LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070124\
Data File : BGO61823.D

Acqg On : 1 Jul 2024 22:14
Operator : MA/JU

Sample : P2962-16

Misc :

ALS Vvial : 19 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: BGO61823.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.458 24 29 37 rBV4 19958 35581 2.16% 0.169%
2 3.728 70 75 84 rBV2 51542 97882 5.94% 0.465%
3 3.875 95 100 113 rBV 208422 394894 23.97% 1.877%
4 3,969 115 116 119 rBV3 3551 3420 0.21% 0.016%
5 4.092 135 137 140 rBvV3 3906 4661 0.28% 0.022%
6 4.139 142 145 147 rBv4 3756 5042 0.31% 0.024%
7 4.210 154 157 159 rBV3 4480 5340 0.32% 0.025%
8 4.333 176 178 180 rVB3 4800 4122 0.25% 0.020%
9 4,357 180 182 184 rBV2 3188 3625 0.22% 0.017%
10 4.474 200 202 206 rBV3 2770 3423 0.21% 0.016%
11  4.774 250 253 255 rBV2 4730 4049 0.25% 0.019%
12 4.997 289 291 294 rBV3 2777 3520 0.21% 0.017%
13 5.126 308 313 317 rBV3 11101 17077 1.04% 0.081%
14 5.638 397 400 404 rBvV4 2305 3409 0.21% 0.016%
15 6.108 477 480 485 rBV3 9497 16579 1.01% 0.079%
16 6.184 490 493 495 rBV3 3164 3925 0.24% 0.019%
17 6.225 497 500 501 rBvV2 5181 3776 ©.23% 0.018%
18 7.048 634 640 642 rBvV2 3316 7744 0.47% 0.037%
19 7.065 642 643 648 rVB3 3043 3604 0.22% 0.017%
20 7.206 659 667 675 rBV 314084 554234 33.64% 2.634%
21 7.377 690 696 705 rVB 207795 340436 20.66% 1.618%
22 7.582 724 731 737 rBV 282753 478680 29.05% 2.275%
23 7.635 737 740 745 rVB3 21368 33027 2.00% 0.157%
24 7.870 778 780 783 rBV2 3463 3537 0.21% 0.017%
25 7.952 791 794 795 rBV2 3991 3796 0.23% 0.018%
26 7.964 795 796 800 rVv2 3310 3682 0.22% 0.018%
27 8.011 800 804 805 rvv2 3201 4667 0.28% 0.022%
28 8.052 805 811 818 rVV 306250 528021 32.05% 2.510%
29 8.105 818 820 825 rVvv4 11402 15236 0.92% 0.072%
30 8.152 825 828 831 rvB3 2686 3738 ©0.23% 0.018%
31 8.751 923 930 937 rBV3 341490 606691 36.82%  2.884%
32 8.840 943 945 948 rVB 3173 3682 0.22% 0.018%
33 9.222 1002 1010 1017 rBV 276347 504186 30.60%  2.396%
34 9.374 1032 1036 1040 rVB4 4154 5578 ©.34% 0.027%
35 9.768 1097 1103 1110 rBV3 25222 41505 2.52% ©0.197%

36 9.938 1123 1132 1142 rBV 254270 461397 28.00% 2.193%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070124\
Data File : BGO61823.D

Acqg On : 1 Jul 2024 22:14
Operator : MA/JU

Sample : P2962-16

Misc :

ALS Vvial : 19 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 10.138 1163 1166 1169 rBv2 2381 3423 0.21% 0.016%
38 10.338 1195 1200 1202 rBvV2 2226 3836 ©0.23% 0.018%
39 10.479 1216 1224 1233 rBV 384231 671863 40.78% 3.193%
40 10.867 1281 1290 1297 rBV 448818 802941 48.73% 3.816%
41 10.996 1304 1312 1318 rBV 399263 680002 41.27%  3.232%
42 11.078 1322 1326 1331 rVB4 2614 4623 0.28% 0.022%
43 11.296 1359 1363 1366 rBV3 2286 4002 0.24% 0.019%
44 11.384 1374 1378 1385 rVB5 11666 22444 1.36% 0.107%
45 11.507 1396 1399 1403 rVB2 3993 6896 0.42% 0.033%
46 11.536 1403 1404 1407 rBV2 2812 3523 0.21% 0.017%
47 11.601 1407 1415 1421 rBV4 71916 137009 8.32% 0.651%
48 12.447 1554 1559 1566 rBV5 7293 13618 ©0.83% 0.065%
49 12.999 1651 1653 1656 rVB 3887 3724 0.23% 0.018%
50 13.046 1659 1661 1664 rvv3 4947 5039 0.31% 0.024%
51 13.070 1664 1665 1668 rvV 4013 3843 0.23% 0.018%
52 13.123 1672 1674 1679 rVWV4 5412 6611 0.40% 0.031%
53 13.158 1679 1680 1686 rvv2 3631 4037 0.25% 0.019%
54 13.217 1686 1690 1692 rVB3 3336 4081 ©0.25% 0.019%
55 13.293 1701 1703 1705 rVB2 5326 3820 0.23% 0.018%
56 13.499 1735 1738 1742 rVB2 8331 9745 0.59% 0.046%
57 13.581 1750 1752 1756 rvVB2 4514 4723 0.29% 0.022%
58 14.086 1831 1838 1845 rBV 680059 1006554 61.09% 4.784%
59 14.263 1864 1868 1869 rBv2 4499 5949 0.36% 0.028%
60 14.316 1874 1877 1881 rVv4 10966 18755 1.14% 0.089%
61 14.380 1881 1888 1895 rVB 718509 1144552 69.47% 5.440%
62 14.568 1917 1920 1927 rVB5 7618 12991 0.79% 0.062%
63 14.639 1927 1932 1933 rBV4 3766 5096 0.31% 0.024%
64 14.680 1933 1939 1946 rVV 699033 1080423 65.57% 5.135%
65 14.750 1948 1951 1953 rBV2 3841 3432 0.21% 0.9016%
66 14.868 1964 1971 1981 rBV 345434 571618 34.69% 2.717%
67 14.997 1992 1993 1995 rBV2 3652 3609 0.22% 0.017%
68 15.091 2005 2009 2012 rVB6 6156 9568 ©.58% 0.045%
69 15.168 2019 2022 2025 rBV2 4943 7468 0.45% 0.035%
70 15.350 2049 2053 2054 rBV4 2840 3923  0.24% 0.019%
71 15.461 2068 2072 2076 rBV4 4358 8029 0.49% 0.038%
72 15.520 2080 2082 2086 rVB2 8587 8368 0.51% 0.040%
73 15.673 2101 2108 2115 rW 975742 1435496 87.12% 6.823%
74 15.779 2119 2126 2134 rBV 193054 286652 17.40% 1.362%
75 15.896 2144 2146 2147 rBV 6204 4314 0.26% 0.021%
76 16.078 2175 2177 2178 rBV 5097 3399 0.21% 0.016%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070124\
Data File : BGO61823.D

Acqg On : 1 Jul 2024 22:14
Operator : MA/JU

Sample : P2962-16

Misc :

ALS Vvial : 19 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 16.143 2185 2188 2189 rBV2 4065 3431 0.21% 0.9016%
78 16.172 2191 2193 2195 rVWV3 7991 7392 0.45% 0.035%
79 16.337 2218 2221 2224 rBVS5S 3752 5419 0.33% 0.026%
80 16.378 2226 2228 2232 rVB3 5539 7103 0.43% 0.034%
81 16.448 2238 2240 2245 rVB5 4324 5864 ©0.36% 0.028%
82 16.813 2300 2302 2303 rBV 4486 3780 0.23% 0.018%
83 16.830 2303 2305 2310 rVv4 3893 5897 ©.36% 0.028%
84 16.965 2324 2328 2329 rBV3 3686 3720 0.23% 0.018%
85 17.318 2387 2388 2390 rBV 4691 4597 0.28% 0.022%
86 17.424 2400 2406 2416 rVW 855404 1289229 78.25% 6.128%
87 17.524 2416 2423 2431 rVB2 1050075 1522645 92.41% 7.237%
88 17.606 2434 2437 2442 rVB5 9842 12502 0.76% 0.059%
89 17.665 2442 2447 2450 rBV5 17708 31703 1.92% 0.151%
90 18.305 2552 2556 2561 rBV6 33657 48577 2.95% 0.231%
91 18.381 2566 2569 2574 rBV6 9018 12892 0.78% 0.061%
92 18.423 2574 2576 2578 rBV3 8787 7640 0.46% 0.036%
93 18.652 2611 2615 2619 rVB7 11417 17038 1.03% 0.081%
94 18.975 2666 2670 2671 rBV4 5583 7706 0.47% 0.037%
95 19.028 2677 2679 2682 rBV4 5147 5550 0.34% 0.026%
96 19.803 2805 2811 2820 rBV 1176343 1647638 100.00% 7.831%
97 21.331 3067 3071 3079 rBV3 141962 227851 13.83% 1.083%
98 21.683 3125 3131 3137 rBV2 731346 1188643 72.14% 5.649%
99 24.680 3632 3641 3652 rVB2 583519 1533520 93.07% 7.289%
100 24.897 3670 3678 3687 rBV2 450928 1205761 73.18% 5.731%

Sum of corrected areas: 21039863
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070124\
Data File : BGO61823.D

Acq On : 1 Jul 2024 22:14
Operator : MA/JU

Sample : P2962-16

Misc

ALS vial : 19 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: BG061823.D\data.ms
1200000

1000000
800000

600000

10.867
400000 10.479 10996

8.751
7. 2067 5g 8.052 9222 ggag
3.875
200000
5%72 ll 601
8.4 Qm4 721@91726 5 638 6&@5 840 3749 76 o 168 12.447 138

Time--> 3.50 4.00 450 500 550 600 650 7.00 750 800 850 9.00 950 1000 1050 11.00 1150 12.00 12.50

Abundance TIC: BG061823.D\data.ms
1200000 19.803

17.524

o

1000000 15.673
17.424

21.683
800000

14.086384.680

600000

400000 4.868

200000

21.331 LW‘M
91 oops SiSfeamoams

o L D R R e e e e
Time--> 1350 14.00 1450 15.00 1550 16.00 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00 2050 21.00 2150 22.00 22.50

Abundance TIC: BG061823.D\data.ms
1200000

1000000

800000
24.680

600000 4.897

400000

200000
-y APV pR— . .

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\BG070124\
Data File : BGO61823.D

Acq On : 1 Jul 2024 22:14
Operator : MA/JU

Sample : P2962-16

Misc

ALS vial : 19 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 Isopropyl Alcohol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.728 3.71 ng/ul 97882 1,4-Dichlorobenzene-d4 8.052

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 64
2 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 50
3 Propylene Glycol 76 C3H802 000057-55-6 50
4 Propylene Glycol 76 C3H802 000057-55-6 39
5 Propylene Glycol 76 C3H802 000057-55-6 9
Abundance  Scan 75 (3.728 min): BG061823.D\data.ms (-70) (-) m/z 45.00 100.00%
45.0
5000
R e R
3.40 3.60 3.80 4.00
Ok 1098 2223 2091 3900 526! ., 4300 11.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #345: Isopropyl Alcohol
45.0
5000
3.40 3.60 3.80 4.00
m/z 43.95 5.49%
O‘\”\h\‘\“‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
R
3.40 3.60 3.80 4.00
5000 m/z 61.10 4.13%
0W‘Um‘u\,\m,\m,mw\m‘HHWHWHWHWH
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1085: Propylene Glycol _NN‘J‘W‘ﬂ“‘W““
45.0 3.40 3.60 3.80 4.00
m/z 46.10 3.30%
5000
o_‘um‘lmu‘,HH,HH,HH‘mwmwm_m_m_m _m“_mﬂ‘hwﬂmh
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070124\
Data File : BGO61823.D

Acq On : 1 Jul 2024 22:14
Operator : MA/JU

Sample : P2962-16

Misc

ALS vial : 19 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 3
R.T. EstConc Area Relative to ISTD R.T.
11.601 3.41 ng/ul 137009 Naphthalene-d8 10.867
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 90
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 87
3 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 76
4 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 72
5 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 60

Abundance Scan 1415 (11.601 min): BG061823.D\data.ms (-1407) (- | m/z 94.10 100.00%
94.1

5000
fae Con
38ﬁ;| \ topd 260.6 3419 420.6 485. 1150 12.00
ol Ml Lt | 20712606 3419 4206 485. . 77 05  29.16%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
5000 Aph b 4
11.50 12.00
152.0 m/z 51.00 21.13%
39 ’
0\\\‘Mi?‘f‘l\‘f\“‘1‘!\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #30124: 1-Phenoxypropan-2-ol
94.0
11.50 12.00
5000 m/z 45.00 17.54%
39.0 ' 152.0
0 NNWMA‘M‘¢“w‘“‘_““H“‘H“,‘H““H““
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #30125: 1-Phenoxypropan-2-ol LRVE R R
94.0 11.50 12.00

m/z 66.00  14.45%

5000

152.0

4.0'
0 \‘\‘\“L‘Jiuw‘lw‘\\“\‘H\‘\H\‘\H\‘HH‘HH’\H\‘\H\‘HH‘ A‘M‘A‘ s AL

m/z--> 0 50 100 150 200 250 300 350 400 450 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070124\
Data File : BGO61823.D

Acq On : 1 Jul 2024 22:14
Operator : MA/JU

Sample : P2962-16

Misc

ALS vial : 19 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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.331 3.83 ng/ul 227851  Chrysene-di12 21.683
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 95
2 1-Hexacosene 364 C26H52 018835-33-1 87
3 1-Docosanethiol 342 C22H46S 007773-83-3 86
4 9-Hexacosene 364 C26H52 071502-22-2 86
5 1-Docosene 308 C22H44 001599-67-3 83
Abundance Scan 3071 (21.331 min): BG061823.D\data.ms (-3067) (- | m/z 57.00 100.00%
57.0
o kmwawMMw/\M”wﬂMwV“ﬂ
111.1
— ——
21.00 21.50
ol d‘wi,‘lw‘w-v 3L GO0 3863 4742 . 43.00  94.58%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #273800: 1-Hexacosene
57.0
5000 111.0 - —
21.00 21.50
m/z 55.00 77.60%
LU { | L2570 23802620 360
T ’\f\\]\\\f’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #273797: 1-Hexacosene
43.0
— ——
97.0 21.00 21.50
5000 ITI/Z 97.10 59.11%
S .\‘ 154.0210.0066.0 3640
-
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #251509: 1-Docosanethiol T —
430 970 21.00 21.50
m/z 41.00 57.23%
5000
‘ ‘ 308.0
153.0 ‘ ‘
R A N e
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070124\
Data File : BGO61823.D

Acqg On : 1 Jul 2024 22:14
Operator : MA/JU

Sample : P2962-16

Misc

ALS Vvial : 19 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|

Isopropyl Alcohol 3.728 3.7 ng/ul 97882 1 8.052 528021 20.0
1-Phenoxypropan... 11.601 3.4 ng/ul 137009 2 10.867 802941 20.0
(DEL) Alkane: S... 21.331 3.8 ng/ul 227851 5 21.683 1188640 20.0
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