LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BG@61688.D

Acqg On : 24 Jun 2024 23:39
Operator : MA/JU

Sample : P2856-20

Misc :

ALS Vvial : 21  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: BGO61688.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.343 6 9 10 rBV3 3340 4102 0.18% 0.015%
2 3.473 27 31 38 rVB 20407 35282 1.58% 0.131%
3 3.520 38 39 44 rBV3 3942 4205 0.19% 0.016%
4 3,737 73 76 84 rBV 34169 53778 2.41% 0.200%
5 3.890 98 102 111 rBV 232640 369718 16.60% 1.374%
6 4.230 156 160 163 rBV2 6006 4890 0.22% 0.018%
7 4.342 177 179 183 rVB4 3936 5399 0.24% 0.020%
8 4.395 186 188 193 rW4 3029 5262 0.24% 0.020%
9 4.442 193 196 199 rVB3 3707 3863 0.17% 0.014%
16 5.153 312 317 321 rVB2 10579 20065 0.90% 0.075%
11 5.265 333 336 340 rBVS 4138 6116 0.27% 0.023%
12 6.081 472 475 477 rBv2 2972 3942 0.18% 0.015%
13 6.134 480 484 492 rVB 22443 33308 1.50% 0.124%
14 6.927 614 619 622 rBv2 4104 5852 0.26% 0.022%
15 7.027 633 636 639 rBv4d 3673 5213 0.23% 0.019%
16 7.215 659 668 677 rBV 341108 572458 25.70% 2.128%
17 7.397 693 699 707 rVB 237818 375861 16.88% 1.397%
18 7.597 727 733 740 rBV 288701 492435 22.11% 1.830%
19 7.656 740 743 747 rVB2 14252 19410 0.87% 0.072%
20 8.020 802 805 807 rBv4 4720 3756 0.17% 0.014%
21 8.073 807 814 820 rVV 254884 432476 19.42% 1.607%
22 8.126 820 823 830 rvv3 16761 29961 1.35% 0.111%
23  8.261 843 846 848 rBV3 3558 4691 0.21% 0.017%
24 8.431 870 875 876 rBV3 3718 3725 0.17% 0.014%
25 8.602 902 904 908 rBV3 4393 5604 ©0.25% 0.021%
26 8.766 923 932 940 rBvV 434729 739890 33.22% 2.750%
27 9.184 999 1003 1005 rBV3 3300 3697 0.17% 0.014%
28 9.236 1005 1012 1021 rVV 340122 588973 26.45% 2.189%
29 9.325 1021 1027 1030 rBV5 5198 9424 0.42% 0.035%
30 9.383 1035 1037 1038 rBV 4907 3703 0.17% 0.014%
31 9.642 1079 1081 1084 rBV4 4580 5535 ©0.25% 0.021%
32 9.789 1101 1106 1114 rVB2 51951 89059 4.00% 0.331%
33 9.853 1114 1117 1120 rBv4 3590 4182 0.19% 0.016%
34 9.959 1128 1135 1144 rVB 291503 511370 22.96% 1.901%
35 10.159 1165 1169 1177 rVB5 7368 16587 ©0.74% 0.062%
36 10.323 1194 1197 1200 rVB2 3830 4662 0.21% 0.017%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BG@61688.D

Acqg On : 24 Jun 2024 23:39
Operator : MA/JU

Sample : P2856-20

Misc :

ALS Vvial : 21  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 10.364 1203 1204 1206 rBvV2 3726 3801 0.17% 0.014%
38 10.494 1219 1226 1234 rBV 437576 769734 34.56% 2.861%
39 10.711 1259 1263 1265 rBv2 3254 4340 0.19% 0.016%
40 10.887 1285 1293 1301 rBV 441628 755826 33.94% 2.809%
41 11.017 1308 1315 1325 rBV 447575 817033 36.69% 3.037%
42 11.222 1348 1350 1355 rVB3 3115 4122 0.19% 0.015%
43 11.346 1370 1371 1376 rBV4 2163 3851 0.17% 0.014%
44 11.416 1378 1383 1387 rBv4 18371 32762 1.47% 0.122%
45 11.616 1411 1417 1428 rBV2 71560 137760 6.19% 0.512%
46 11.810 1445 1450 1453 rBV3 4626 6897 0.31% 0.026%
47 11.910 1463 1467 1470 rBV3 4081 7456 0.33% 0.028%
48 12.133 1503 1505 1509 rVB2 3499 5134 0.23% 0.019%
49 12.162 1509 1510 1517 rBv2 4222 6244 0.28% 0.023%
50 12.462 1558 1561 1566 rVB4 10758 16879 0.76% 0.063%
51 12.538 1571 1574 1576 rVB 4229 4305 0.19% 0.9016%
52 12.685 1595 1599 1600 rBvV3 4631 4956 0.22% 0.018%
53 12.832 1621 1624 1626 rBV2 4371 5769 0.26% 0.021%
54 12.932 1638 1641 1644 rBV3 3257 4526 ©0.20% 0.017%
55 13.549 1745 1746 1750 rBV4 3638 4127 0.19% 0.015%
56 13.666 1763 1766 1769 rBV4 4720 5644 0.25% 0.021%
57 13.884 1799 1803 1805 rVB4 5054 7085 0.32% 0.026%
58 13.913 1805 1808 1809 rBvV2 4590 4645 0.21% 0.017%
59 13.960 1814 1816 1817 rBV 6964 3874 0.17% 0.014%
60 14.107 1834 1841 1848 rBV 855143 1274386 57.22% 4.736%
61 14.342 1874 1881 1884 rBV5 12033 21685 0.97% 0.081%
62 14.395 1884 1890 1898 rVB 944536 1508665 67.74% 5.607%
63 14.595 1920 1924 1927 rVB5 5828 7508 0.34% 0.028%
64 14.654 1930 1934 1935 rVB3 3437 3808 0.17% 0.014%
65 14.701 1935 1942 1948 rBV 764561 1168079 52.45% 4.341%
66 14.877 1964 1972 1984 rBV 423192 781960 35.11% 2.906%
67 15.106 2006 2011 2017 rBV8 17206 30063 1.35% 0.112%
68 15.271 2035 2039 2045 rVB5 11851 21618 ©0.97% ©.080%
69 15.470 2071 2073 2075 rBV2 6045 7065 0.32% 0.026%
70 15.541 2083 2085 2088 rBV3 5323 5606 0.25% 0.021%
71 15.694 2104 2111 2117 rVB 1246991 1913259 85.91% 7.111%
72 15.793 2122 2128 2135 rBV 337236 508018 22.81% 1.888%
73 16.111 2180 2182 2185 rVB4 6375 6735 0.30% 0.025%
74 16.164 2189 2191 2193 rVB3 5593 3709 0.17% 0.014%
75 16.216 2198 2200 2201 rBV 5961 4758 0.21% 0.018%
76 16.234 2201 2203 2205 rVV3 7509 5466 ©.25% 0.020%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BG@61688.D

Acqg On : 24 Jun 2024 23:39
Operator : MA/JU

Sample : P2856-20

Misc :

ALS Vvial : 21  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 16.258 2205 2207 2210 rVB4 4854 5182 ©.23% 0.019%
78 16.346 2221 2222 2224 rBV2 5850 4153 0.19% 0.015%
79 16.410 2229 2233 2235 rVV4 8084 9787 0.44% 0.036%
80 16.904 2315 2317 2319 rBV3 4601 5575 ©.25% 0.021%
81 17.157 2356 2360 2363 rVB5 6420 9100 0.41% 0.034%
82 17.198 2365 2367 2369 rVB2 6834 5101 0.23% 0.019%
83 17.444 2402 2409 2418 rVB 960981 1468569 65.94% 5.458%
84 17.544 2419 2426 2433 rVV 1403996 2087792 93.75% 7.759%
85 17.621 2436 2439 2443 rVB5 18483 24988 1.12% 0.093%
86 17.809 2469 2471 2473 rBV3 7404 6278 0.28% 0.023%
87 18.108 2519 2522 2526 rBV3 15660 18695 0.84% 0.069%
88 18.326 2555 2559 2568 rBV 283293 429818 19.30% 1.597%
89 18.661 2614 2616 2619 rBV3 8420 9035 0.41% 0.034%
90 18.954 2663 2666 2669 rBV4 7678 10248 0.46% 0.038%
91 19.395 2736 2741 2745 rBV7 22390 34842 1.56% 0.129%
92 19.460 2747 2752 2756 rBV3 27867 49980 2.24% 0.186%
93 19.595 2772 2775 2782 rBV3 103925 154737 6.95% 0.575%
94 19.824 2808 2814 2819 rBV 1567994 2227051 100.00% 8.277%
95 20.365 2903 2906 2911 rVB 45601 49260 2.21% ©.183%
96 21.363 3071 3076 3082 rBV2 336954 511009 22.95% 1.899%
97 21.704 3129 3134 3141 rVB 830120 1351299 60.68% 5.022%
98 23.208 3386 3390 3402 rVB4 213260 496043 22.27% 1.844%
99 24.718 3638 3647 3659 rVB2 773950 2171017 97.48% 8.069%
100 24.936 3676 3684 3694 rVB2 494154 1399817 62.86% 5.202%

Sum of corrected areas: 26906988
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BGP61688.D

Acqg On : 24 Jun 2024 23:39
Operator : MA/JU

Sample : P2856-20

Misc

ALS vial : 21 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 : ' '
1600000 TIC: BG061688.D\data.ms

1400000
1200000
1000000

800000

600000
8.766 10.4940.88¥L7

400000 7.215 9.236
3.890 7.36797 8.073 9.959
200000
616
8083 ssmeE> 5355  Gob¥  omey | 76569858600 o seemdaliiomnemn 711 A ndkAbs] Rara s
‘\\\\‘\\ T

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘.\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\A\‘\\\\ \\‘ \\‘\\\\’\\\\‘
Time--> 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG061688.D\data.ms
1600000 19.824

17.544

1400000
15.694
1200000

1000000 14.395 17.494 21.704
14.107

800000 14.701

600000

21.363

400000 H.793

18.326

200000

133 . SIHSF1501 | 1FGBRSE0 16. 904 (62.806.108| 18.668.954

O e e e e v 4 m+m+——r 1

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 : ' '
1600000 TIC: BG061688.D\data.ms

1400000
1200000

1000000
24.718

800000

600000 4.936
4000007 53 208

200000
R—;

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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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\

Library Search Compound Report

Data File : BGP61688.D

Acqg On : 24 Jun 2024 23:39
Operator : MA/JU

Sample : P2856-20

Misc

ALS vial : 21 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 1 1-Propanol, 2-(1-methyletho... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.737 2.49 ng/ul 53778 1,4-Dichlorobenzene-d4 8.073

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol, 2-(1-methylethoxy)- 118 C6H1402 003944-37-4 50
2 Propylene Glycol 76 C3H802 000057-55-6 39
3 (2R,4R)-(-)-Pentanediol 104 C5H1202 042075-32-1 38
4 2,4-Pentanediol 104 C5H1202 000625-69-4 38
5 Hydrazine, (2-methoxyethyl)- 90 C3H106N20 003044-15-3 38
Abundance  Scan 76 (3.737 min): BG061688.D\data.ms (-73) (-) m/z 45.00 100.00%
45.0
5000 A\
REma R
‘ 1285 2152 1975 3.40 3.60 3.80 4.00
O 2235 2192 3998 AalS . m/z 43.e0 18.50%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10077: 1-Propanol, 2-(1-methylethoxy)-
45.0
5000
3.40 3.60 3.80 4.00
J m/z 60.90 6.37%
O‘\\“\‘J\‘lL‘\\\()‘3\.\0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #1085: Propylene Glycol

1° b 1

3.40 3.60 3.80 4.00
5000 m/z 44.00 5.16%

N ‘

£

oo o i o

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #5389: (2R,4R)-(-)-Pentanediol R R

45.0 3.40 3.60 3.80 4.00
m/z 42.00 4.15%
5000
103.0 5 AN
0ty BB e e

m/z--> 0 50 100 150 200 250 300 350 400 450

3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BGP61688.D

Acqg On : 24 Jun 2024 23:39
Operator : MA/JU

Sample : P2856-20

Misc

ALS vial : 21 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 Pentanedioic acid, dimethyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.789 2.36 ng/ul 89059 Naphthalene-d8 10.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 78
2 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 72
3 Butanedioic acid, methyl-, dimet... 160 C7H1204 001604-11-1 50
4 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 50
5 Butyric acid, 3-bromo-, methyl e... 180 C5H9Bro02 021249-59-2 43
Abundance Scan 1106 (9.789 min): BG061688.D\data.ms (-1101) (-) m/z 59.00 100.00%
59.0
5000
129.1
T ‘ T T ‘M\
9.50 10.00
2454 347.3 449.0
o‘”-'\ R e R e e m/z 100.00  70.59%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #36502: Pentanedioic acid, dimethyl ester
59.0
5000 — ——
129.0 9.50 10.00
m/z 101.00 60.82%
OL}“\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #36503: Pentanedioic acid, dimethyl ester
59.0
950 1000
5000 m/z 55.00 37.14%
129.0
o_n”!“lH‘J“WH_m_m_m_m_m_m,uu
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #36518: Butanedioic acid, methyl-, dimethyl ester
59.0 9.50 10.00

m/z 42.00  35.81%

0 nm ‘\‘” ‘ /km/\

m/z--> 0 50 100 150 200 250 300 350 400 450 1000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BGP61688.D

Acqg On : 24 Jun 2024 23:39
Operator : MA/JU

Sample : P2856-20

Misc

ALS vial : 21 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 1-Phenoxypropan-2-ol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.616 3.65 ng/ul 137760  Naphthalene-d8 10.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 94
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 93
3 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 81
4 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 68
5 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 52
Abundance Scan 1417 (11.616 min): BG061688.D\data.ms (-1411) (- | m/z 94.00 100.00%
94.0
5000
——h —
39}? } 15‘2'0 2202 2003 463 11.50 12.00
|
0,‘HW%MJ‘Vm“‘m“_‘{‘_"WF“W“H“‘H“H‘{ m/z 77.10 26.16%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
5000 R N
11.50 12.00
152.0 m/z 45.00 21.75%
39 ‘ ‘
O’\\\‘w"?‘!ll\}\T“’\‘\\\[‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #30123: 1-Phenoxypropan-2-ol
94.0
bha gy ‘MA‘AA‘ n ‘A‘ "
11.50 12.00
5000 m/z 51.05 19.23%
37-0 h 152.0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #30125: 1-Phenoxypropan-2-o
94.0 11.50 12.00
m/z 108.00 17.07%
5000
152.0
39,0
m/z--> 0 50 100 150 200 250 300 350 400 450 11.50 12.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\

Library Search Compound Report

Data File : BGP61688.D

Acqg On : 24 Jun 2024 23:39
Operator : MA/JU

Sample : P2856-20

Misc

ALS vial : 21

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024 .MA.M
: SVOA 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 4 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.326 5.85 ng/ul 429818 Phenanthrene-d10 17.444
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 86
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76

Abundance Scan 2559 (18.326 min): BG061688.D\data.ms (-2555) (- | m/z 43.00 100.00%

43.0
5000
T 2132 SN R
VW \ 3415 4612 18.00 18.50
o‘H‘M"hﬁwm‘\\i\HME?99_‘H‘H4QE5H?H‘E??§‘ m/z 57.10 91.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143508: n-Hexadecanoic acid
43.0 256.0
5000 = )
129.0 18.00 18.50
‘ m/z 60.00 90.46%
MRE
0 ‘ TT \1 “ !‘J‘II‘JJ\”H 1“ L \‘ T \““ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500

D
Q
o

Abundance #143510: n-Hexadecanoic acid
T \
18.00 18.50
5000 1290 m/Z 73 . 09 83 . 7500
“ 213.0
(" IMhmJ yML\Hn‘JH‘“H“_“‘_“‘_“w“‘w
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #126199: Pentadecanoic acid - PRy
73.0 18.00 18.50
m/z 55.00 77 .24%
5000
& ‘ 199.0
0‘15;“ “‘“]TP‘\*‘ et s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BGP61688.D

Acqg On : 24 Jun 2024 23:39
Operator : MA/JU

Sample : P2856-20

Misc

ALS vial : 21 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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.595 2.29 ng/ul 154737  Chrysene-di12 21.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 86
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
3 Octadecanoic acid 284 C18H3602 000057-11-4 80
4 Octadecanoic acid 284 C18H3602 000057-11-4 64
5 Tricosanoic acid 354 C23H4602 002433-96-7 60

Abundance Scan 2775 (19.595 min): BG061688.D\data.ms (-2772) (- | m/z 43.05 100.00%

43.0
5000
129.1
. T T

19.50

295.1 355.7
ow“l‘\‘ m/z 55.00  84.88%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #179089: Octadecanoic acid
73.0
‘ ‘ ‘

5000 129.0 19%0
m/z 57.10 79.82%

‘ } 1850  284.0
O‘\\"\H[ "IMHHNIMW“‘\r\\\‘\\l\r“\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e
43.0
T \

\
19.50
5000 m/z 60.00 76.92%

284.0
129.0
‘ ‘ 185.0
0l \II‘ ‘H”‘u’ﬂ ‘M‘\.; ‘\‘l‘ ‘\ ‘M “‘l‘ “ e “3‘7‘2‘9‘ T
m/z--> 0 50 lOO 150 200 250 300 350 400 450
Abundance #179090: Octadecanoic acid Al

43.0 19.50

5000
129.0
‘ ‘ 185.0 284.0
‘ | il \I“nih“w\ ] \\ \‘ ‘

0 L b s
miz--> 0 50 100 150 200 250 300 350 400 450 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BGO61688.D

Acqg On : 24 Jun 2024 23:39

Operator : MA/JU

Sample : P2856-20

Misc

ALS vial : 21

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024 .MA.M
: SVOA 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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
21.363  7.56 ng/ul 511689 Chrysene-di2 21.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11-Docosene se8 CooHaa 061599-67-3 98
2 Cyclooctacosane 392 C28H56 000297-24-5 95

3 Heptafluorobutyric acid, hexadec... 438 C20H33F702
4 Heptafluorobutyric acid, pentade... 424 C19H31F702
5 1-Tricosene 322 C23H46

006385-15-5 94
959261-23-5 94
018835-32-0 91

Abundance Scan 3076 (21.363 min): BG061688.D\data.ms (-3071) (- | m/z 57.00 100.00%
57.0

£

5000
111.1
‘ 21.00 21.50
ol LMALLL 2672 2528  356.9 4460 1L ... 4360  77.12%
mjz—> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209740: 1-Docosene kkMMWMNNNV/\VQWAMMMwMW
57.0
5000 111.0 =l C
2080 21.00 21.50
m/z 55.80 72.71%
1‘ ‘\ 1P10223 ‘
O\H“\H“ H‘meﬁwﬂ“‘“}Wf“w“ww“ww‘w‘\‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500

£

Abundance #297106: Cyclooctacosane
57.0
21.00 21.50
5000 ITI/Z 83.00 53.85%
111.0
392.0
_““H‘ L el e o S e o b e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #321013: Heptafluorobutyric acid, hexadecyl ester B e
57.0 21.00 21.50
m/z 69.10 49.62%
5000 111.0
169.0
bbbl L2200 200 ]l
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\BG062424\
Data File : BGP61688.D

Acqg On : 24 Jun 2024 23:39
Operator : MA/JU

Sample : P2856-20

Misc

ALS vial : 21 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 7 13-Docosenamide, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.208 7.34 ng/ul 496043  Chrysene-di12 21.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 81
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 72
3 Heptanamide, 4-ethyl-5-methyl- 171 C1@H21NO 054789-40-1 64
4 Butanamide 87 C4HONO 000541-35-5 43
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 43

Abundance Scan 3390 (23.208 min): BG061688.D\data.ms (-3386) (- | m/z 59.00 100.00%
59.0

-

5000
\ 23.00 23.50
80 207.0 : :
21. l !
or AMLLZR0, 2T Oea0mnnare0assa 5200 Tl g 6y a0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #245084: 13-Docosenamide, (Z)-
59.0
5000 e s —
137.0 23.00 23.50
m/z 72.00 60.50%
337.0
O‘\\\‘\’\f‘“‘\"}u\'“\w“\]\-\gfs\o\\\%7\?!0’\1\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #174777: 9-Octadecenamide, (Z2)-
59.0
st oot
23.00 23.50
5000 ITI/Z 41.05 38.00%
' 126.0
281.0
b iy g0 0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #46324: Heptanamide, 4-ethyl-5-methyl- — —
59.0 23.00 23.50
m/z 43.00 36.76%
B MWJ\‘\AMW
ol pporse ) aed
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.00 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BGP61688.D

Acqg On : 24 Jun 2024 23:39
Operator : MA/JU

Sample : P2856-20

Misc

ALS Vvial : 21  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|
1-Propanol, 2-(... 3.737 2.5 ng/ul 53778 1 8.073 432476 20.0
Pentanedioic ac... 9.789 2.4 ng/ul 89059 2 10.887 755826 20.0
1-Phenoxypropan... 11.616 3.6 ng/ul 137760 2 10.887 755826 20.0
n-Hexadecanoic ... 18.326 5.8 ng/ul 429818 4 17.444 1468570 20.0
Octadecanoic acid 19.595 2.3 ng/ul 154737 5 21.704 1351300 20.0
(DEL) Alkane: S... 21.363 7.6 ng/ul 511009 5 21.704 1351300 20.0
13-Docosenamide... 23.208 7.3 ng/ul 496043 5 21.704 1351300 20.0
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