%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062224\
Data File : BGO61652.D

Acqg On : 22 Jun 2024 17:09
Operator : MA/JU

Sample : P2776-19

Misc :

ALS Vvial : 12 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-BG062024.MA.M
Title : SVOA CALIBRATION
37 9.800 1103 1108 1113 rvv3 35872 59250 3.48% 0.272%
38 9.958 1126 1135 1144 rBV 229099 421373 24.75%  1.932%
39 10.070 1149 1154 1157 rW5 9939 18318 1.08% 0.084%
40 10.164 1164 1170 1175 rBvV3 7999 13040 0.77% 0.060%
41 10.311 1192 1195 1197 rBvV2 4470 4913 0.29% 0.023%
42 10.499 1219 1227 1236 rBV 394129 697630 40.98% 3.199%
43 10.652 1248 1253 1261 rVB4 19542 38090 2.24% 0.175%
44 10.887 1286 1293 1302 rVB 451238 798605 46.92%  3.662%
45 11.016 1308 1315 1325 rBV2 177453 333102 19.57% 1.527%
46 11.386 1373 1378 1379 rVV3 3902 5656 ©.33% 0.026%
47 11.410 1379 1382 1388 rVV6 22466 34328 2.02% 0.157%
48 11.463 1388 1391 1393 rVV3 3655 4220 0.25% 0.019%
49 11.527 1401 1402 1405 rBvV3 6571 5879 0.35% 0.027%
50 11.621 1411 1418 1428 rBV3 63359 132526 7.79% 0.608%
51 11.750 1434 1440 1444 rVB6 7954 16632 0.98% 0.076%
52 11.786 1444 1446 1448 rBV 3636 4214 0.25% 0.019%
53 12.291 1528 1532 1534 rVV4 3879 4873 0.29% 0.022%
54 12.455 1557 1560 1561 rBvV2 8378 7105 0.42% 0.033%
55 12.526 1569 1572 1575 rBV4 3293 5025 0.30% 0.023%
56 12.708 1600 1603 1609 rvVB2 4554 5651 ©.33% 0.026%
57 13.531 1739 1743 1747 rVB6 7016 9377 ©.55% 0.043%
58 13.601 1752 1755 1758 rVB4 5112 5478 ©0.32% 0.025%
59 13.666 1765 1766 1771 rBV 3667 4318 0.25% 0.020%
60 14.106 1835 1841 1848 rVB 667569 965325 56.71% 4.426%
61 14.212 1857 1859 1861 rBV2 5276 4199 0.25% 0.019%
62 14.341 1878 1881 1884 rVV5 10751 15956 0.94% 0.073%
63 14.394 1884 1890 1900 rVB2 759043 1199234 70.45% 5.499%
64 14.641 1927 1932 1933 rBV4 5329 7648 0.45% 0.035%
65 14.700 1935 1942 1949 rVB 739651 1151203 67.63% 5.279%
66 14.870 1965 1971 1977 rBV 347660 594283 34.91% 2.725%
67 15.035 1994 1999 2004 rBV7 18907 30269 1.78% 0.139%
68 15.099 2006 2010 2019 rVB1le 16557 33782 1.98% 0.155%
69 15.252 2033 2036 2040 rVB2 15542 14934 0.88% 0.068%
70 15.428 2062 2066 2071 rBV 27611 38469 2.26% 0.176%
71 15.593 2093 2094 2096 rBV2 5554 4783 0.28% 0.022%
72 15.693 2104 2111 2117 rBV 981896 1486044 87.30% 6.814%
73 15.793 2122 2128 2136 rVB 246215 362689 21.31% 1.663%
74 15.940 2149 2153 2159 rVB8 11877 22200 1.30% 0.102%
75 15.981 2159 2160 2162 rBV2 6294 6501 ©.38% 0.030%
76 16.128 2181 2185 2188 rBv4 6398 9432 0.55% 0.043%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062224\
Data File : BGO61652.D

Acqg On : 22 Jun 2024 17:09
Operator : MA/JU

Sample : P2776-19

Misc :

ALS Vvial : 12 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-BG062024.MA.M
Title : SVOA CALIBRATION
77 16.257 2205 2207 2211 rBV4 5035 6271 0.37% 0.029%
78 16.404 2230 2232 2234 rVV3 7357 6513 ©0.38% 0.030%
79 16.521 2250 2252 2253 rBV2 5014 4876 0.29% 0.022%
80 16.533 2253 2254 2259 rVW4 7772 12126 0.71% 0.056%
81 16.703 2281 2283 2287 rBV5 7037 5624 0.33% 0.026%
82 16.833 2300 2305 2310 rBV6 23518 36170 2.12% 0.166%
83 17.238 2372 2374 2376 rBV3 6547 5311 0.31% 0.024%
84 17.326 2385 2389 2393 rBV4 34401 50057 2.94% 0.230%
85 17.444 2403 2409 2415 rBV 868654 1311686 77.06% 6.015%
86 17.544 2420 2426 2433 rVB 1034978 1513200 88.90% 6.939%
87 17.773 2463 2465 2468 rBV3 7863 10601 0.62% 0.049%
88 18.031 2507 2509 2510 rBV2 10599 8466 ©0.50% 0.039%
89 18.208 2534 2539 2544 rBV7 52334 100254 5.89% 0.460%
90 18.272 2546 2550 2554 rBv4 34811 51501 3.03% 0.236%
91 18.331 2555 2560 2571 rW 565828 797664 46.86% 3.658%
92 18.501 2587 2589 2590 rBV2 15053 12469 0.73% 0.057%
93 18.619 2605 2609 2622 rVB2 32535 90597 5.32% 0.415%
94 19.459 2748 2752 2753 rBV 142727 163512 9.61% 0.750%
95 19.483 2753 2756 2767 rVB2 307186 525150 30.85% 2.408%
96 19.600 2772 2776 2787 rVV 270498 411858 24.20% 1.889%
97 19.823 2808 2814 2825 rBV 1090558 1702216 100.00% 7.805%
98 21.363 3072 3076 3085 rVB2 443696 634259 37.26%  2.908%
99 21.709 3129 3135 3150 rVB2 772146 1449257 85.14% 6.645%
1006 22.561 3275 3280 3291 rVB 449843 834597 49.03% 3.827%

Sum of corrected areas: 21808577
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062224\
Data File : BGO61652.D

Acqg On : 22 Jun 2024 17:09
Operator : MA/JU

Sample : P2776-19

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG061652.D\data.ms

1000000

800000

600000

400000 ) 8.766

7.215
7.602 8072 9.236
7 40 9.958
200000 : l 11.016
s 621
34558 B 4 67867°5.2%5 6.136u49277.009| || 7661 81888 608895 9 ouemBa B @mIeaD 652 | || i 12122455608

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

o

Abundance TIC: BG061652.D\data.ms
19.823
17.544
1000000 15.693 21.709
17.444
800000 14.394 700
22.561
14.106 18351 21363
600000 ’
400000 14.870
15.793 W
200000 W

1856006 1425342.6

Ofﬁ‘fﬁ“uwHH‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH,HH‘\H

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG061652.D\data.ms

1000000

800000

600000

400000

200000

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 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\BG062224\
Data File : BGO61652.D

Acqg On : 22 Jun 2024 17:09
Operator : MA/JU

Sample : P2776-19

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.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 6
R.T. EstConc Area Relative to ISTD R.T.
5.152 2.83 ng/ul 72137 1,4-Dichlorobenzene-d4 8.078

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene-1-thiol 74 C3H6S 000925-89-3 47
2 1,3-Dioxolane, 2-(5-bromopentyl)- 222 C8H15Br02 056741-68-5 37
3 1,2-Dimethoxy-2-methylpropan-1-a... 133 C6H15NO2 1000445-17-2 28
4 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 25
5 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 25

Abundance Scan 317 (5.152 min): BG061652.D\data.ms (-311) (-) m/z 73.00 100.00%

73.0
5000
e AN EamEs RS
204.1 4.80 5.00 5.20 5.40
ob gl 1281 2070 RS 398 nyz 43.10  43.08%
miz--> 50 100 150 200 250 300
Abundance #955: 1-Propene-1-thiol
73.0
5000
4.80 5.00 5.20 5.40
m/z 41.00 17.94%
O 37"&) L
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #102361: 1,3-Dioxolane, 2-(5-bromopentyl)-
73.0
4.80 5.00 5.20 5.40
5000 m/z 45.10 17.34%
27.0
0 ) UIJ Ll 109.0 177.0 22%'0
A
m/iz--> 50 100 150 200 250 300
Abundance #16815: 1,2-Dimethoxy-2-methylpropan-1-amine
73.0 4.80 5.00 5.20 5.40
m/z 55.05 9.44%
5000
29.
obl by, 1180
m/z--> 50 100 150 200 250 300 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062224\
Data File : BGO61652.D

Acqg On : 22 Jun 2024 17:09
Operator : MA/JU

Sample : P2776-19

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.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 1-Phenoxypropan-2-ol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.621 3.32 ng/ul 132526  Naphthalene-d8 10.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 95
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 94
3 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 93
4 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 90
5 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 74

Abundance Scan 1418 (11.621 min): BG061652.D\data.ms (-1411) ({ | m/z 94.00 100.00%
94.0

5000

I
152.0 11.50 12.00

39‘ ’
L 3828 BOL. .77 08 23.36%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #30123: 1-Phenoxypropan-2-ol
94.0
5000

o

11.50 12.00
39.0 ' 152.0 m/z 45.00 20.12%
O‘\“\HJJLJM‘M‘WL\“\‘\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #30124: 1-Phenoxypropan-2-ol
94.0
11.50 12.00
5000 ITI/Z 51.00 16.47%
i T
L 1 S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #30117: 1-Phenoxypropan-2-o
94.0 11.50 12.00
m/z 78.10 13.97%
5000
152.0
39 ’ ‘
o"‘skmﬂm‘“m"_"""""‘H_MW_MW_ I TR R T RIYYS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062224\
Data File : BGO61652.D

Acqg On : 22 Jun 2024 17:09
Operator : MA/JU

Sample : P2776-19

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.331 12.16 ng/ul 797664  Phenanthrene-di10 17.444
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Pentadecanoic acid 242 C15H3002 001002-84-2 87

Abundance Scan 2560 (18.331 min): BG061652.D\data.ms (-2555) (- | m/z 43.00 100.00%

N

5000
129.1
213.1 [ RN
MJ HH ‘ | 18.00 18.50
ol MM L L L 2751 3470 4270 s 60 00 94.76%
miz--> 50 100 150 200 250 300 350 400
Abundance #143508: n-Hexadecanoic acid
43.0 256.0
5000

== P
129.0 18.00 18.50
m/z 73.00 82.82%
‘ umh 185.0
Ot \“ ‘[

m/z--> 50 100 150 200 250 300 350 400
Abundance #143510: n-Hexadecanoic acid
60.C
= e
18.00 18.50
5000 129.0 m/z 55.00 76.33%
213.0
0 | 258.0
i
m/z--> 50 100 150 200 250 300 350 400
Abundance #143509: n-Hexadecanoic acid i T
43.0 18.00 18.50
m/z 57.00 76.31%
5000 256.0
129.0
A, e
ol M T L
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062224\
Data File : BGO61652.D

Acqg On : 22 Jun 2024 17:09
Operator : MA/JU

Sample : P2776-19

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024 .MA.M

: SVOA CALIBRATION

¢ 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 Octadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.600 5.68 ng/ul 411858  Chrysene-d12 21.703
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Octadecanoic acid 284 C18H3602 000057-11-4 95
3 Octadecanoic acid 284 C18H3602 000057-11-4 95
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74

Abundance Scan 2776 (19.600 min): BG061652.D\data.ms (-2772) (- | m/z 43.00 100.00%

43.0
5000
128.9

185]'2411 10.50 20.00
" \‘ | 3408 476. ' '

o'“”"* “‘w“‘w“‘w“‘w“v; m/z 72.95 81.79%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #179093: Octadecanoic acid
73.0
129.0 284.0

5000 R et
185.0 19.50 20.00

m/z 55.00  78.39%

Of ““l\ “‘I\WWN\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #179090: Octadecanoic acid
43.0

T
19.50 20.00
5000 m/z 57.05 76.03%

1290
o 2840
O‘H}‘ iH“‘H;\ h \\\L\‘HH‘HH‘HH‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #179092: Octadecanoic acid i

\
43.0 19.50 20.00
m/z 60.00 75.18%

5000
129.0 284.0

1850

0 Ll

m/z--> 0 50 100 150 200 250 300 350 400 450 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062224\
Data File : BGO61652.D

Acqg On : 22 Jun 2024 17:09
Operator : MA/JU

Sample : P2776-19

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.363 8.75 ng/ul 634259  Chrysene-di12 21.703
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 94
3 Cyclooctacosane 392 C28H56 000297-24-5 91
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91
Abundance Scan 3076 (21.363 min): BG061652.D\data.ms (-3072) (- | m/z 57.10 100.00%
57.1
1F51 T T T T T
21.00 21.50
207.0 |
- ‘w“ H 1L, 207027013280 4288  540. . 4300  o4.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209740: 1-Docosene
57.0
5000 2‘06 é \d
105.0 308.0 L L5
m/z 55.00  85.80%
O“ J|J}T}JH!LA1AWBTAZIIOE \‘g§}\.9}\‘T\\\‘\\\\‘\H\‘\\H‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #261457: Heptadecyl trifluoroacetate
57.0
— —
21.00 21.50
5000 m/z 83.10 66.07%
125.0
o UL, 200 20
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #297106: Cyclooctacosane T T
57.0 21.00 21.50
m/z 69.00 63.34%
h i/\
125.0
LU h | 18202300 335077
RRmaa s e e e BARamammEE R — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062224\
Data File : BGO61652.D

Acqg On : 22 Jun 2024 17:09
Operator : MA/JU

Sample : P2776-19

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.561 11.52 ng/ul 834597  Chrysene-di12 21.703
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Tricosene, (Z)- 322 C23H46 027519-02-4 95
2 Henicos-1-ene 294 C21H42 001599-68-4 91
3 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 9-Tricosene, (Z)- 322 C23H46 027519-02-4 91
Abundance Scan 3280 (22.561 min): BG061652.D\data.ms (-3275) (- | m/z 43.00 100.00%
43.0
5000
111.1
U
22.50
168.1
om‘u‘m‘H‘wwm““2‘??‘9,‘349“2”‘,““39‘2””,“5‘4‘2‘" m/z 57.10  95.62%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #227236: 9-Tricosene, (2)-
55.0
111.0
5000 -
22.50
m/z 55.00 91.88%
’ ‘ 322.0
O\“\‘\“\‘\\\\\‘)!‘\\1;1[“6\?1(\)‘2?\4\\()‘\\1\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #192005: Henicos-1-ene
55.0
U
22.50
5000 111.0 m/z 69.05  73.34%
’ 294.0
okl H“ ‘\1\16802240,,,
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #287613: Nonadecyl trifluoroacetate ——
57.0 22.50
m/z 83.10 70.84%
5000
125.0
| |‘ ||| 182.0238.0 3110
R o e e AR S e .
m/z--> 50 100 150 200 250 300 350 400 450 500 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062224\
Data File : BGO61652.D

Acqg On : 22 Jun 2024 17:09
Operator : MA/JU

Sample . P2776-19

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.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 5.152 2.8 ng/ul 72137 1 8.078 510200 20.0
1-Phenoxypropan... 11.621 3.3 ng/ul 132526 2 10.887 798605 20.0
n-Hexadecanoic ... 18.331 12.2 ng/ul 797664 4 17.444 1311690 20.0
Octadecanoic acid 19.600 5.7 ng/ul 411858 5 21.703 1449260 20.0
(DEL) Alkane: S... 21.363 8.8 ng/ul 634259 5 21.703 1449260 20.0
(DEL) Alkane: S... 22.561 11.5 ng/ul 834597 5 21.703 1449260 20.0
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