LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acg On : 04 Oct 2024 14:20
Operator : RC/JU

Sample : P4017-19ME

Misc :

ALS Vial : 42 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 : 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 _MA_M
Title : SVOA CALIBRATION
Signal : TIC: BM047842.D\data.ms
peak R.T. first max last PK peak corr.  corr. % of
# min scan scan scan TY height area % max.  total
1 3.669 113 116 129 rBV 260573 431990 1.73% 0.315%
2 6.893 660 664 669 rvw 119237 177232 0.71% 0.129%
3 6.969 669 677 683 rvVW 982760 1654863 6.64% 1.209%
4 7.128 698 704 711 rBV 818119 1246750 5.01% 0.910%
5 7.234 718 722 729 rVW 114812 172416  0.69%  0.126%
6 7.334 732 739 751 rVW 1006111 1601603 6.43% 1.170%
7 7.451 751 759 768 rvB2 318090 745041 2.99%  0.544%
8 7.798 810 818 824 rBV 1003215 1653135 6.64% 1.207%
9 7.916 834 838 847 rvB2 134579 223278 0.90% 0.163%
10 8.175 876 882 888 rBV 112853 180674 0.73% 0.132%
11 8.281 895 900 906 rvv2 100089 236390 0.95% 0.173%
12 8.340 906 910 916 rvv2 154967 320867 1.29%  0.234%
13  8.440 923 927 930 rVWW3 208477 370638 1.49% 0.271%
14 8.504 933 938 945 rVV 1266030 2024991 8.13% 1.479%
15 8.569 945 949 0952 rVV 145829 223947 0.90% 0.164%
16 8.604 952 955 964 rVB 121346 207708 0.83% 0.152%
17 8.751 976 980 984 rBV 113137 170059 0.68% 0.124%
18 8.798 984 988 997 rVB2 294392 509482 2.05% 0.372%
19 8.910 997 1007 1010 rBvV2 281262 564605 2.27% 0.412%
20 8.951 1010 1014 1020 rVV 894823 1422613 5.71% 1.039%
21 9.034 1023 1028 1033 rVB 698032 996558 4.00% 0.728%
22 9.151 1039 1048 1054 rBvV6 136173 351248 1.41% 0.257%
23 9.245 1054 1064 1065 rBv2 90498 187970 0.75%  0.137%
24 9.487 1101 1105 1116 rVB5 136377 335792  1.35%  0.245%
25 9.592 1116 1123 1130 rVB4 89993 197144  0.79%  0.144%
26 9.675 1130 1137 1143 rBV 790744 1397152 5.61% 1.020%
27 9.804 1152 1159 1164 rBv2 81585 175724  0.71% 0.128%
28 9.881 1169 1172 1179 rVB 132575 202223 0.81% 0.148%
29 9.951 1179 1184 1187 rBvV2 105698 160562 0.64% 0.117%
30 9.998 1187 1192 1195 rBv4 98933 162566  0.65% 0.119%
31 10.063 1200 1203 1211 rVv3 102031 186131 0.75% 0.136%
32 10.216 1220 1229 1237 rVV 1197959 2186634 8.78% 1.597%
33 10.292 1237 1242 1253 rVB2 148671 268814 1.08% 0-196%
34 10.587 1282 1292 1299 rVV2 5678604 9603433 38.56% 7.013%
35 10.639 1299 1301 1308 rVV 142939 243654 0.98% 0.178%

36 10.716 1308 1314 1326 rVV2 1726051 3592518
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acg On : 04 Oct 2024 14:20
Operator : RC/JU

Sample : P4017-19ME

Misc :

ALS Vial : 42 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 : 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\svoasrv\HPCHEMI\BNA_M\Methods\SFAM-EPA-BM092724 .MA .M
Title : SVOA CALIBRATION

37 10.881 1336 1342 1352 rVB4 110885 245240 0.98%  0.179%
38 10.975 1352 1358 1370 rBvV2 386682 721217  2.90%  0.527%
39 11.104 1370 1380 1395 rBvV2 225849 569904 2.29% 0.416%
40 11.486 1440 1445 1448 rBV 320851 542900 2.18%  0.396%
41 11.628 1464 1469 1473 rBY 127455 194527 0.78%  0.142%
42 11.839 1498 1505 1515 rBv4 215419 566149 2.27% 0.413%
43 12.016 1529 1535 1540 rBV2 459624 797519  3.20% 0.582%
44 12.251 1569 1575 1584 rVB 571821 1015599 4.08% 0.742%
45 12.428 1600 1605 1609 rVv3 408800 727777  2.92%  0.531%
46 12.475 1609 1613 1622 rVV 336262 506344 2.39%  0.436%
47 12.780 1659 1665 1670 rBV6 84112 171613 0.69%  0.125%
48 13.010 1700 1704 1710 rVV 369298 557403 2.24%  0.407%
49 13.269 1742 1748 1754 rBY 427841 639451 2.57%  0.467%
50 13.486 1777 1785 1794 rVB3 226559 559761 2.25%  0.409%
51 13.616 1797 1807 1812 rBv4 347785 906144  3.64% 0.662%
52 13.757 1822 1831 1835 rBY 373330 758107 3.04%  0.554%
53 13.810 1836 1840 1841 rVV 290434 408116 1.64% 0.298%
54 13.839 1841 1845 1852 rVB 2272249 3172449 12.74% 2.317%
55 13.927 1852 1860 1863 rVB 115762 206044 0.83% 0.150%
56 13.992 1863 1871 1875 rBv4 213115 406099 1.63% 0.297%
57 14.127 1888 1894 1904 rVB 2569876 4025012 16.16% 2.939%
58 14.339 1925 1930 1934 rBV 499677 656837 2.64%  0.480%
59 14.386 1934 1938 1940 rVV 146856 201816 0.81%  0.147%
60 14.433 1940 1946 1953 rVB 1992101 3023947 12.14% 2.208%
61 14.522 1956 1961 1965 rVB4 425879 608230 2.44%  0.444%
62 14.627 1973 1979 1986 rBV2 955685 1754193 7.04% 1.281%
63 14.833 2010 2014 2020 rVB2 204460 342994  1.38%  0.250%
64 14.904 2021 2026 2031 rBV2 163463 272394  1.09%  0.199%
65 14.969 2031 2037 2042 rVB5 141795 268358 1.08%  0.196%
66 15.057 2042 2052 2058 rBV 2269242 3433683 13.79% 2.508%
67 15.221 2075 2080 2084 rVV5 169840 341976  1.37%  0.250%
68 15.292 2088 2092 2096 rVB 497534 639502 2.57%  0.467%
69 15.427 2105 2115 2120 rBV 3196805 4749736 19.07%  3.469%
70 15.539 2127 2134 2141 rBV 921016 1382525 5.55% 1.010%
71 15.698 2157 2161 2169 rVB3 217509 354237 1.42%  0.259%
72 15.786 2171 2176 2183 rVB 1367152 1935422 7.77%  1.413%
73 15.910 2194 2197 2206 rVB7 99289 211838 0.85%  0.155%
74 15.992 2206 2211 2215 rBV2 110942 180594 0.73% 0.132%
75 16.151 2233 2238 2241 rBY 603390 841503 3.38% 0.615%
76 16.351 2268 2272 2280 rVB2 182528 335216  1.35%  0.245%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acg On : 04 Oct 2024 14:20
Operator : RC/JU

Sample : P4017-19ME

Misc :

ALS Vial : 42 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 : 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA_M
Title : SVOA CALIBRATION

77 16.833 2346 2354 2364 rBV 16010090 24906177 100.00% 18.189%
78 16.939 2368 2372 2376 rVV 573642 783712  3.15% 0.572%
79 16.992 2377 2381 2391 rVB 297437 498219 2.00% 0.364%
80 17.174 2406 2412 2417 rBV 2350514 3268061 13.12% 2.387%

81 17.215 2417 2419 2422 rVV 144596 161993 0.65% 0.118%
82 17.268 2423 2428 2439 rVB 3420040 5074323 20.37% 3.706%
83 17.674 2493 2497 2502 rBV 518345 634571  2.55%  0.463%
84 17.751 2507 2510 2513 rVV 130101 171032 0.69%  0.125%
85 17.792 2513 2517 2521 rVB 227136 296099 1.19% 0.216%
86 17.892 2530 2534 2541 rBV 94372 161033 0.65% 0.118%
87 18.068 2557 2564 2579 rVB3 480155 983500 3.95% 0.718%
88 18.368 2610 2615 2623 rBY 449141 637418 2.56%  0.466%
89 18.768 2679 2683 2690 rBv4 72943 163365 0.66% 0.119%
90 18.998 2718 2722 2730 rVB 416509 638693 2.56%  0.466%
91 19.557 2811 2817 2831 rBV 4460588 6336993 25.44% 4.628%
92 20.104 2907 2910 2915 rVB 313818 338989 1.36%  0.248%
93 20.598 2991 2994 2998 rBV 215190 227688 0.91% 0.166%
94 21.080 3071 3076 3087 rVB2 1465620 2013009 8.08% 1.470%
95 21.398 3124 3130 3137 rBVY 2529846 3704996 14.88% 2.706%
96 21.592 3160 3163 3169 rVB 202961 285649 1.15%  0.209%
97 22.045 3236 3240 3253 rVB 398033 656932 2.64%  0.480%
98 22.162 3254 3260 3270 rVB2 572796 1162081 4.67% 0.849%
99 24.191 3596 3605 3619 rVB 2374117 5897359 23.68% 4.307%
100 24.397 3631 3640 3653 rVB 1561884 4220021 16.94% 3.082%

Sum of corrected areas: 136930694
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Data Path

Data File :

Acq On
Operator
Sample
Misc
ALS Vial

LSC Report - Integrated Chromatogram

> Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
BM047842.D

: 04 Oct 2024 14:20

: RC/JU

: P4017-19ME

: 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA .M
Quant Title : SVOA CALIBRATION

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

Time-->

1.4e+07

1.2e+07

le+07

8000000

4000000

Abundance TIC: BM047842.D\data.ms
1.6e+07

6000000 10.587

2000000 8.504 g 10.216 1p.716
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ol 3069 coga 244t 19 Ft azassenangoon qIRAT0N ARG TR 7
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acq On : 04 Oct 2024 14:20
Operator : RC/JU

Sample : P4017-19ME

Misc :

ALS Vial : 42  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA .M
Quant Title : SVOA CALIBRATION

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

*hkhkkkhkhhhhhhkx *kkk Kk *hkkkkk * *kkkk *hkkkkk *k kX Kk **

Peak Number 1 Benzene, 1-ethyl-3-methyl- Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
6.893 2.14 ng/ul 177232  1,4-Dichlorobenzene-d4 7.798

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 97
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
Abundance Scan 664 (6.893 min): BM047842.D\data.ms (-660) (-) m/z 105.10 100.00%
105.1
5000
51. ( 6.60 6.80 7.00 7.20
0 WmwHM‘,u‘m‘_u‘:"U‘m‘m‘“‘H‘W%??f‘?www‘_%%1;- m/z 120.10  34.52%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 \\\‘\\\\/\‘\\\\‘\\\\’\\\\
6.60 6.80 7.00 7.20
m/z 91.00 12.62%
39.0
O \H‘H\\‘HH"\?\H\‘R\‘}\“‘H‘\““HH‘\H\‘\H\’HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
P
6.60 6.80 7.00 7.20
5000 m/z 77.10 12.25%
39.0
0‘H_MwwhwHhukﬂuwuuwuwHH“HWHH_HWHH_HW‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10723: Benzene, 1-ethyl-3-methyl- A ARmma s EEE
105.0 6.60 6.80 7.00 7.20
m/z 103.05 9.02%
5000
39.0
Obrrr bbbl 20 etk e SUSSDE VAL VAR AW
m/z--> 20 40 60 80 100120140160180200220240260280 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acq On : 04 Oct 2024 14:20
Operator : RC/JU

Sample : P4017-19ME

Misc :

ALS Vial : 42  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA .M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 2 2-Heptanone, 4,6-dimethyl- Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
7.234 2.09 ng/ul 172416 1,4-Dichlorobenzene-d4 7.798

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Heptanone, 4,6-dimethyl- 142 C9H180 019549-80-5 64
2 2-Heptanone, 4,6-dimethyl- 142 C9H180 019549-80-5 56
3 Carbonic acid, hexyl prop-l-en-2... 186 C10H1803 1000382-54-2 50
4 3-Ethyl-3-methyl-2-pentanol 130 C8H180 066576-22-5 43
5 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 40

Abundance Scan 722 (7.234 min): BM047842.D\data.ms (-718) (-) m/z 43.10 100.00%

43.1
5000
85.0
RS R Ee
H 1271 7.00 7.20 7.40 7.60
ol Al et 2070 2820 ho 58 05 56.46%
miz--> 50 100 150 200 250
Abundance #23062: 2-Heptanone, 4,6-dimethyl-
43.0
5000 \\\\‘\\\\‘\\rj\\\"m\\‘\\\
85.0 7.00 7.20 7.40 7.60
m/z 69.05 30.86%
0 \‘\m\ ‘\H“MH\”‘ \“‘\ T ‘\1\27\0\ L B Bt B B B B
m/z--> 50 100 150 200 250
Abundance #23050: 2-Heptanone, 4,6-dimethyl-
43.0
R R B R
7.00 7.20 7.40 7.60
5000 m/z 85.05 28.85%
85.0
0120 M0
miz--> 50 100 150 200 250
Abundance  #60472: Carbonic acid, hexyl prop-1-en-2-yl ester
43.0 7.00 7.20 7.40 7.60
m/z 84.05 26.01%
. ML\W
H 85.0
0 ‘WL‘JML‘”“‘ e N —
m/z--> 50 100 150 200 250 7.00 7.20 7.40 7.60

SFAM-EPA-BM092724 .MA.M Sat Oct 05 06:52:33 2024 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acq On : 04 Oct 2024 14:20
Operator : RC/JU

Sample : P4017-19ME

Misc :

ALS Vial : 42  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA .M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 3 Mesitylene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.451 9.01 ng/ul 745041 1,4-Dichlorobenzene-d4 7.798

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Mesitylene 120 C9H12 000108-67-8 97
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
Abundance Scan 759 (7.451 min): BM047842.D\data.ms (-751) (-) m/z 105.10 100.00%
105.1
5000
o 70 7.20 7.40 7.60 7.80
Okl bl 24211930 /512010 43.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10692: Mesitylene
105.0
7.20 7.40 7.60 7.80
770 m/z 77.05 12.01%
51.0 ’
O \\\‘2\7\.9\“\\““\H“\‘\\\‘H‘\\‘\\‘M\\‘\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0
CET T e
7.20 7.40 7.60 7.80
5000 m/z 119.05 10.93%
270 510 770
0"w‘\HQHWNN‘HM‘ﬂ‘ﬂhw$‘u‘_“w‘u“u‘w“u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10715: Benzene, 1,2,3-trimethyl- RS aRREEE L
105.0 7.20 7.40 7.60 7.80
m/z 91.05 10.02%
5000
] 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acq On : 04 Oct 2024 14:20
Operator : RC/JU

Sample : P4017-19ME

Misc :

ALS Vial : 42  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA .M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 4 Benzene, 1,2,3-trimethyl- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
7.916 2.70 ng/ul 223278 1,4-Dichlorobenzene-d4 7.798

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Mesitylene 120 C9H12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
4 Mesitylene 120 C9H12 000108-67-8 93
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 838 (7.916 min): BM047842.D\data.ms (-834) (-) m/z 105.10 100.00%
105.1
5000
510 70 7.60 7.80 8.00 8.20
O bt ALl 1392 1930 050 05 38734
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10692: Mesitylene
105.0
5000 L L R R IR B
7.60 7.80 8.00 8.20
m/z 77.05 12.02%
77.0
0 \\\‘2\7\.(\)\“\\““\H“\‘\\\‘H‘ T \‘\ T “\“\ \‘\““\ T \\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
FETTO T
7.60 7.80 8.00 8.20
5000 m/z 91.05 11.40%
39.0 77.0
0 }ﬁ?ﬂm‘MHW‘MM‘M“H‘UHWﬂ‘H“H“_“W“H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10715: Benzene, 1,2,3-trimethyl- R REEE S S
105.0 7.60 7.80 8.00 8.20
m/z 119.05 10.87%
5000
. 77.0
m/z--> 20 40 60 80 100 120 140 160 180 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acq On : 04 Oct 2024 14:20
Operator : RC/JU

Sample : P4017-19ME

Misc :

ALS Vial : 42  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA .M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 5 Indane Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
8.175 2.19 ng/ul 180674 1,4-Dichlorobenzene-d4 7.798

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 91
2 Indane 118 C9H10 000496-11-7 87
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-.-.. 118 C9H10 1000191-13-7 80
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 74
5 (2)-1-Phenylpropene 118 C9H10 000766-90-5 72

Abundance Scan 882 (8.175 min): BM047842.D\data.ms (-876) (-) m/z 117.10 100.00%

117.1
5000
39.0 63.1 91"1 L 7.80 8.00 8.20 8.40
Ol ekt b 2980 /7 118,10 55.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10179: Indane
117.0
5000 \/‘\T\\\‘\\\\‘\\\\‘\\\\’\
7.80 8.00 8.20 8.40
m/z 115.05 34.09%
39.0 ?3'0 91‘..0
O\%3\.\0‘\“\\\“‘\\“{\“‘i‘\\\h‘\\‘\\“\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0 jkg¥
AR
7.80 8.00 8.20 8.40
5000 m/z 91.10 15.16%
91.0
39.0 63.0
015'°L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene N RERERNAREY B
117.0 7.80 8.00 8.20 8.40
m/z 63.10 9.42%
5000 91.0
39.0 65.0
O‘H‘_MHLHWMHHNMJM‘M‘“H‘_‘H‘H‘W‘H‘_‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acq On : 04 Oct 2024 14:20
Operator : RC/JU

Sample : P4017-19ME

Misc :

ALS Vial : 42  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA .M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 6 unknown-01 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
8.281 2.86 ng/ul 236390 1,4-Dichlorobenzene-d4 7.798

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Heptanone, 4,6-dimethyl- 142 C9H180 019549-80-5 35
2 2,15-Hexadecanedione 254 C16H3002 018650-13-0 16
3 cis-p-Mentha-2,8-dien-1-ol 152 C10H160 003886-78-0 14
4 2,7-Octanedione 142 C8H1402 001626-09-1 10
5 2-Hexanone 100 C6H120 000591-78-6 10
Abundance Scan 900 (8.281 min): BM047842.D\data.ms (-895) (-) m/z 43.10 100.00%
43.1
5000
711 1192
R RR SRR =RR
| ‘ H ‘ ‘ ros0 8.00 8.20 8.40 8.60
ool b s L 2989 m/z 58.10 39.07%
m/z--> 20 40 60 80 100120 140 160180 200 220240
Abundance #23062: 2-Heptanone, 4,6-dimethyl-
43.0
5000 J
85.0 8.00 8.20 8.40 8.60
m/z 119.10 27.72%
m/z--> 20 40 60 80 100120 140 160 180 200 220240
Abundance #140800: 2,15-Hexadecanedione
43.0 M
R RRRARE R
8.00 8.20 8.40 8.60
5000 m/z 105.10 26.59%
71.0
ol ‘ | 19701380 16901970 254¢
HWH‘WHH_‘H_HW‘HWHH‘HH_H‘_HWH‘WHH_‘H_
m/z--> 20 40 60 80 100120 140160180 200 220240
Abundance #29174 cis-p- Mentha—2,8—dien—1—ol
. 910 1340 8.00 8.20 8.40 8.60
m/z 71.10 24.58%
) MM
0! ‘WWMH‘WH‘WH‘W‘HW‘HW‘HW‘HW‘ e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acq On : 04 Oct 2024 14:20
Operator : RC/JU

Sample : P4017-19ME

Misc :

ALS Vial : 42  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA .M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 7 unknown-02 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
8.340 3.88 ng/ul 320867 1,4-Dichlorobenzene-d4 7.798

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-3-propyl- 134 C10H14 001074-43-7 46
2 Benzene, 1-methyl-3-propyl- 134 C10H14 001074-43-7 46
3 Decane, 5-methyl- 156 C1l1H24 013151-35-4 45
4 Benzene, 1l-methyl-2-propyl- 134 C10H14 001074-17-5 42
5 Benzene, l-methyl-2-propyl- 134 C10H14 001074-17-5 41
Abundance Scan 910 (8.340 min): BM047842.D\data.ms (-906) (-) m/z 105.10 100.00%
571 105.1
5000
134.1
‘ ﬁ) § ‘ 1561 2070 8.00 8.20 8.40 8.60
0“‘_“ﬂh“‘NL‘MHU‘H“u“ﬂ“u‘(u“_“w“h m/z 57.10 84.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17048: Benzene, 1-methyl-3-propyl-
105.0
5000 L L L R I L B
8.00 8.20 8.40 8.60
134.0 m/z 43.10 56.68%
O\1\5\(‘)\‘\\3\9“\0\\\‘\\\\H‘\\H\“\‘\\‘\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17053: Benzene, 1-methyl-3-propyl-
105.0
R RN
8.00 8.20 8.40 8.60
5000 m/z 85.10 29.24%
134.0
39.0 77.0 ‘
0"w‘\HWHW‘N‘HM‘W‘ﬂ‘uq‘uu‘u‘W‘u“u‘W“u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33084: Decane, 5-methyl-
57.0 8.00 8.20 8.40 8.60
m/z 41.10 22.76%
5000
290 85.0
oLl e e
H‘_‘H"H‘_"W‘H“H‘w“u‘u‘w“u‘u“_‘u R RREREEEEEEEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acq On : 04 Oct 2024 14:20
Operator : RC/JU

Sample : P4017-19ME

Misc :

ALS Vial : 42  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA .M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 8 Benzene, 1,4-diethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.440 4.48 ng/ul 370638 1,4-Dichlorobenzene-d4 7.798

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 91
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
3 1,3,8-p-Menthatriene 134 C10H14 018368-95-1 91
4 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
5 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 90
Abundance Scan 927 (8.440 min): BM047842.D\data.ms (-923) (-) m/z 119.10 100.00%
119.1

—

5000 91.1
AP
390 65.1 B 8.20 8.40 8.60 8.80
bt Al 340 2089 s 105,10 49.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000
91.0 8.20 8.40 8.60 8.80
m/z 134.05 43.70%
41.0 65.0 ‘ ‘
0 \\\‘\‘\\\‘\\\\‘\\\\“‘\\w\‘H‘\\‘\l\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0
AT e
8.20 8.40 8.60 8.80
5000 m/z 91.10 43.05%

91.0
15.0 390‘650‘ ‘ ‘ U

=

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17023: 1,3,8-p-Menthatriene A T e
119.0 8.20 8.40 8.60 8.80
m/z 77.05 15.72%
5000
91.0
“eo |
O v e A SeEES
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acq On : 04 Oct 2024 14:20
Operator : RC/JU

Sample : P4017-19ME

Misc :

ALS Vial : 42  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA .M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
8.569 2.71 ng/ul 223947  1,4-Dichlorobenzene-d4 7.798

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 64
2 Undecane, 3-methyl- 170 C12H26 001002-43-3 59
3 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 59
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 59
5 Nonane, 1-iodo- 254 C9H191 004282-42-2 53
Abundance Scan 949 (8.569 min): BM047842.D\data.ms (-945) (-) m/z 57.10 100.00%
57.1
5000 85.1
126.2 8.20 8.40 8.60 8.80
ol 380 L1929 s 71010 71.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33092: Decane, 3-methyl-
57.0
5000
20.0 85.0 8.20 8.40 8.60 8.80
m/z 43.10 63.07%
127.0
O\‘\‘\\\"‘\\\“‘\‘\‘M\"{\\\H‘\\\\‘\‘\\\‘\]\-\5\6‘.0\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45498: Undecane, 3-methyl-
57.0
8.20 8.40 8.60 8.80
5000 m/z 41.10 52.19%
85.0
29.0
o, »“ b g 1120 D a700
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59110: Nonane, 5-(2-methylpropyl)- R R ARREENEE
57.0 8.20 8.40 8.60 8.80
m/z 85.10 41.94%
85.0
5000
29.0 126.0
A O O OO Y- SO
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acq On : 04 Oct 2024 14:20
Operator : RC/JU

Sample : P4017-19ME

Misc :

ALS Vial : 42  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA .M
Quant Title : SVOA CALIBRATION

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

*hkhkkkhkhhhhhhkx * ** *hkkkkk * * ** *hkkkkk * ** **

Peak Number 10 Benzene, 1-methyl-2-propyl- Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
8.604 2.51 ng/ul 207708 1,4-Dichlorobenzene-d4 7.798

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-2-propyl- 134 C10H14 001074-17-5 94
2 Benzene, 1-methyl-2-propyl- 134 C10H14 001074-17-5 90
3 Benzene, 1-methyl-2-propyl- 134 C10H14 001074-17-5 90
4 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 90
5 Benzene, l-methyl-4-propyl- 134 C10H14 001074-55-1 87
Abundance Scan 955 (8.604 min): BM047842.D\data.ms (-952) (-) m/z 105.10 100.00%
105.1
5000
134.1
77.0 8.20 8.40 8.60 8.80 9.00
39.1 M Ll 207.9 0
O R e B e RA m/z 134.05 23.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0
5000 ‘\\\\‘H\\’\H\‘\\\%\\
8.20 8.40 8.60 8.80 9.00
134.0 m/z 77.00 11.73%
77.0
O\;?\.9\‘\\3\9":9\‘\\“\‘\\\M‘\\h\’H‘\\\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17057: Benzene, 1-methyl-2-propyl-
105.0
DT
8.20 8.40 8.60 8.80 9.00
5000 m/z 91.05 10.41%
134.0
27.0 g1 77.0
Y R o S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17056: Benzene, 1-methyl-2-propyl- e T R
105.0 8.20 8.40 8.60 8.80 9.00
m/z 79.10 9.15%
5000
134.0
27.0 519 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acq On : 04 Oct 2024 14:20
Operator : RC/JU

Sample : P4017-19ME

Misc :

ALS Vial : 42  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA .M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 11 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 37

R.T. EstConc Area Relative to ISTD R.T.
8.751 2.06 ng/ul 170059 1,4-Dichlorobenzene-d4 7.798
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 o0-Cymene 134 C10H14 000527-84-4 95
Abundance Scan 980 (8.751 min): BM047842.D\data.ms (-976) (-) m/z 119.05 100.00%
119.1
5000
91.0
8.40 8.60 8.80 9.00
390 65.1
o) S Y ‘ wh‘u Al 470 1909 m/z 134.05  31.32%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
8.40 8.60 8.80 9.00
910 m/z 91.05 19.31%
O \‘\\\\‘\‘1\\“‘\\‘\‘\‘w‘\\\“\\\\‘u‘\\‘\w\\\“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
R A RRAaRas S
8.40 8.60 8.80 9.00
5000 m/z 105.05 15.61%
91.0
150 390 650 [
0 wu‘wﬂuﬂﬁﬂhw‘ﬂ‘HH‘HNW‘NM‘H‘_‘H_‘H‘H‘
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0 8.40 8.60 8.80 9.00
m/z 120.05 10.16%
5000
91.0 /\
65 O
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acq On : 04 Oct 2024 14:20
Operator : RC/JU

Sample - P4017-19ME

Misc :

ALS Vial : 42  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA .M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 12 o-Cymene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
8.798 6.16 ng/ul 509482  1,4-Dichlorobenzene-d4 7.798
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 o-Cymene 134 C10H14 000527-84-4 89
2 o-Cymene 134 C10H14 000527-84-4 86
3 o0-Cymene 134 C10H14 000527-84-4 86
4 Benzene, 1l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 86
5 p-Cymene 134 C10H14 000099-87-6 83
Abundance Scan 988 (8.798 min): BM047842.D\data.ms (-984) (-) m/z 119.10 100.00%
571 119.1
5000
8.40 8.60 8.80 9.00 9.20
156.2 .
ob— Lﬂj “'OHM‘ S 207t 28l hyz 57.10  83.87H
miz--> 50 100 150 200 250
Abundance #16998: o-Cymene
119.0
5000 [T T T i T[T T [ TTrTTT
8.40 8.60 8.80 9.00 9.20
m/z 58.10 67.62%
410 77.0
0 \\‘\U‘MW\M\N’WHH\‘\‘\ L B B
m/z--> 50 100 150 200 250
Abundance #16997: o-Cymene
119.0
8.40 8.60 8.80 9.00 9.20
5000 m/z 43.10 59.75%
41.0 77.0 ‘
ol b L
miz--> 50 100 150 200 250
Abundance #16996: 0-Cymene BEAEREEEEE S
119.0 8.40 8.60 8.80 9.00 9.20
m/z 85.10 58.24%
5000
390 47 ‘
m/z--> 50 100 150 200 250 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acq On : 04 Oct 2024 14:20
Operator : RC/JU

Sample : P4017-19ME

Misc :

ALS Vial : 42  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA .M
Quant Title : SVOA CALIBRATION

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

*hkhkkkhkhhhhhhkx * ** *hkkkkk * * ** *hkkkkk * ** **

Peak Number 13 Carbonic acid, prop-1-en-2-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.034 12.06 ng/ul 996558 1,4-Dichlorobenzene-d4 7.798

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 90
2 Tetradecane 198 C14H30 000629-59-4 83
3 Carbonic acid, prop-l-en-2-yl tr... 284 C17H3203 1000382-90-8 83
4 Decane, 2-methyl- 156 C11H24 006975-98-0 80
5 Tridecane 184 C13H28 000629-50-5 78

Abundance Scan 1028 (9.034 min): BM047842.D\data.ms (-1023) (-} | m/z 57.10 100.00%
57.1

5000

N

85.1

‘ ‘ 8.80 9.00 9.20 9.40
N O NE = - F N By o e T F o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester
57.0

o

%

5000 L L I L L B B
85.0 8.80 9.00 9.20 9.40
29.0 ' m/z 71.10 48.23%
N H‘ | M0 1400 168.0 1960 241
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74006: Tetradecane
57.0
e ARRa Ry
8.80 9.00 9.20 9.40
5000 m/z 41.10 41.83%
85.0
29.0

L‘ \\‘ H“ | 4 11301410 169.0 1980

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester T T [T
57.0 8.80 9.00 9.20 9.40

m/z 85.10 27.66%

o

%

5000
85.0

29.0

%

ol h h‘ 1110 1540 1820 2270
ol AL 1540 1820 2270 SUAWIUL UV VEN.S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acq On : 04 Oct 2024 14:20
Operator : RC/JU

Sample : P4017-19ME

Misc :

ALS Vial : 42  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA .M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 14 unknown-03 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.151 4.25 ng/ul 351248 1,4-Dichlorobenzene-d4 7.798

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-Methylphenyl acetone 148 C10H120 002096-86-8 46
2 2-Methylindan-2-ol 148 C10H120 033223-84-6 41
3 Spiro[4.4]nona-1,3-diene, 1,2-di... 148 C11H16 1000163-57-6 38
4 Benzene, 1l-methyl-4-(2-methylpro... 148 C11H16 005161-04-6 35
5 3-Buten-2-ol, 4-phenyl- 148 C10H120 017488-65-2 27
Abundance Scan 1048 (9.151 min): BM047842.D\data.ms (-1039) (-) m/z 105.10 100.00%
105.1
5000 57.1
148.1
‘ ‘ hgl ‘ 8.80 9.00 9.20 9.40
O bl b b ol 20700 ngr 57,10 42.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26208: 4-Methylphenyl acetone
105.0
5000 43.0
8.80 9.00 9.20 9.40
77.0 148.0 m/z 43.10 36.66%
15\0 | ‘ \‘\ Ly M | ‘
0 \\\‘\\\\‘\\}\‘\\\\‘\\\\‘\‘\\\’\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26188: 2-Methylindan-2-ol
43.0 105.0
e Nt
8.80 9.00 9.20 9.40
5000 148.0 m/z 119.10 34.67%
77.0
0 H“H‘H_‘MWWHJWHm‘ﬂuNW‘WL“L“H“_“W“H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26405: Spiro[4.4]nona-1,3-diene, 1,2-dimethyl-
105.0 133.0 8.80 9.00 9.20 9.40
m/z 148.05 34.49%
5000
o 0L g
0 H“m"Wuwuwh‘w_‘PWN1HMM‘NW‘JH“‘H“‘H"H‘ A A
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acq On : 04 Oct 2024 14:20
Operator : RC/JU

Sample : P4017-19ME

Misc :

ALS Vial : 42  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA .M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 15 7-Methyl-1,6-octadiene Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
13.010 3.69 ng/ul 557403  Acenaphthene-d10 14.433
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 7-Methyl-1,6-octadiene 124 C9H16 042152-47-6 58
2 2-Cyclohexen-1-one, 4,4-dimethyl- 124 C8H120 001073-13-8 53
3 2-Cyclohexen-1-one, 3,5-dimethyl- 124 C8H120 001123-09-7 50
4 1H-Pyrazole, 4,5-dihydro-5,5-dim... 138 C8H14N2 106251-09-6 50
5 Isophorone 138 C9H140 000078-59-1 47
Abundance Scan 1704 (13.010 min): BM047842.D\data.ms (-1700) (- | m/z 82.10 100.00%
82.1 F
5000
411 109.1 1404 18‘0-2 13.00
Ol L T L2070 s 180,15 14.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12165: 7-Methyl-1,6-octadiene
55.0 | 82.0
5000 e
124.0 13.00
: 0
270 m/z 109.10 12.06%
O' \\\h‘\\“\\’\‘\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12065: 2-Cyclohexen-1-one, 4,4-dimethyl-
82.0
T I
13.00
5000 124.0 m/z 81.10 12.00%
41.0
A ' O A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12057: 2-Cyclohexen-1-one, 3,5-dimethyl- —— ‘
82.0 13.00
m/z 41.10 10.32%
5000
39.0
‘ 124.0
0 459AHNWHWMMM‘Nﬂ“W‘N‘w“‘w“u,“u“‘u“u‘ e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acq On : 04 Oct 2024 14:20
Operator : RC/JU

Sample - P4017-19ME

Misc

ALS Vial : 42  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA .M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 16 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.269 4.23 ng/ul 639451  Acenaphthene-d10 14.433
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Nonadecane 268 C19H40 000629-92-5 83
3 Tridecane 184 C13H28 000629-50-5 80
4 Heptadecane 240 C17H36 000629-78-7 80
5 Hexadecane 226 C16H34 000544-76-3 80
Abundance Scan 1748 (13.269 min): BM047842.D\data.ms (-1742) (- | m/z 57.10 100.00%
57.1
‘ 13.00 13.50
99.1  154.1 ‘ : .
- h‘m“ bl 2982 2811 o 43010 75.08%
m/z--> 50 100 150 200 250
Abundance #74004: Tetradecane
57.0
5000 . Rae
13.00 13.50
m/z 71.10 56.48%
27‘.0‘ H | 99.0 4410 198.0
O T T ‘\ ‘\“‘ ‘\ ‘\‘ \“‘\ ‘M‘ \“ T “\ \‘ “\ T T T “ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #158598: Nonadecane
57.0
= —
13.00 13.50
5000 m/z 41.10 38.53%
99.0
oL 2O LL I a0 w0 asso
miz--> 50 100 150 200 250
Abundance #59027: Tridecane T —
57.0 13.00 13.50
m/z 85.10 36.31%
5000
27.0
‘ | (990 140 1840
ol bbb b e Nn o
m/z--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acq On : 04 Oct 2024 14:20
Operator : RC/JU

Sample : P4017-19ME

Misc :

ALS Vial : 42  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA .M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 17 unknown-04 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
13.486 3.70 ng/ul 559761  Acenaphthene-d10 14.433
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1-propyl- 170 C13H14 002765-18-6 38
2 Naphthalene, 1l-ethyl- 156 C12H12 001127-76-0 30
3 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 30
4 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 30
5 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 25

Abundance Scan 1785 (13.486 min): BM047842.D\data.ms (-1777) (+ | m/z 109.10 100.00%

109.1 9411
5000
581 170.1 =
i o5
ool il dlsdh L] L 2080 2810 a1 05 g4 5w
m/z--> 20 40 60 80 100 120140 160 180200220240260280
Abundance #45525: Naphthalene, 1-propyl-
141.0
5000 T
13.50
170.0 m/z 82.10 64.43%
. 280 63.0 102d |
\H‘\‘\\\“\H\"\\H‘\\H‘H\\‘H\\‘\\P\’\\‘\\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33126: Naphthalene, 1-ethyl-
141.0
13.50
5000 m/z 83.10 34.06%
2
o 80 o mdoy
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33127: Naphthalene, 1-ethyl- ——
141.0 13.50
m/z 55.10 32.50%
B M
0 27.0 6?7 0 102. 4 ) ‘ A
A AAaaaaaaNa R T e e et —r
m/z--> 20 40 60 80 100120140160180200220240260280 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acq On : 04 Oct 2024 14:20
Operator : RC/JU

Sample : P4017-19ME

Misc :

ALS Vial : 42  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA .M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 18 Naphthalene, 1,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.616 5.99 ng/ul 906144  Acenaphthene-d10 14.433
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
Abundance Scan 1807 (13.616 min): BM047842.D\data.ms (-1797) (- | m/z 156.10 100.00%
156.1
5000
109.1
431 77.0 H 189.2 ) 13.50 14.00
0 b 28l /7 141.00  69.54%
miz--> 50 100 150 200 250
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
5000 S A
13.50 14.00
115.0 m/z 155.10 35.46%
77.0
0 \‘\39‘\()” \‘h \‘”H‘\ L “ \“\““\ U ‘M\ L B B B B
miz--> 50 100 150 200 250
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0 j\/\ J
S =
13.50 14.00
5000 m/z 109.10 20.45%
77.0 115.0
AL e I
miz--> 50 100 150 200 250
Abundance #33144: Naphthalene, 2,7-dimethyl- == —
156.0 13.50 14.00
m/z 115.05 18.57%
5000
39.0 77"0 115.0
ol L ‘w‘w““ ‘MW‘ —— —— e i
m/z--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acq On : 04 Oct 2024 14:20
Operator : RC/JU

Sample : P4017-19ME

Misc :

ALS Vial : 42  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA .M
Quant Title : SVOA CALIBRATION

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

*hkhkkkhkhhhhhhkx *kkk Kk *hkkkkk * *kkkk *hkkkkk *k kX Kk **

Peak Number 19 Naphthalene, 2,3-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.757 5.01 ng/ul 758107  Acenaphthene-d10 14.433
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97

Abundance Scan 1831 (13.757 min): BM047842.D\data.ms (-1822) ( | m/z 156.10 100.00%
156.1
5000
115.1
391 771 ‘ ‘ m ' 13.50 14.00
Obrre i e bl 2922 2810 s 141 05 89.73%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000
13.50 14.00
m/z 155.05 27.03%
76.0
O \H‘H3H9‘\0\“\\"‘h\‘\“!“’H‘H‘HH‘HH“HM‘\H\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33149: Naphthalene, 2,3-dimethyl-
156.0 /\/\
S =
13.50 14.00
5000 m/z 115.10 19.71%
115.0
39
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33148: Naphthalene, 2,3-dimethyl-
156.0 13 50 14 00
m/z 128.05 16.13%
5000
76.0 115.0
RO N I 1 ——
m/z--> 20 40 60 80 100120140160180200220240260280 13 50 14 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acq On : 04 Oct 2024 14:20
Operator : RC/JU

Sample : P4017-19ME

Misc :

ALS Vial : 42  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA .M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 20 Naphthalene, 2,7-dimethyl- Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
13.992 2.69 ng/ul 406099  Acenaphthene-di10 14.433
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
Abundance Scan 1871 (13.992 min): BM047842.D\data.ms (-1863) (- | m/z 156.10 100.00%
156.1
5000 ]\M
115.1 — ﬁ\
411 770 ‘ 14.00
Orrr bbb s um‘lh JLU mf??,‘lww_m_%ﬁ‘%f m/z 141.05  99.56%
m/z--> 20 40 60 80 100120 140 160180200220240260280
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 T ‘J\f
14.00
m/z 155.05 23.83%
76.0
O \H‘\‘f3\\9“\O\“H"h\‘\”!h’\\‘\\‘HH‘H\\“HM‘HH’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0 /\/\
=l
14.00
5000 m/z 115.05 22.73%
77.0
115.0
ORI O ' U
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33157: Naphthalene, 1,7-dimethyl- —
156.0 14.00
m/z 137.00 18.57%
5000
77.0 115.0
L A A i 1 —— v
m/z--> 20 40 60 80 100120140160180200220240260280 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acq On : 04 Oct 2024 14:20
Operator : RC/JU

Sample : P4017-19ME

Misc :

ALS Vial : 42  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA .M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 21 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.339 4.34 ng/ul 656837  Acenaphthene-d10 14.433
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Nonadecane 268 C19H40 000629-92-5 87
3 Hexadecane 226 C16H34 000544-76-3 86
4 Tetradecane, l-iodo- 324 C14H291 019218-94-1 86
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 1930 (14.339 min): BM047842.D\data.ms (-1925) (- m/z 57.10 100.00%
57.1
P e
h 992 .01 ‘ 14.00 14.50
Ol g AA0L 176.0 212.2 281D sy 43,10 72.71%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59029: Tridecane
57.0
5000 — —
14.00 14.50
m/z 71.10 60.55%
270 990
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158600: Nonadecane
57.0
. e
14.00 14.50
5000 m/z 85.10 36.47%
99.0
0 20 ‘ h\ H\ A H‘ i 141.0 183.0 268.0
e e T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107218: Hexadecane _— —
57.0 14.00 14.50
m/z 41.05 35.75%
h V\MJ\\JJM\W
0 ?ﬂ 1990 \14}0\ 1%30\ 2?69 I
N I A s — —r
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acq On : 04 Oct 2024 14:20
Operator : RC/JU

Sample : P4017-19ME

Misc :

ALS Vial : 42  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA .M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 22 (DEL) Alkane: Cyclicl4.522 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.522 4.02 ng/ul 608230  Acenaphthene-d10 14.433
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,3-Dimethyl-5-isobutylcyclohexane 168 C12H24 013131-76-5 52
2 2-Pyrrolidinone, 1l-ethenyl- 111 C6HIONO 000088-12-0 35
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 35
4 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 35
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 35
Abundance Scan 1961 (14.522 min): BM047842.D\data.ms (-1956) (- = m/z  69.10 100.00%
69.1
111.1
41.1
5000 157.1
1450 |
201.2 - .
N “‘m;‘”ﬁ“Uu‘uH‘H!‘_lu“H“mwH‘wqw_w???; n/z 56.10 85.94%
m/z--> 20 40 60 80 100120140 160180 200 220 240
Abundance #43597: 1,3-Dimethyl-5-isobutylcyclohexane
69.0
41.0 111.0
5000 — :
14.50
m/z 57.10 81.49%
0 \H‘HH“‘!H 1‘68.0“
m/z--> 20 40 60 80 100120140 160180 200 220 240
Abundance #6910: 2-Pyrrolidinone, 1-ethenyl-
56.0
111.0 1 1
14.50
5000 m/z 111.10 78.92%
28.0
83.0
S N —
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #13306: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha. T ‘
69.0 111.0 14.50
m/z 55.10 54.65%
5000
41.0
ooy bl -
m/z--> 20 40 60 80 100120140 160 180 200 220 240 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acq On : 04 Oct 2024 14:20
Operator : RC/JU

Sample : P4017-19ME

Misc :

ALS Vial : 42  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA .M
Quant Title : SVOA CALIBRATION

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

*hkhkkkhkhhhhhhkx *kkk Kk *hkkkkk * *kkkk *hkkkkk *k kX Kk **

Peak Number 23 Naphthalene, 1,6,7-trimethyl- Concentration Rank 32

R.T. EstConc Area Relative to ISTD R.T.
14.833 2.27 ng/ul 342994  Acenaphthene-di10 14.433
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 97
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 95
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 95
4 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 93
5 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 93

Abundance Scan 2014 (14.833 min): BM047842.D\data.ms (-2010) (- | m/z 170.10 100.00%
170.1
5000
43.1
85.1 1280 “ 14.50 15.00
0 M 281 28LU 15510 97.50%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
170.0
5000 Al A
14.50 15.00
m/z 153.05 22.21%
128.0
o 76.0 ‘
O \H‘\\3\\9“\0\‘\\"H\”\HU‘HU\H‘H\‘\‘\‘!‘\\““\\‘!‘!’\“\“\\’\\H‘HH‘H\\‘\H\‘\H\’\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45535: Naphthalene, 1,6,7-trimethyl-
155.0
— —
14.50 15.00
5000 m/z 169.10 20.96%
26 1150 m
Obrrrrerrreerrrt e rsbyebeb b b et et e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45534: Naphthalene, 2,3,6-trimethyl-
170.0 14.50 15.00
m/z 152.05 20.30%
) WMM
128.0
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acq On : 04 Oct 2024 14:20
Operator : RC/JU

Sample : P4017-19ME

Misc :

ALS Vial : 42  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA .M
Quant Title : SVOA CALIBRATION

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

*hkhkkkhkhhhhhhkx *kkk Kk *hkkkkk * *kkkk *hkkkkk *k kX Kk **

Peak Number 24 Naphthalene, 1,4,6-trimethyl- Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.
15.222 2.26 ng/ul 341976  Acenaphthene-di10 14.433
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 89
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 46
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 46
4 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 46
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 41

Abundance Scan 2080 (15.221 min): BM047842.D\data.ms (-2075) (- | m/z 69.10 100.00%
69.1 170.2
111.1
5000
41.1
—r —
15.00 15.50
oot ‘h\ i ‘”‘ u “MJ“ ”1 Al “ . 2071 2851 7 170.15  89.95%
m/z--> 40 60 80 100 120140 160 180 200 220 240 260 280
Abundance #45535: Naphthalene, 1,6,7-trimethyl-
155.0
5000
15.00 15.50
m/z 111.10 82.36%
115.0
m/z--> 40 60 80 100120140160 180200220 240260280
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0
—r —
15.00 15.50
5000 m/z 155.10 75.03%
128.0
63.0 1.0 |
0! e
m/z--> 40 60 80 100120 140160180200 220240260280
Abundance #45536: Naphthalene, 1,6,7-trimethyl- A e
170.0 15.00 15.50
m/z 55.10 61.01%
- W
390 760 12?'0 ‘ ‘
o M YRR W (T Y O — —
m/z--> 40 60 80 100120140160 180200 220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acq On : 04 Oct 2024 14:20
Operator : RC/JU

Sample : P4017-19ME

Misc :

ALS Vial : 42  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA .M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 25 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.292 4.23 ng/ul 639502  Acenaphthene-d10 14.433
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 4-methyl- 184 C13H28 006117-97-1 90
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 86
3 Tetradecane, l-iodo- 324 C14H291 019218-94-1 78
4 1,3-Dimethylcyclopentanol 114 C7H140 019550-46-0 72
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 72
Abundance Scan 2092 (15.292 min): BM047842.D\data.ms (-2088) (- | m/z 57.10 100.00%
57.1
e 7
h 113.1 140.2 168.2 226.3 1500 15:50
Obrrrprrrophedb bl TS A40-2. 1682 197.2 2263 sz 43.10 74.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59040: Dodecane, 4-methyl-
430 710
5000 0 ~
15.00 15.50
m/z 71.10 65.32%
‘ 99.0 1410
O:\I-\s\-‘ow‘\‘\\"“H\h“\H\‘W\Hh"u‘}‘\‘\H\”\\\\}\6%.\0‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59038: Dodecane, 2-methyl-
43.0
R e
15.00 15.50
5000 71.0 m/z 85.10 45 _.54%
A s S -1
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #228591: Tetradecane, 1-iodo- T T
57.0 15.00 15.50
m/z 41.10 32.21%
B T WM
“© L \ 1130 1550 1970
ottt e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acq On : 04 Oct 2024 14:20
Operator : RC/JU

Sample : P4017-19ME

Misc :

ALS Vial : 42  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA .M
Quant Title : SVOA CALIBRATION

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

*hkhkkkhkhhhhhhkx *kkk Kk *hkkkkk * *kkkk *hkkkkk *k kX Kk **

Peak Number 26 (DEL) Alkane: Straight-Chai... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
15.698 2.34 ng/ul 354237  Acenaphthene-di10 14.433
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 15
2 Dodecane, 3-methyl- 184 C13H28 017312-57-1 12
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 12
4 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 12
5 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 10
Abundance Scan 2161 (15.698 min): BM047842.D\data.ms (-2157) (- | m/z 57.10 100.00%
57.1
5000
169.1
95.1 124 1 —— —
Y S T T wu SIBTS m; b 393 TS nsz 71,10 38.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22092: Octane, 3,5-dimethyl-
57.0
5000 S~ —
15.50 16.00
m/z 169.10 34.70%
29“0‘ ‘ 850 1130
O \\\‘\‘\\\“‘\\\H‘\\‘\\‘1‘\\\“‘\\\‘\’\\\1\4"2\\0\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59046: Dodecane, 3-methyl-
57.0
— —
15.50 16.00
0
5000 85.0 m/z 43.10 34 .55%
155.0
29.0
| ‘ 113.0 “ 184.0
0 H‘_‘Mqu“WHW‘MMHM‘AM,M‘W“H‘H“_“W‘H“H‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90203: Dodecane, 2,6,11-trimethyl- — —
57.0 15.50 16.00
m/z 95.10 24.12%
29.0 113.0
bbb AL T 12410 1990 1070 o o L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acq On : 04 Oct 2024 14:20
Operator : RC/JU

Sample : P4017-19ME

Misc :

ALS Vial : 42  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA .M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 27 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.786  12.80 ng/ul 1935420  Acenaphthene-di10 14.433
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 94
3 Benzophenone 182 C13H100 000119-61-9 94
4 Benzophenone 182 C13H100 000119-61-9 91
5 Benzophenone 182 C13H100 000119-61-9 90
Abundance Scan 2176 (15.786 min): BM047842.D\data.ms (-2171) (- m/z 105.05 100.00%
105.1
77.1
182.1
5000
51.0 T ‘ T T ‘ T
15.50 16.00
152.1
Ot e b e e 2282 m/z 77.10 65.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — ——
15.50 16.00
510 m/z 182.10  52.42%
o2zro | 1520
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56927: Benzophenone
105.0
P .
770 182.0 15.50 16.00
5000 ’ ’ m/z 51.05 25.80%
51.0
152.0
1 NMRESHEN S HNNSESS SN NN ———
m/z--> 20 40 60 80 100 120 140 160 180 200 220 /k
Abundance #56922: Benzophenone — ——
105.0 15.50 16.00
m/z 181.10 8.47%
77.0
5000 182.0
51.0
0 2?'0 l i | 15?'0 |
e e e e e e e s o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acq On : 04 Oct 2024 14:20
Operator : RC/JU

Sample - P4017-19ME

Misc :

ALS Vial : 42  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA .M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 28 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.151 5.15 ng/ul 841503  Phenanthrene-d10 17.174
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Eicosane 282 C20H42 000112-95-8 87
3 Undecane, 2-methyl- 170 C12H26 007045-71-8 86
4 Heneicosane 296 C21H44 000629-94-7 86
5 Tridecane 184 C13H28 000629-50-5 86
Abundance Scan 2238 (16.151 min): BM047842.D\data.ms (-2233) (- | m/z 57.10 100.00%
57.1
o /\JukANwafﬂk«mfnvﬂwJu
9.2 600 1650
: 184.2 ) : .
- Mhu ol [ 24h2 T 2408 2821 n; 43,10 69.54%
miz--> 50 100 150 200 250
Abundance #59028: Tridecane
57.0
5000 = e
16.00 16.50
m/z 71.10 64.24%
270 99.0
O T T “\ ‘\“ ‘HH‘\ ‘!‘ \“‘\ ‘H‘ \H T “1\-4\-1.’0\ \]_8\‘4\.0‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #176386: Eicosane
57.0
T -
16.00 16.50
5000 m/z 85.10 43.27%
99.0
L2700 %0 1m0 1m0 220 em
e L e —
miz--> 50 100 150 200 250
Abundance #45487: Undecane, 2-methyl- — T .
43.0 16.00 16.50
m/z 41.10 32.64%
5000 85.0
127.0
S N 1 R e e
m/z--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acq On : 04 Oct 2024 14:20
Operator : RC/JU

Sample : P4017-19ME

Misc

ALS Vial : 42  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA .M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 29 Methanone, (1-hydroxycycloh... Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
16.351 2.05 ng/ul 335216  Phenanthrene-d10 17.174
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methanone, (1-hydroxycyclohexyl)... 204 C13H1602 000947-19-3 86
2 Cyclohexanol, 1l-ethyl- 128 C8H160 001940-18-7 59
3 Methanone, (1-hydroxycyclohexyl)... 204 C13H1602 000947-19-3 27
4 1-Hydroxycyclohexanecarboxylic acid 144 C7H1203 001123-28-0 27
5 n-Heptyl methylphosphonofluoridate 196 C8H18F02P 162085-82-7 16
Abundance Scan 2272 (16.351 min): BM047842.D\data.ms (-2268) (f m/z 99.10 100.00%
99.1
sed ‘ 16.00 16.50
145.1 : :
Y- MM Al dl TTT 19812302 2830 L., g1 10 76.94%
miz--> 50 100 150 200 250
Abundance  #79904: Methanone, (1-hydroxycyclohexyl)phenyl-
99.0
5000 = —
16.00 16.50
0
55.0 m/z 77.05 36.06%
O T T H\ ‘\M i““\ W T M “\ \]-3\3.\0‘ \1\76\.()\ ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #14398: Cyclohexanol, 1-ethyl-
99.0
— ——
16.00 16.50
5000 43.0 m/z 105.10 23.04%
ol ‘u“ I L
miz--> 50 100 150 200 250
Abundance  #79909: Methanone, (1-hydroxycyclohexyl)phenyl- — —
99.0 16.00 16.50
m/z 55.10 18.90%
5000
55.0
0189, | ;HM AL i e — e
m/z--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acq On : 04 Oct 2024 14:20
Operator : RC/JU

Sample : P4017-19ME

Misc :

ALS Vial : 42  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA .M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 30 Carbonic acid, eicosyl viny... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.939 4.80 ng/ul 783712  Phenanthrene-d10 17.174
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Heptadecane 240 C17H36 000629-78-7 86
5 Tetradecane, 4-ethyl- 226 C16H34 055045-14-2 83
Abundance Scan 2372 (16.939 min): BM047842.D\data.ms (-2368) (- | m/z 57.10 100.00%
57.1
o0, =
141.
ol d iy 24101821 24602821 nz; 43,10 70.67%
miz-> 50 100 150 200 250 300
Abundance #74005: Tetradecane
57.0
5000 T
17.00
m/z 71.10 63.26%
99.0
01\5.\q‘\ ‘\““‘\ ‘!‘ \“‘\ ““ \H \%4“]"‘0\ T \1\9?.\0\ L ‘ T T T ‘ LI
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
—r
17.00
5000 m/z 85.10 50.32%
7.0
bkl ) 210620 220 zms
miz--> 50 100 150 200 250 300
Abundance #74004: Tetradecane T
57.0 17.00
m/z 41.10 32.29%
- /Ww\j\bM
99.0
m/z--> 50 100 150 200 250 300 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acq On : 04 Oct 2024 14:20
Operator : RC/JU

Sample : P4017-19ME

Misc :

ALS Vial : 42  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA .M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 31 Dibenzothiophene Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
16.992 3.05 ng/ul 498219  Phenanthrene-d10 17.174
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 83
2 Dibenzothiophene 184 C12H8S 000132-65-0 81
3 Heneicosane 296 C21H44 000629-94-7 49
4 Heptacosane 380 C27H56 000593-49-7 46
5 5,5-Dibutylnonane 240 C17H36 006008-17-9 46
Abundance Scan 2381 (16.992 min): BM047842.D\data.ms (-2377) (- | m/z 184.05 100.00%
57.1 184.1
5000
139.1 T
‘ | 9-1‘ ‘ 17.00
ol b by L by ), 22522600 355 .. 5710 99.03%
miz--> 50 100 150 200 250 300 350
Abundance #58967: Dibenzothiophene
184.0
5000 T
17.00
0,
oo 1390 m/z 71.10 83.39%
0 \\3\9‘\.‘0‘\‘”\“‘\ \‘L‘\‘\\‘L ““\\\“‘\‘\\\\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #58964: Dibenzothiophene
184.0
e
17.00
5000 m/z 43.10 55.21%
139.0
92.0
o0k
m/z--> 50 100 150 200 250 300 350
Abundance #194588: Heneicosane T
57.0 17.00
m/z 85.10 48.13%
5000
9.0
OlsJ 1l “H\ I h‘ u‘ %4\19 1830 225.0 296.0
R L e A B e R F
m/z--> 50 100 150 200 250 300 350 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acq On : 04 Oct 2024 14:20
Operator : RC/JU

Sample : P4017-19ME

Misc :

ALS Vial : 42  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA .M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 32 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
17.674 3.88 ng/ul 634571  Phenanthrene-d10 17.174
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Heptadecane 240 C17H36 000629-78-7 93
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2497 (17.674 min): BM047842.D\data.ms (-2493) (- | m/z 57.10 100.00%
57.1
o mfxw$JwaA~vﬂwfwjhu
e F
99.1 2 17.50 18.00
oAb dd 14121881 22022681 s a310 7047
miz--> 50 100 150 200 250 300
Abundance #158597: Nonadecane
57.0
5000 —— —
17.50 18.00
m/z 71.10 64.60%
99.0
\\\\‘\\ \\\\’\\\\‘1\\\‘\\\\‘\\\\
miz--> 1oo 150 200 250 300
Abundance #123960: Heptadecane
57.0
e T
17.50 18.00
5000 m/z 85.10 45.91%
99.0
osg || 1| om0 200
miz--> 50 100 150 200 250 300
Abundance #246481: Tetracosane T —
57.0 17.50 18.00
m/z 41.10 32.26%
5000
.0
0 L L h\ | 141.0 183.0 225.0 267.0 338.
““““ A —r —r
m/z--> 100 150 200 250 300 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acq On : 04 Oct 2024 14:20
Operator : RC/JU

Sample : P4017-19ME

Misc :

ALS Vial : 42  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA .M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 33 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

18.068  6.02 ng/ul 983500 Phenanthrene-d10 17.174
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 n-Hexadecanoic acid
2 n-Hexadecanoic acid
3 n-Hexadecanoic acid
4 n-Hexadecanoic acid
5 n-Decanoic acid

256 C16H3202
256 C16H3202
256 C16H3202
256 C16H3202
172 C10H2002

000057-10-3 99
000057-10-3 99
000057-10-3 98
000057-10-3 98
000334-48-5 92

Abundance Scan 2564 (18.068 min): BM047842.D\data.ms (-2557) (- m/z 73.05 100.00%
73.0
5000 129.0 MKwNWWA\NNFWWWW
1712 2132 alnn !
‘ ‘ ‘ 2563 18.00
oL i ‘m“ Ll 3 a0 90.43%
miz--> 50 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid
1
129.0 256.0
5000 S ‘
213.0 18.00
171 m/z 60.10 87.70%
O' ““M \““‘\\\‘\‘\\\\“\\\\‘\\\\‘\
miz--> 100 150 200 250 300 350
Abundance #143510:n—Hexadecanok:add
18.00
5000 129.0 m/z 57.10 74.70%
171.0 213.0 256.0
OH“ w\h”wﬂ‘\m\‘“‘\““\H‘\HH‘HH“
m/z--> 5 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid —
'J
43.0 256.0 18.00
m/z 55.10 69.86%
5000
129.0
213.0
‘ 1710 ‘
m/z--> 5 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acq On : 04 Oct 2024 14:20
Operator : RC/JU

Sample : P4017-19ME

Misc :

ALS Vial : 42  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA .M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 34 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.368 3.90 ng/ul 637418 Phenanthrene-d10 17.174
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Eicosane 282 C20H42 000112-95-8 91
3 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetradecane, 4-ethyl- 226 C16H34 055045-14-2 87
Abundance Scan 2615 (18.368 min): BM047842.D\data.ms (-2610) (- m/z 57.10 100.00%
57.1
99.1 18.00 18.50
41, 2 243 2 : :
ol Al d 342 1071 24322820 385 . 43010 70.98K
miz--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 — e
18.00 18.50
99.0 m/z 71.10 67.80%
O T ‘\ ‘\“ “H‘ \H‘\ h“ \“‘ \ﬂ-\ “ “\ ‘]‘\-8\3\0‘ \22\510\ ‘ \2\8\‘2.\0‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
P e
18.00 18.50
5000 m/z 85.10 48.48%
99.0
S M e i
m/z--> 50 100 150 200 250 300 350
Abundance #107244: Dodecane, 2-methyl-6-propyl- — 7
57.0 18.00 18.50
m/z 41.10 31.05%
- JMWA
99.0 140.0
ol bl 2060 o
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acq On : 04 Oct 2024 14:20
Operator : RC/JU

Sample - P4017-19ME

Misc :

ALS Vial : 42  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA .M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 35 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.998 3.91 ng/ul 638693  Phenanthrene-d10 17.174
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Hexadecane 226 C16H34 000544-76-3 93
3 Hexadecane 226 C16H34 000544-76-3 93
4 Hexadecane 226 C16H34 000544-76-3 93
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 2722 (18.998 min): BM047842.D\data.ms (-2718) (- | m/z 57.10 100.00%
57.1
20 ‘/V\/Jk/\k
99.1 19.00
141.1 2111 :
o — L |3t S 28L13270 . 7110 68.97%
miz-> 50 100 150 200 250 300
Abundance #194590: Heneicosane
57.0
5000 T
19.00
99.0 m/z 43.10 66.44%
otso LLLiL 1401890 250 260
miz--> 50 100 150 200 250 300
Abundance #107218: Hexadecane
57.0
P
19.00
5000 m/z 85.10 47 .31%
0 ‘\ ‘L‘ || “‘9?'0‘ 141.0 183.0 226.0
b e e e e
miz--> 50 100 150 200 250 300
Abundance #107220: Hexadecane —
57.0 19.00
m/z 41.10 30.88%
5000
99.0
0L4'Q\‘ “\ I u“\ ‘“\ H‘ I '}4;'0 183.0 22\60
e e e A BEARanan e e —r
m/z--> 50 100 150 200 250 300 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acq On : 04 Oct 2024 14:20
Operator : RC/JU

Sample : P4017-19ME

Misc :

ALS Vial : 42  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA .M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 36 Carbonic acid, 2-ethylhexyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.080 10.87 ng/ul 2013010 Chrysene-d12 21.398
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Carbonic acid, 2-ethylhexyl pent... 384 C24H4803 1000383-14-2 83
2 Carbonic acid, 2-ethylhexyl unde... 328 C20H4003 1000383-13-8 83
3 Carbonic acid, 2-ethylhexyl tetr... 370 C23H4603 1010383-14-1 83
4 Carbonic acid, 2-ethylhexyl nony... 300 C18H3603 1000383-13-6 83
5 Carbonic acid, 2-ethylhexyl trid... 356 C22H4403 1000383-14-0 83
Abundance Scan 3076 (21.080 min): BM047842.D\data.ms (-3071) (- | m/z 57.10 100.00%
57.1
T I
\ 157.1 239'3283 1328.0 429.; 21.00
0 mWM M“ b b 128323280 4290 sz 71.10  68.01%
miz--> 50 100 150 200 250 300 350 400
Abundance #291212: Carbonic acid, 2-ethylhexyl pentadecy! ester
57.0
5000 112.0 1 T
21.00
m/z 43.10 63.21%
O \“\J‘\“f\|\‘h‘\\‘\\]‘-\6\\0\2‘].(\)\()\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #234676: Carbonic acid, 2-ethylhexyl undecy! ester
57.0
T I
21.00
5000 112.0 m/z 70.10 58.20%
ol L e 0
m/z--> O 100 150 200 250 300 350 400
Abundance #279620: Carbonic acid, 2-ethylhexyl tetradecyl ester T ‘
57.0 21.00
m/z 55.10 42.84%
112.0
5000
0 N‘W‘W“W“u“““‘“““““H““““““ -
m/z--> 50 100 150 200 250 300 350 400 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acq On : 04 Oct 2024 14:20
Operator : RC/JU

Sample : P4017-19ME

Misc :

ALS Vial : 42  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA .M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 37 6-Octadecenoic acid, (2)- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
22.045 3.55 ng/ul 656932  Chrysene-d12 21.398
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 6-Octadecenoic acid, (2)- 282 C18H3402 000593-39-5 91
2 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 53
3 Oxalic acid, 2-ethylhexyl octyl ... 314 C18H3404 1000309-39-1 52
4 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 46
5 9-Octadecenoic acid 282 C18H3402 002027-47-6 40
Abundance Scan 3240 (22.045 min): BM047842.D\data.ms (-3236) (- | m/z 57.10 100.00%
57.1
- MUL
112.2 — :
22.00
207. 1
of b A ¥ “", L‘h UNTOS ai |‘ 13251 4022 4612wz 71.10  75.09%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #176219: 6-Octadecenoic acid, (Z)-
58.0
5000 = :
264.0 22.00
” ‘ m/z 55.10 56.20%
O‘[’“’““Ii“ \U\\‘\‘\r“\’uu‘uu‘uu‘uu
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #176223: 9-Octadecenoic acid, (E)-
55.0
T I
22.00
5000 m/z 43.10 44.64%
264.0
1’11 .0
ol ‘\“ \“1‘ \L ‘II’ “x“\hil Jl o !‘ - “ “w‘ R o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #217161: Oxalic acid, 2-ethylhexyl octyl ester ——
57.0 22.00
m/z 41.10 34.47%
5000
112.0
m/z--> 0 50 100 150 200 250 300 350 400 450 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acq On : 04 Oct 2024 14:20
Operator : RC/JU

Sample : P4017-19ME

Misc :

ALS Vial : 42  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .MA .M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 38 Carbonic acid, 2-ethylhexyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.162 6.27 ng/ul 1162080 Chrysene-di12 21.398
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Carbonic acid, 2-ethylhexyl nony... 300 C18H3603 1000383-13-6 68
2 Carbonic acid, 2-ethylhexyl trid... 356 C22H4403 1000383-14-0 64
3 Carbonic acid, 2-ethylhexyl unde... 328 C20H4003 1000383-13-8 64
4 Carbonic acid, 2-ethylhexyl pent... 384 C24H4803 1000383-14-2 62
5 Nonane, 4-methyl-5-propyl- 184 C13H28 062185-55-1 53
Abundance Scan 3260 (22.162 min): BM047842.D\data.ms (-3254) (- | m/z 57.10 100.00%
57.1
171.1
5000
112.2
— —
22.00 22.50
284.1 :
ol }.| L whod 222 €50 9561 4161 475 sz 71,10 70.20%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #199835: Carbonic acid, 2-ethylhexyl nonyl ester
71.0
5000 - e
22.00 22.50
m/z 171.10 70.08%
‘ “ 106.0
0 \“‘\‘\“‘\ ‘\\I‘\H\‘\\\‘\:\I-\S\gl‘o\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #266195: Carbonic acid, 2-ethylhexyl tridecyl ester
57.0
—— —
1120 22.00 22.50
5000 ' m/z 43.10 56.13%
182.0
0l L ‘} T —
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #234676: Carbonic acid, 2-ethylhexyl undecyl ester e ——
57.0 22.00 22.50
m/z 70.10 44.21%
0 "}m-o‘ UL
m/z--> 50 100 150 200 250 300 350 400 450 22.00 22.50
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100324\
Data File : BM047842.D

Acg On : 04 Oct 2024 14:20
Operator : RC/JU

Sample : P4017-19ME

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM092724 .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]

Benzene, l-ethy... 6.893 2.1 ng/ul 177232 1 7.798 1653140 20.0
2-Heptanone, 4,... 7.234 2.1 ng/ul 172416 1  7.798 1653140 20.0
Mesitylene 7.451 9.0 ng/ul 745041 1 7.798 1653140 20.0
Benzene, 1,2,3-... 7.916 2.7 ng/ul 223278 1 7.798 1653140 20.0
Indane 8.175 2.2 ng/ul 180674 1  7.798 1653140 20.0
unknown-01 8.281 2.9 ng/ul 236390 1 7.798 1653140 20.0
unknown-02 8.340 3.9 ng/ul 320867 1 7.798 1653140 20.0
Benzene, 1,4-di... 8.440 4.5 ng/ul 370638 1 7.798 1653140 20.0
(DEL) Alkane: S... 8.569 2.7 ng/ul 223947 1 7.798 1653140 20.0
Benzene, 1-meth... 8.604 2.5 ng/ul 207708 1  7.798 1653140 20.0
Benzene, 2-ethy... 8.751 2.1 ng/ul 170059 1  7.798 1653140 20.0
o-Cymene 8.798 6.2 ng/ul 509482 1 7.798 1653140 20.0
Carbonic acid, ... 9.034 12.1 ng/ul 996558 1  7.798 1653140 20.0
unknown-03 9.151 4.3 ng/ul 351248 1  7.798 1653140 20.0
7-Methyl-1,6-oc... 13.010 3.7 ng/ul 557403 3 14.433 3023950 20.0
(DEL) Alkane: S... 13.269 4.2 ng/ul 639451 3 14.433 3023950 20.0
unknown-04 13.486 3.7 ng/ul 559761 3 14.433 3023950 20.0
Naphthalene, 1,... 13.616 6.0 ng/ul 906144 3 14.433 3023950 20.0
Naphthalene, 2,... 13.757 5.0 ng/ul 758107 3 14.433 3023950 20.0
Naphthalene, 2,... 13.992 2.7 ng/ul 406099 3 14.433 3023950 20.0
(DEL) Alkane: S... 14.339 4.3 ng/ul 656837 3 14.433 3023950 20.0
(DEL) Alkane: C... 14.522 4.0 ng/ul 608230 3 14.433 3023950 20.0
Naphthalene, 1,... 14.833 2.3 ng/ul 342994 3 14.433 3023950 20.0
Naphthalene, 1,... 15.222 2.3 ng/ul 341976 3 14.433 3023950 20.0
(DEL) Alkane: S.. 15.292 4.2 ng/ul 639502 3 14.433 3023950 20.0
(DEL) Alkane: S... 15.698 2.3 ng/ul 354237 3 14.433 3023950 20.0
Benzophenone 15.786 12.8 ng/ul 1935420 3 14.433 3023950 20.0
(DEL) Alkane: S... 16.151 5.2 ng/ul 841503 4 17.174 3268060 20.0
Methanone, (1-h... 16.351 2.0 ng/ul 335216 4 17.174 3268060 20.0
Carbonic acid, ... 16.939 4.8 ng/ul 783712 4 17.174 3268060 20.0
Dibenzothiophene 16.992 3.0 ng/ul 498219 4 17.174 3268060 20.0
(DEL) Alkane: S... 17.674 3.9 ng/ul 634571 4 17.174 3268060 20.0
n-Hexadecanoic ... 18.068 6.0 ng/ul 983500 4 17.174 3268060 20.0
(DEL) Alkane: S... 18.368 3.9 ng/ul 637418 4 17.174 3268060 20.0
(DEL) Alkane: S... 18.998 3.9 ng/ul 638693 4 17.174 3268060 20.0
Carbonic acid, ... 21.080 10.9 ng/ul 2013010 5 21.398 3705000 20.0
6-Octadecenoic ... 22.045 3.5 ng/ul 656932 5 21.398 3705000 20.0
Carbonic acid, ... 22.162 6.3 ng/ul 1162080 5 21.398 3705000 20.0
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