LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acqg On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc :

ALS Vvial : 32 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 P\Methods\SFAM-EPA-BP101823.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BPO17877.D\data.ms

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

# min scan scan scan TY height area % max. total
1 4.e10 152 157 174 rvB2 55701 196890 0.81% 0.114%
2 4.316 196 209 220 rVB7 86126 300935 1.23% 0.175%
3 4.716 268 277 287 rBV4 36097 143632 ©.59% 0.083%
4 5.163 342 353 359 rBvVv8 40449 137755 ©.56% ©0.080%
5 5.246 359 367 374 rVB5 105179 314046 1.28% 0.182%
6 5.340 374 383 395 rVvB2 379821 905814 3.71% 0.526%
7 5.475 395 406 420 rVB 458312 1329102 5.44% 0.772%
8 5.757 448 454 457 rBv2 90138 158155 0.65% 0.092%
9 5.804 457 462 466 rVV 289550 533765 2.18% 0.310%
10 5.851 466 470 477 rVB 398463 670179 2.74% 0.389%
11 6.081 506 509 515 rVB2 77484 130551 ©0.53% 0.076%
12 6.175 520 525 535 rVB3 69998 154160 0.63% 0.089%
13 6.340 543 553 558 rVW3 235051 559725  2.29% ©.325%
14 6.446 564 571 579 rVB3 268740 512433  2.10% ©.297%
15 6.781 624 628 631 rVW 152178 240228 ©.98% 0.139%
16 6.828 631 636 643 rVB2 255545 581455 2.38% ©.338%
17 6.946 649 656 661 rvw2 301149 775541  3.17% 0.450%
18 6.993 661 664 671 rVB 235954 378698 1.55% 0.220%
19 7.069 671 677 683 rBvV2 278987 513147 2.10% 0.298%
20 7.234 701 705 712 rVB 304917 510853 2.09% 0.297%
21 7.298 712 716 719 rBV2 113256 169737 ©.69% 0.099%
22 7.422 732 737 744 rVB2 492877 766069 3.13% 0.445%
23 7.498 744 750 762 rBV 738527 1270200 5.20% 0.737%
24 7.716 782 787 790 rW5 71841 147851 ©0.60% ©0.086%
25 7.769 792 796 806 rVB 258174 464751 1.90% 0.270%
26 7.893 806 817 823 rBV 776211 1399780 5.73% ©0.813%
27 7.975 826 831 841 rVWW3 335176 705251 2.88% 0.409%
28 8.110 848 854 859 rw3 147777 282507 1.16% 0.164%
29 8.240 870 876 884 rvW4 176086 371468 1.52% 0.216%
30 8.334 884 892 897 rVW5 146338 358893 1.47% 0.208%
31 8.398 898 903 909 rVB2 229987 426041 1.74%  0.247%
32 8.493 916 919 926 rVB2 268325 442635 1.81% 0.257%
33 8.575 926 933 937 rBV 114732 184230 ©.75% 0.107%
34 8.675 944 950 960 rVB3 145676 337897 1.38% 0.196%
35 8.810 968 973 977 rBV 102976 155485 0.64% 0.090%
36 8.934 990 994 996 rVWW2 97021 159528 ©.65% ©.093%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acqg On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc :

ALS Vvial : 32 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 P\Methods\SFAM-EPA-BP101823.MA.M
Title : SVOA CALIBRATION
37 8.969 996 1000 1006 rVV2 202549 354168 1.45% ©0.206%
38 9.045 1006 1013 1019 rVv4 238139 482353 1.97% 0.280%
39 9.204 1034 1040 1048 rVB4 80391 189685 0.78% 0.110%
40  9.298 1052 1056 1061 rVB5 89467 156299 ©0.64% 0.091%
41  9.351 1061 1065 1076 rVB6 49632 135655 ©.55% 0.079%
42 9.457 1076 1083 1086 rBV4 94929 176848 0.72% 0.103%
43  9.563 1094 1101 1115 rVB4 246283 630358 2.58% 0.366%
44  9.687 1115 1122 1126 rBV3 59488 135919 0.56% 0.079%
45  9.757 1127 1134 1138 rBv4 124414 258202 1.06% 0.150%
46 9.834 1143 1147 1150 rVV3 122319 224490 0.92% 0.130%
47  9.869 1150 1153 1161 rVB4 194719 385143 1.58% 0.224%
48 9.957 1161 1168 1176 rBV6 132160 383191 1.57% 0.222%
49 10.045 1176 1183 1186 rBV3 132533 262222 1.07% 0.152%
50 10.081 1186 1189 1194 rVWV 226004 345959 1.42% 0.201%
51 10.145 1194 1200 1205 rVv4 134357 279854  1.14% 0.162%
52 10.228 1210 1214 1223 rVB7 76777 211895 0.87% 0.123%
53 10.351 1228 1235 1243 rBV5 120195 369381 1.51% 0.214%
54 10.539 1262 1267 1274 rBV5 141414 389768 1.59% 0.226%
55 10.604 1274 1278 1282 rBV3 154473 193685 ©.79% 0.112%
56 10.722 1292 1298 1304 rBV 935666 1631304 6.67% 0.947%
57 10.781 1304 1308 1316 rVB3 702422 1276121 5.22% 0.741%
58 10.857 1316 1321 1323 rBV3 134738 238137 ©.97% 0.138%
59 11.116 1362 1365 1373 rVB5 125685 247926 1.01% 0.144%
60 11.292 1390 1395 1401 rBV7 100156 243721 1.00% 0.141%
61 11.357 1401 1406 1410 rBV3 437468 757666 3.10% 0.440%
62 11.475 1421 1426 1435 rVB4 280518 515929 2.11% 0.300%
63 11.557 1436 1440 1448 rBV5 233320 491754 2.01% 0.285%
64 11.657 1452 1457 1461 rBV 893429 1258536 5.15% ©.731%
65 11.704 1461 1465 1469 rBv4 121057 195301 0.80% 0.113%
66 11.804 1479 1482 1487 rVB3 112497 151904 0.62% 0.088%
67 11.857 1487 1491 1496 rBV3 151256 262322 1.07% 0.152%
68 11.928 1496 1503 1507 rBV7 163749 429444  1.76%  0.249%
69 12.069 1522 1527 1531 rBV2 361939 612918 2.51% 0.356%
70 12.286 1557 1564 1569 rVB3 429133 904649 3.70% 0.525%
71 12.392 1578 1582 1592 rVB6 241046 613034 2.51% 0.356%
72 12.475 1593 1596 1598 rBv2 195803 269685 1.10% 0.157%
73 12.710 1631 1636 1640 rBV2 718234 1308249 5.35% 0.759%
74 12.786 1645 1649 1652 rVV2 727398 1139670 4.66% 0.662%
75 12.822 1652 1655 1660 rVB 483891 671931 2.75% 0.390%
76 12.892 1662 1667 1674 rBV2 616760 1207520 4.94% 0.701%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acqg On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc :

ALS Vvial : 32 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 P\Methods\SFAM-EPA-BP101823.MA.M
Title : SVOA CALIBRATION

77 12.981 1678 1682 1686 rVB 654690 872696 3.57% 0.507%
78 13.028 1686 1690 1697 rBV 1914908 2704597 11.06% 1.570%
79 13.310 1735 1738 1740 rBV2 334719 410737 1.68% 0.238%
80 13.339 1740 1743 1746 rVWV 517988 690491 2.82% 0.401%
81 13.416 1752 1756 1761 rVB5 553742 946021 3.87% 0.549%
82 13.728 1804 1809 1818 rBVv6 960276 2821341 11.54% 1.638%
83 13.810 1819 1823 1824 rBV3 572886 733493 3.00% 0.426%
84 13.863 1828 1832 1836 rVvVv3 882493 1867401 7.64% 1.084%
85 13.904 1837 1839 1843 rVB2 989585 1343766 5.50% 0.780%
86 13.992 1848 1854 1860 rVVv3 7555584 15223954 62.27% 8.838%
87 14.045 1860 1863 1871 rVB4 1832945 3889773 15.91%  2.258%
88 14.122 1872 1876 1881 rBV 1471666 2517678 10.30% 1.462%
89 14.363 1912 1917 1923 rBV4 1616077 3919979 16.03% 2.276%
90 14.504 1936 1941 1953 rBV3 2836378 8496996 34.76% 4.933%
91 14.598 1954 1957 1959 rBV3 1176124 1494178 6.11% 0.867%
92 14.628 1960 1962 1967 rVB2 1390186 1901064 7.78% 1.104%
93 14.892 1999 2007 2010 rBV4 4110254 10782119 44.10% 6.259%
94 14.933 2011 2014 2020 rVB 4047819 5928159 24.25% 3.441%
95 14.992 2021 2024 2029 rVB2 3038567 4553965 18.63% 2.644%

96 15.063 2030 2036 2037 rBV2 5924392 10021669 40.99% 5.818%
97 15.280 2068 2073 2081 rBv4 3392739 8661293 35.43% 5.028%
98 15.810 2157 2163 2166 rBV6 10157978 24447875 100.00% 14.192%
99 16.045 2199 2203 2210 rVB2 6291377 11600182 47.45% 6.734%
100 16.292 2242 2245 2251 rBV4 5634176 9751392 39.89% 5.661%

Sum of corrected areas: 172263002
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 02 Nov 2023 09:32
: MA/JU
¢ 04922-03 5X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
BPO17877.D

: 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M

Quant Title

TIC Library

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance :
u2_563+07 TIC: BP017877.D\data.ms
2e+07
1.5e+07
1le+07
5000000
0 4.0101.316 4.716 5384807 SHER0a0 840166 BIBEBAEHN /1 SRS I AR ORE AR 4857112
\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abugds%rlrcg? TIC: BP017877.D\data.ms
' 15.810 16.292
16.045
2e+07
1.5e+07
15.063
14.9 5.28
1e+07 13.992 144892
5000000
O L S L o R A e B L e e LA o o B LA B A o B
Time--> 12.00 12,50 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance :
u2_563+07 TIC: BP017877.D\data.ms
2e+07
1.5e+07
1le+07
5000000
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 56

R.T EstConc Area Relative to ISTD R.T.
4.316 4.30 ng/ul 300935 1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octane 114 C8H18 000111-65-9 87
2 Hexane, 3-ethyl- 114 C8H18 000619-99-8 50
3 Octane 114 C8H18 000111-65-9 50
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 38
5 1-Octene 112 C8H1l6 000111-66-0 38

Abundance Scan 209 (4.316 min): BP017877.D\data.ms (-196) (-)
43.1

m/z 43.10 100.00%

5000

S

“ 1142 2072 2811 4.00 4.20 4.40 4.60
ey = L0012 2052 3562 46105191  m/z 41.10  73.90%

m/z--> O 50 100 150 200 250 300 350 400 450 500 550
Abundance #8621: Octane
43.0
5000 LI L L B R L B L A
4.00 4.20 4.40 4.60
m/z 85.15 50.30%
||| [pae0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

N

Abundance #8626: Hexane, 3-ethyl-
43.0
O RRRRAEEEEE RS
4.00 4.20 4.40 4.60
5000 m/z 57.10 40.28%
[ 140
-
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8624: Octane  RRRAREEE SIS
43.0 4.00 4.20 4.40 4.60
m/z 71.10 33.77%
5000
{114.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M

Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 tert-Hexadecanethiol Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
5.246 4.49 ng/ul 314046  1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 tert-Hexadecanethiol 258 C16H34S 025360-09-2 52
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 49
3 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 43
4 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 43
5 Hexanoyl chloride 134 C6H11Cl0 000142-61-0 43
Abundance Scan 367 (5.246 min): BP017877.D\data.ms (-359) (-) m/z 43.10 100.00%
43.1
5000

 AAREanaE

| l \ 202.1 267.1 ‘ 5.00 5.20 5.40 5.60
el 20212070 8691 4521 549 I m/z 41.10  75.73%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #146043: tert-Hexadecanethio

57.0
5000 L B L I LN B
5.00 5.20 5.40 5.60
m/z 69.10 62.89%
5.0
! “\‘”‘\H\EE‘J|NH“'\L\‘\%::-P\.(\)\‘HH‘HH‘HH‘\H\‘HH“H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14555: Heptane, 2,4-dimethyl-
43.0
e B AREEEE
5.00 5.20 5.40 5.60
5000 m/z 57.10 51.65%
je
e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14544: Heptane, 2,4-dimethyl- R S EARENERN NS
43.0 5.00 5.20 5.40 5.60
m/z 71.10 44.39%
E ww
\‘113-0,“ N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 (DEL) Alkane: Cyclic5.757 Concentration Rank 75
R.T. EstConc Area Relative to ISTD R.T.
5.757 2.26 ng/ul 158155 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 83
2 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 80
3 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 74
4 Sulfurous acid, butyl cyclohexyl... 234 C11H2203S 1000309-21-4 72
5 Cyclohexane, 1-ethyl-2-methyl- 126 C9H18 003728-54-9 72

Abundance Scan 454 (5.757 min): BP017877.D\data.ms (-448) (-) m/z 97.10 100.00%

97.1

=

5000
3.( \‘\\\\‘\\\\‘\\\\‘\\\\‘\
‘ d} 2072 2832 5.40 5.60 5.80 6.00
Ot | 2072 2832 35734154 4818 549, ./, 5519  76.82%
m/z—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13239: 1-Ethyl-4-methylcyclohexane
97.0
5000 L L LI B LA BN B

5.40 5.60 5.80 6.00
m/z 41.10 30.08%

:ﬂl-(\ J‘\ I

‘\\\f’\f\f‘\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13287: Cyclohexane, 1-ethyl-4-methyl-, trans-

55.0

:

5.40 5.60 5.80 6.00
5000 m/z 69.10 23.53%

126.0

AR e i o o e S R S R S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #13288: Cyclohexane, 1-ethyl-2-methyl-, trans- T T
97.0 5.40 5.60 5.80 6.00

m/z 39.00 17.41%

=

5000

-

ﬁ{ L |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.40 5.60 5.80 6.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP110123\

Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS vial : 3

Quant Method :

Quant Title

TIC Library

2  Sample Multiplier: 1

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 36
R.T EstConc Area Relative to ISTD R.T.
5.804 7.63 ng/ul 533765 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonane 128 C9H20 000111-84-2 94
2 Nonane 128 C9H20 000111-84-2 91
3 Nonane 128 C9H20 000111-84-2 91
4 Decane 142 C10H22 000124-18-5 72
5 Nonane 128 C9H20 000111-84-2 72
Abundance Scan 462 (5.804 min): BP017877.D\data.ms (-457) (-) m/z 43.10 100.00%
43.1
- ng

5.40 5.60 5.80 6.00 6.20

1]

1282 207.2 282.1341.1401.1460.1519.1

0 M‘H“H‘_‘H“H‘_‘H“H‘_‘H T T T m/z 57.10 82.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14521: Nonane
43.0
5000 [T i T[T T[T T[T
5.40 5.60 5.80 6.00 6.20
m/z 41.10 51.58%
‘ H“ 128.0

|

frT ’\‘H\“Hu‘uH‘HH‘HH‘HH‘HH‘HH‘HH“H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

%

Abundance #14520: Nonane
43.0
A RRRmaas
5.40 5.60 5.80 6.00 6.20
5000 m/z 85.15 37.27%
e
‘\\\’\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14523: Nonane R T T
43.0 5.40 5.60 5.80 6.00 6.20
m/z 71.10 23.91%
5000
l ‘1280

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 78
R.T. EstConc Area Relative to ISTD R.T.
6.175 2.20 ng/ul 154160 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octane, 2,5-dimethyl- 142 C10H22 015869-89-3 72
2 Octane, 3,5-dimethyl- 142 C1eH22 015869-93-9 68
3 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 59

4 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 59
5 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 50

Abundance Scan 525 (6.175 min): BP017877.D\data.ms (-520) (-) m/z 57.10 100.00%

57.1

5000

=

| 1#25 2 207.1 282.1343.2 415.1473.9533.2 >806.00620 6.40

e LSS SRS SEES343.2 415147399332 m/z 43.10 73.90%
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22090: Octane, 2,5-dimethyl-

57.0

3

5000 R A SR AL
5.80 6.00 6.20 6.40

m/z 71.10  48.59%

[[1] |1420

‘\\H’\H\‘HH"\H\‘HH’\H\‘\H\‘HH‘\H\‘H\\‘HH‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22105: Octane, 3,5-dimethyl-

o1
=l
o

5.80 6.00 6.20 6.40
5000 m/z 41.10 46.45%

-

\!‘H\szvowv\\\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14594: Pentane, 2,2,3,3-tetramethyl- AR
57.0 5.80 6.00 6.20 6.40

m/z 70.10 41.09%

5000

3

L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.80 6.00 6.20 6.40

SFAM-EPA-BP101823.MA.M Fri Nov 10 ©0:31:56 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
6.340 8.00 ng/ul 559725 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 76
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 70
3 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 70
4 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 70
5 Nonane, 3-methyl- 142 C1eH22 005911-04-6 70
Abundance Scan 553 (6.340 min): BP017877.D\data.ms (-543) (-) m/z 57.10 100.00%
57.1
R SRR RmEay AR
\ | 1h0 1 ) 6.00 6.20 6.40 6.60
O ALl 1980 265.2 3561 4312 543: L., 7110  76.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 L L R R B B
6.00 6.20 6.40 6.60
m/z 41.10 59.04%
‘\\llg"’\T‘f‘l\‘J-\P?-\o‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22108: Octane, 3,6-dimethyl-
57.0
e AR mE
6.00 6.20 6.40 6.60
5000 m/z 43.05 58.29%
| ’142.0
S et
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22095: Octane, 3,6-dimethyl- EEmaa RS
57.0 6.00 6.20 6.40 6.60
m/z 56.10 31.21%
h MAM
‘ | L \|1420
et R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.00 6.20 6.40 6.60

SFAM-EPA-BP101823.MA.M Fri Nov 10 ©0:31:57 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\

Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32

Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 11 (DEL) Alkane: Cyclic6.446 Concentration Rank 38

R.T EstConc Area Relative to ISTD R.T.
6.446 7.32 ng/ul 512433 1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, methyl- 98 C7H14 000108-87-2 58
2 Cyclohexane, propyl- 126 C9H18 001678-92-8 52
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 43
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 43
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 43

Abundance Scan 571 (6.446 min): BP017877.D\data.ms (-564) (-)

9.

m/z 83.10 100.00%

5000

-

"’ ’ 6.20 6.40 6.60 6.80
oAbl 2422 2491 3411 4294 5218 /7 57.10  99.33%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3748: Cyclohexane, methyl-
83.0
5000 L B I L I LN B
6.20 6.40 6.60 6.80
\ m/z 55.10 98.19%
lS-MJ 1’

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

E

Abundance #13200: Cyclohexane, propyl-
83.0
R ma e
6.20 6.40 6.60 6.80
5000 m/z 41.10 96.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3811: 2-Pentene, 3,4-dimethyl-, (E)- BB EREEE S
83.0 6.20 6.40 6.60 6.80
m/z 82.10 54.97%
h J\Aﬂ_w\/\w
150) |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

6.20 6.40 6.60 6.80

SFAM-EPA-BP101823.MA.M Fri Nov 10 ©0:31:58 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 (DEL) Alkane: Straight-Chai... Concentration Rank 59
R.T. EstConc Area Relative to ISTD R.T.
6.781 3.43 ng/ul 240228 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 74
2 Nonane, 4-methyl- 142 C10H22 017301-94-9 72
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 64
4 Nonane, 4-methyl- 142 C10H22 017301-94-9 59
5 Nonane, 2-methyl- 142 C1eH22 000871-83-0 50
Abundance Scan 628 (6.781 min): BP017877.D\data.ms (-624) (-) m/z 57.10 100.00%
57.1
RN S R
‘ “ } 1422 6.40 6.60 6.80 7.00 7.20
o ddl | 14222071 20513563 429.1 8201 ./, 43.10  64.15%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #22082: Nonane, 4-methyl-
57.0
5000 U L B B
6.40 6.60 6.80 7.00 7.20
m/z 41.10  45.29%
L 20
\\\\“l\\\\‘\h\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #22083: Nonane, 4-methyl-
57.0
T
6.40 6.60 6.80 7.00 7.20
5000 m/z 71.10 44 .17%
i) ze0
-
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59075: Undecane, 2,6-dimethyl- RN e ]
57.0 6.40 6.60 6.80 7.00 7.20
m/z 70.10  37.73%
H.I’Nllﬁg-o SRS S ..
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.40 6.60 6.80 7.00 7.20

SFAM-EPA-BP101823.MA.M Fri Nov 10 ©0:31:59 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 Benzene, propyl- Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
6.828 8.31 ng/ul 581455 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 62
2 Benzyl chloride 126 C7H7C1 000100-44-7 62
3 Benzeneacetaldehyde 120 C8H80 000122-78-1 58
4 Propanenitrile, 3-[(phenylmethyl... 160 C10H12N2 000706-03-6 53
5 Benzeneacetaldehyde 120 C8H80 000122-78-1 52
Abundance Scan 636 (6.828 min): BP017877.D\data.ms (-631) (-) m/z 91.10 100.00%
91.1

- wa

R R R E

’ 6.60 6.80 7.00 7.20
ob- iy, 147.8207.2267.1 3559 419.948115387 /7 129.20  18.90%

m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #10701: Benzene, propyl-

91.0
5000 \\\\\‘\\\\‘\\\\‘\\\\‘\\\
6.60 6.80 7.00 7.20
m/z 65.10 12.72%
ZZ\.?‘l\ll\‘W ‘J\T\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #12912: Benzyl chloride
91.0
A ARmEEEEE
6.60 6.80 7.00 7.20
5000 m/z 43.10 11.50%
P R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #10660: Benzeneacetaldehyde R A REA
91.0 6.60 6.80 7.00 7.20
m/z 92.10 8.91%
) JMM
‘iju‘_J‘W‘H“H‘w“u‘u‘w“u‘u“_‘u“u‘_ T T e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.60 6.80 7.00 7.20

SFAM-EPA-BP101823.MA.M Fri Nov 10 ©0:32:00 2023 Page: 13



Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32

Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 14 unknown-01 Concentration Rank 26

R.T EstConc Area Relative to ISTD R.T.
6.946 11.08 ng/ul 775541  1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Oxalic acid, bis(2-ethylhexyl) e... 314 C18H3404 1000309-39-0 46
2 Oxalic acid, 2-ethylhexyl ethyl ... 230 C12H2204 1000309-38-4 43
3 Isooctyl mercaptoacetate 204 C10H2002S 025103-09-7 43
4 Nonane, 3-methyl- 142 C10H22 005911-04-6 35
5 Nonane, 3-methyl- 142 C1eH22 005911-04-6 30

Abundance Scan 656 (6.946 min): BP017877.D\data.ms (-649) (-) m/z 105.10 100.00%

105.1

=

411
5000
\ M | 6.60 6.80 7.00 7.20
Ol 1911 283.1341.1403.0 47855412 ;57,1 76.74%
m/z—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #217149: Oxalic acid, bis(2-ethylhexyl) ester
57.0
5000 L AL B B

6.60 6.80 7.00 7.20
‘ m/z 71.18 55.63%
L]

1| 2e70

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #111171: Oxalic acid, 2-ethylhexyl ethyl ester
57.0

-

6.60 6.80 7.00 7.20
5000 m/z 41.10 51.78%

A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #79334: Isooctyl mercaptoacetate A e R
57.0 6.60 6.80 7.00 7.20

m/z 43.10 41.05%

o

5000

.

\‘ | .HM 1145.0204.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

6.60 6.80 7.00 7.20

SFAM-EPA-BP101823.MA.M Fri Nov 10 ©0:32:01 2023

Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 4-Methylcyclohexaneacetic a... Concentration Rank 71
R.T. EstConc Area Relative to ISTD R.T.
7.298 2.43 ng/ul 169737 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-Methylcyclohexaneacetic acid (... 156 C9H1602 1000453-59-3 58
2 Cyclohexane, 1-ethyl-1-methyl- 126 C9H18 004926-90-3 50
3 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 49
4 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 47
5 Cyclohexane, 1-ethyl-4-methyl-, 126 C9H18 004926-78-7 47

Abundance Scan 716 (7.298 min): BP017877.D\data.ms (-712) (-) m/z 97.15 100.00%

97.2

5000

8

39.0 A o
’ ¢ } | i . 7.00 7.20 7.40 7.60
L | | ,161.0 249.1  355.2413.6475.3 541.5 m/z 55.10  89.17%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #33927: 4-Methylcyclohexaneacetic acid (stereoisomer 1
97.0

F

5000 .
7.00 7.20 7.40 7.60

39,

ljh J\MI. L

m/z 41.10 40.99%
| .
RN NN N R N R N RN R RN RN RN

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #13268: Cyclohexane, 1-ethyl-1-methyl-
97.0

=

7.00 7.20 7.40 7.60
5000 m/z 83.10  32.96%

il

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #20786: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis- R R R RRRE
55.0 7.00 7.20 7.40 7.60

m/z 69.10  28.00%

=

5000

3

‘ 140.0
h | \‘ I ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.00 7.20 7.40 7.60

SFAM-EPA-BP101823.MA.M Fri Nov 10 ©0:32:02 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 unknown-02 Concentration Rank 80
R.T. EstConc Area Relative to ISTD R.T.
7.716 2.11 ng/ul 147851 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, n-butyl- 134 CleH14 000104-51-8 25
2 Benzene, n-butyl- 134 CleHi4 000104-51-8 25
3 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 25
4 Benzene, (2-methylpropyl)- 134 C1eH14 000538-93-2 22
5 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 22
Abundance Scan 787 (7.716 min): BP017877.D\data.ms (-782) (-) m/z 91.10 100.00%
91.1
R A ARAEEEa
‘ ‘ 195.2 3572 7.40 7.60 7.80 8.00
Ul ot 2001 3572 45925236 y/7 41.10  51.29%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #17014: Benzene, n-butyl-
91.0
5000 L L L R B B
7.40 7.60 7.80 8.00
m/z 92.05 49.57%
27.0
\\‘\‘\hi\\‘\l‘\ ‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #17013: Benzene, n-butyl-
91.0
R R R Aaa
7.40 7.60 7.80 8.00
5000 m/z 57.10 41.99%
R7.0
‘AMMM\HH‘W‘H‘_‘H‘H“_‘H‘H‘W‘H‘_‘H‘H‘w‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #17043: Benzene, (2-methylpropyl)-  RRAREEEEEE SRR
91.0 7.40 7.60 7.80 8.00
m/z 69.10 41.46%
- NW
D
o 01 S R I R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00

SFAM-EPA-BP101823.MA.M Fri Nov 10 ©0:32:03 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 (DEL) Alkane: Straight-Chai... Concentration Rank 490
R.T. EstConc Area Relative to ISTD R.T.
7.769 6.64 ng/ul 464751  1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 91
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 86
3 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 78

4 Oxalic acid, 2-ethylhexyl pentyl... 272 C15H2804 1000309-38-7 78
5 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 72

Abundance Scan 796 (7.769 min): BP017877.D\data.ms (-792) (-) m/z 71.10 100.00%

71.1
- MWU
e EREaEases e
‘ 1141 22071 7.40 7.60 7.80 8.00
bbbl L2 2002 2811 357.34151 4911 nm/z 43.10  94.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33093: Nonane, 2,6-dimethyl-
43.0
5000 L L N LA BN BN R B
7.40 7.60 7.80 8.00
m/z 57.10 80.99%
[
\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

y

Abundance #22091: Octane, 2,6-dimethyl-
57.0
AR SRR
7.40 7.60 7.80 8.00
5000 ITI/Z 41.10 52.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22125: Heptane, 3,3,5-trimethyl- R e AAAREaRERE
71.0 7.40 7.60 7.80 8.00
m/z 70.10 36.21%
- MWMN
\“h | ‘
rrr e e e e o A REERE R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 20 Benzene, 1-ethyl-2-methyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
7.975 10.08 ng/ul 705251  1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93
3 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 89
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 87
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 87
Abundance Scan 831 (7.975 min): BP017877.D\data.ms (-826) (-) m/z 105.10 100.00%
105.1
5000

A

7.60 7.80 8.00 8.20
207.2 281.1 355.3 446.7 549. m/z 120.15 40.50%

39.0
MMMLM

O et s e T T e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10724: Benzene, 1-ethyl-2-methyl-
105.0
5000 U L LA L B I

7.60 7.80 8.00 8.20
m/z 119.15 20.73%

20
‘\\‘\\\“I\‘u\\‘\‘J\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0

7.60 7.80 8.00 8.20

5000 m/z 91.05 15.32%
39.0
WJA+MMA“J”\”‘W"”\”‘W‘”‘\”‘W‘”‘V“W‘”‘W Avﬁj\kvAJ\wﬂfoAAJ
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10726: Benzene, 1-ethyl-4-methyl- R EEREE R e R
105.0 7.60 7.80 8.00 8.20

m/z 77.10 14.19%

h Mh
390 1.

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 21 (DEL) Alkane: Cyclic8.110 Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
8.110 4.04 ng/ul 282507 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, butyl- 140 CleH20 001678-93-9 90
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 87
3 Cyclohexane, nonadecyl- 350 C25H50 022349-03-7 83
4 Cyclohexane, butyl- 140 Cl1oH20 001678-93-9 80
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 78
Abundance Scan 854 (8.110 min): BP017877.D\data.ms (-848) (-) m/z 83.10 100.00%
83.1
w0 A/\JL/\M
A Ra R R
‘ ' 1$2 2 7.80 8.00 8.20 8.40
b dflde, 1p22 2369295.1357.1 4314 5279 ./, 5519 78.@5%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20675: Cyclohexane, butyl-
83.0
5000 L B L R B B
7.80 8.00 8.20 8.40
m/z 82.05 67.95%
l‘-\s\.ip\"h\h\l\\J‘\J\-\4fh“-\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #31429: Cyclohexane, pentyl-
83.0
A ARmEEEEEE et
7.80 8.00 8.20 8.40
5000 m/z 41.10 45, 28%
J 154.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #259994: Cyclohexane, nonadecyl- A A AAmaEEE R
83.0 7.80 8.00 8.20 8.40
m/z 67.10 25.08%
- WMW
L1 1530 2680 3500
e T e e e e e R EEmmE T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 22 1Indane Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
8.240 5.31 ng/ul 371468 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Indane 118 C9H1e 000496-11-7 70

2 Indane 118 CO9H1e 000496-11-7 55

3 Indane 118 C9H1e 000496-11-7 55

4 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 49

5 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 46

Abundance Scan 876 (8.240 min): BP017877.D\data.ms (-870) (-) m/z 117.05 100.00%

11v.1
5000

50-Ol \ 8.00 8.20 8.40 8.60
bl 20012600 3553 4204 5264 ., 118 19 5e.88%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10179: Indane
117.0
AN

5000 e e e
8.00 8.20 8.40 8.60

39.0 m/z 146.05 44.81%
| ‘\ ‘.m ' J L

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

o

Abundance #10181: Indane

117.0 J\

R AN R N RN R
8.00 8.20 8.40 8.60
5000 m/z 115.10 30.81%
39.0
B

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10178: Indane

117.0 8.00 8.20 8.40 8.60

m/z 148.00  30.64%

5000
58.0
| I\LU i A )

m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.00 8.20 8.40 8.60

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 23 (DEL) Alkane: Straight-Chai... Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
8.334 5.13 ng/ul 358893 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 5-methyl- 156 C11H24 013151-35-4 38
2 Heptane, 4-ethyl- 128 C9H20 002216-32-2 35
3 Oxalic acid, heptyl isohexyl ester 272 C15H2804 1000309-33-1 27
4 Oxalic acid, isobutyl hexyl ester 230 C12H2204 1000309-37-1 27
5 Hexane, 2,3,3-trimethyl- 128 C9H20 016747-28-7 27

Abundance Scan 892 (8.334 min): BP017877.D\data.ms (-884) (-) m/z 57.10 100.00%

57.1
5000 119.2 M%M
e A RmaaE R
\ ‘ m ‘ 207126 8.00 8.20 8.40 8.60
O rbidlilihl, 207126713201 4242 5030 /7 43.10  76.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33084: Decane, 5-methyl-
57.0
5000 L L L B B
8.00 8.20 8.40 8.60
m/z 41.10 52.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14525: Heptane, 4-ethyl-
43.0
AEEmmEEE TR
8.00 8.20 8.40 8.60
5000 m/z 105.05 47 .08%
Lz
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #163270: Oxalic acid, heptyl isohexyl ester
57.0 8.00 8.20 8.40 8.60
m/z 119.15 40.40%
5000
143.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 24 Benzene, 1-methyl-4-propyl- Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
8.398 6.09 ng/ul 426041  1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-4-propyl- 134 CleH14 001074-55-1 93
2 Benzene, 1-methyl-3-propyl- 134 CleHi4 001074-43-7 89
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 70
4 Benzene, 1l-methyl-3-propyl- 134 CleHi4 001074-43-7 70
5 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 64
Abundance Scan 903 (8.398 min): BP017877.D\data.ms (-898) (-) m/z 105.10 100.00%
105.1
43'1 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
‘ ’ 8.00 8.20 8.40 8.60 8.80
ofrobiull by | 1942 2831 3553 4312 5134 7 7119 29.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000 I L R B
8.00 8.20 8.40 8.60 8.80
m/z 134.15  24.19%
‘\?\Q‘W.f()\“\“\Wl#\h\f‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17053: Benzene, 1-methyl-3-propyl-
105.0
8.00 8.20 8.40 8.60 8.80
5000 m/z 43.10 23.89%
39.0
S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17046: Benzene, (1-methylpropyl)- e A RAR R
105.0 8.00 8.20 8.40 8.60 8.80
m/z 57.10 17.62%
5000
390 || |
||

Lh]

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 25 Benzene, 1,4-diethyl- Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
8.493 6.32 ng/ul 442635 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 94
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 94
3 Benzene, 1l-ethyl-3,5-dimethyl- 134 CleHi4 000934-74-7 91
4 Benzene, 2-ethyl-1,4-dimethyl- 134 CleHi4 001758-88-9 90
5 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 90
Abundance Scan 919 (8.493 min): BP017877.D\data.ms (-916) (-) m/z 119.20 100.00%
119.2

=

5000
51,?‘ 8.20 8.40 8.60 8.80
oLl 2091 206.3357.3 4300 5261 ./, 1g5.16  62.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000 UL L B I B AL B
8.20 8.40 8.60 8.80
m/z 134.20 44.27%
41.0
‘\\J‘\Q‘l\ﬂ\J‘\l\"J\\ \‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17026: Benzene, 1,2-diethyl-
105.0
8.20 8.40 8.60 8.80
5000 m/z 91.10 41.75%
39.0

1 | “ HJ \

N
RRREARRAN AR RARSY SARRN RARAY AN AR RARSA RARAN RARAN N

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

-

Abundance #17082: Benzene, 1-ethyl-3,5-dimethyl- e RRRARRREEEER R
119.0 8.20 8.40 8.60 8.80
m/z 77.10  19.50%
5000
39.0
YTV VOV S S k.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 26 Naphthalene, decahydro- Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
8.675 4.83 ng/ul 337897 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, decahydro- 138 C10H18 000091-17-8 95
2 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 91
3 Naphthalene, decahydro- 138 C10H18 000091-17-8 70
4 1,1'-Bicyclopentyl 138 C10H18 001636-39-1 62
5 4,5-Nonadiene 124 C9H1le6 000821-74-9 60
Abundance Scan 950 (8.675 min): BP017877.D\data.ms (-944) (-) m/z 67.10 100.00%
67.1
138.2
5000
AR ARAREERE T
| m \ 2072 8.40 8.60 8.80 9.00
b, 2072 2811 3561 4863 5358 ., 138.20 67.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #19429: Naphthalene, decahydro-
67.0 138.0
5000
8.40 8.60 8.80 9.00
m/z 68.05 66.11%
H\‘ ]

‘\\11’\1\‘1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #19461: Naphthalene, decahydro-, trans-

67.0

:

138.0

8.40 8.60 8.80 9.00
5000 m/z 69.10 60.96%

4

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

=

Abundance #19426: Naphthalene, decahydro- AR ARAREERE T
67.0 8.40 8.60 8.80 9.00
m/z 41.10 56.97%
138.0
5000
WH‘J,&HW‘m_m_m‘m“m“Hu‘m“uu‘mm SRS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 27 o-Cymene Concentration Rank 77
R.T. EstConc Area Relative to ISTD R.T.
8.810 2.22 ng/ul 155485 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 o-Cymene 134 CleH14 000527-84-4 94
2 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94
3 p-Cymene 134 CleH14 000099-87-6 94
4 o-Cymene 134 CleH14 000527-84-4 93
5 o-Cymene 134 CleH14 000527-84-4 93
Abundance Scan 973 (8.810 min): BP017877.D\data.ms (-968) (-) m/z 119.15 100.00%
119.2
5000
39.0 l | 8.40 8.60 8.80 9.00 9.20
b bbb ] 2072 205035624141  SIL6  y 7 134.15  29.59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #16997: 0-Cymene
119.0
5000
8.40 8.60 8.80 9.00 9.20
m/z 91.10  21.31%
41.0 ‘ ‘
\‘\U‘H\A\L\\“"\u \‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
A T e
8.40 8.60 8.80 9.00 9.20
5000 m/z 105.10 13.07%
390 ‘
e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #16995: p-Cymene
119.0 8.40 8.60 8.80 9.00 9.20
m/z 120.20 10.82%
5000
40 | ‘
.
m/z--> 50 100 150 200 250 300 350 400 450 500 550 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 28 Succinic acid, cyclohexylme... Concentration Rank 74
R.T. EstConc Area Relative to ISTD R.T.
8.934 2.28 ng/ul 159528 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Succinic acid, cyclohexylmethyl ... 308 C17H21F04 1000390-31-0 72
2 Cyclohexane, 1-ethyl-1-methyl- 126 C9H18 004926-90-3 64
3 Oxalic acid, butyl cyclohexylmet... 242 C13H2204 1000309-68-2 59
4 Cyclohexane, 1-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 59
5 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 56

Abundance Scan 994 (8.934 min): BP017877.D\data.ms (-990) (-) m/z 97.10 100.00%

97.1

5000

3

31. | d 8.60 8.80 9.00 9.20
I n“\

207.1268.1 341.1399.1460.9521. g
bl gy [ 20712681 3411399.1460.95213 1/, 55,19 67.96%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209135: Succinic acid, cyclohexylmethyl 2-fluorophenyl

o

3

97.0
5000 L L L B B
8.60 8.80 9.00 9.20
m/z 69.10 23.61%
195.0
‘\z\gﬂl\P’\Jl\\ll\H‘\l\\\‘\\\\J’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13268: Cyclohexane, 1-ethyl-1-methyl-
97.0

8.60 8.80 9.00 9.20
5000 m/z 41.10 22.15%

L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #125698: Oxalic acid, butyl cyclohexylmethyl ester AR
55.0 8.60 8.80 9.00 9.20

m/z 96.10 17.64%

-

5000

3

Jl‘hhnl4L0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20

SFAM-EPA-BP101823.MA.M Fri Nov 10 ©0:32:14 2023 Page: 26



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 29 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 50

R.T. EstConc Area Relative to ISTD R.T.
8.969 5.06 ng/ul 354168 1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 o-Cymene 134 CleH14 000527-84-4 93
2 Benzene, 1-ethyl-2,3-dimethyl- 134 CleHi4 000933-98-2 93
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 91
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 91
5 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 91
Abundance Scan 1000 (8.969 min): BP017877.D\data.ms (-996) (-) m/z 119.20 100.00%
119.2
w N\Lw
P e
51.0 ’ ) 8.60 8.80 9.00 9.20
oL rmidchbdlli 2092 29513573 4373 8427 ., 13420  28.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16997: 0-Cymene
119.0
5000
8.60 8.80 9.00 9.20
m/z 91.10 21.32%
41.0 \
‘\\‘\J\“L“\ﬂ\L\\‘I\\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
AR RN S
8.60 8.80 9.00 9.20
5000 m/z 117.15 18.82%
51.0 \
‘mhﬁﬂkuwl‘w“H“H"H“_“w“u“u“u“““w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0 8.60 8.80 9.00 9.20
m/z 115.10 11.69%
5000
39.0
e || R S VL AN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 30 (DEL) Alkane: Straight-Chai... Concentration Rank 39

R.T EstConc Area Relative to ISTD R.T.
9.045 6.89 ng/ul 482353 1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 86
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 38
3 Tridecane 184 C13H28 000629-50-5 38
4 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 38
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 38

Abundance Scan 1013 (9.045 min): BP017877.D\data.ms (-1006) (-) m/z 57.10 100.00%
1

5000 1171

>

e R

‘ ‘ 8.80 9.00 9.20 9.40
0kt 4‘J‘M“\"m“2‘2‘?"53‘28‘1“1‘?’41‘5‘493?"““‘5“1‘0“6‘“ m/z 43.10  96.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33077: Undecane

57.0

%

5000

8.80 9.00 9.20 9.40
m/z 41.10 61.57%

ﬂ Jl‘“F56°

BRI E R R R N

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #16106: 3-Phenylbut-1-ene
117.0

3

8.80 9.00 9.20 9.40
5000 m/z 71.10 54.13%

39.0 \
L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

=

Abundance #59025: Tridecane R e R
57.0 8.80 9.00 9.20 9.40
m/z 117.05 50.26%
5000
J J1‘12701850
b
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 31 4-Methylphenyl acetone Concentration Rank 69
R.T. EstConc Area Relative to ISTD R.T.
9.204 2.71 ng/ul 189685 1,4-Dichlorobenzene-d4 7.893

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-Methylphenyl acetone 148 C10H120 002096-86-8 60
2 Benzene, 1-methyl-4-(2-methylpro... 148 C11lH16 005161-04-6 58
3 Benzene, (1,2-dimethylpropyl)- 148 Cl11H16 004481-30-5 43
4 Benzene, (1,2-dimethylpropyl)- 148 C1l1H1e 004481-30-5 43
5 Benzene, (1-methylbutyl)- 148 C11H16 002719-52-0 38

Abundance Scan 1040 (9.204 min): BP017877.D\data.ms (-1034) (-) | m/z 105.10 100.00%
106.1

-

5000
R S
39.0 H 8.80 9.00 9.20 9.40 9.60
b g 2211 827.0 4120 5200 - n; 119.20  47.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26208: 4-Methylphenyl acetone
105.0
5000 43.0

8.80 9.00 9.20 9.40 9.60
m/z 91.10 33.47%

\J\Lu”\‘ ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #26402: Benzene, 1-methyl-4-(2-methylpropyl)-
105.0

3

8.80 9.00 9.20 9.40 9.60
5000 m/z 148.15 32.16%

27.0 ‘

\me“l

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

=

Abundance #26385: Benzene, (1,2-dimethylpropyl)-
105.0 8.80 9.00 9.20 9.40 9.60
m/z 106.10 31.27%
5000
27.0
L |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 32 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 76

R.T. EstConc Area Relative to ISTD R.T.
9.298 2.23 ng/ul 156299 1,4-Dichlorobenzene-d4 7.893
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 93
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 93
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 86
4 o-Cymene 134 C10H14 000527-84-4 70
5 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 70
Abundance Scan 1056 (9.298 min): BP017877.D\data.ms (-1052) (-) m/z 119.20 100.00%
119.2
5000
51.0 L Joo 9.00 9.20 9.40 9.60
LR, 2091 283.4 357.2 450.7 5407 ., 134.15  28.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
9.00 9.20 9.40 9.60
m/z 91.10 26.70%
51.0 ’
‘\\‘\inh\“\\%l‘”‘\v f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0
R R RRREREE
9.00 9.20 9.40 9.60
5000 m/z 135.20 13.86%
39.0
N U N —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- R R RARRREEEE
119.0 9.00 9.20 9.40 9.60
m/z 97.15 11.46%
-
‘Huhﬁkhﬂu“‘H“_“W"H“H“H“M“W“H“H“‘ ShAu LSS e sl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 33 (DEL) Alkane: Straight-Chai... Concentration Rank 79
R.T. EstConc Area Relative to ISTD R.T.
9.457 2.17 ng/ul 176848 Naphthalene-d8 10.722

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 76
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 64
3 Nonadecane 268 C19H40 000629-92-5 64
4 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 53
5 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 50
Abundance Scan 1083 (9.457 min): BP017877.D\data.ms (-1076) (-) m/z 43.10 100.00%
431
o W
05.1 L R e R R
‘ 9912 9.20 9.40 9.60 9.80
LML p641221.2079.13412 4471 5431 . 57 9 o8.52%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #45501: Decane, 3,7-dimethyl-
43.0
5000 L B I L LA BN B U
9.20 9.40 9.60 9.80
m/z 71.10 94.14%
Lo
d \
L ‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #228592: Tetradecane, 1-iodo-
57.0
A RammE AR
9.20 9.40 9.60 9.80
5000 m/z 41.10 69.15%
155.0
S ¥ ¥ U N A - -~ EE——
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158598: Nonadecane e
57.0 9.20 9.40 9.60 9.80
m/z 85.10 53.95%
h W\J
L 270 1970 2680
H“H“_‘H“H“H“_“w“H“H“H“_“w“u“ R REEEEEEEEE L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 34 p-Cymene Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
9.563 7.73 ng/ul 630358 Naphthalene-d8 10.722

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 p-Cymene 134 CleH14 000099-87-6 92
2 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 92
3 o-Cymene 134 CleH14 000527-84-4 92
4 o-Cymene 134 CleH14 000527-84-4 92
5 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 70

Abundance Scan 1101 (9.563 min): BP017877.D\data.ms (-1094) (-) | m/z 119.15 100.00%
119.2

=

5000
Tl 2z
ol bl )| 2071 28113411 45275154 ., 13420  40.93%
miz—> 0 50 100 150 200 250 300 350 400 450 500
Abundance #16995: p-Cymene
110.0
5000
9.50
‘ m/z 81.10 27.43%

41.0 l
e bl

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

-

Abundance #17103: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
T \
9.50
5000 ITI/Z 91.10 21.51%
as | |
L gl 'l L
e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #16996: 0-Cymene T
119.0 9.50

m/z 67.10 20.93%

5000
39.0

L b4

m/z--> 0 50 100 150 200 250 300 350 400 450 500 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 35 (DEL) Alkane: Cyclic9.757 Concentration Rank 64
R.T. EstConc Area Relative to ISTD R.T.
9.757 3.17 ng/ul 258202  Naphthalene-d8 10.722

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 76
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 76
3 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 70
4 Cyclohexane, hexyl- 168 C12H24 004292-75-5 62
5 Cyclohexane, hexyl- 168 C12H24 004292-75-5 58

Abundance Scan 1134 (9.757 min): BP017877.D\data.ms (-1127) (-)| | m/z 83.10 100.00%

83.1
5000

H “ W 154.2 9.50 10.00
o h‘

2214  325.1387.0448.6 536.2 9
AL L 2214 3251387.04486 5362 /7 55,10 75.54%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #31433: Cyclohexane, pentyl-
83.0

o

5000 — —
9.50 10.00
m/z 82.05 62.16%
J@ 154.0
‘\\5‘\.\’“\‘1\\\\J‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #31429: Cyclohexane, pentyl-
83.0
— —
9.50 10.00
5000 ITI/Z 41.10 45 .57%
J 154.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #43577: Cyclohexane, (4-methylpentyl)- T —
83.0 9.50 10.00

m/z 119.15 40.92%

a-l,nl..w?-o‘” M

[
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 36 unknown-03 Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
9.869 4.72 ng/ul 385143  Naphthalene-d8 10.722

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,4-dimethyl-2-(2-methy... 162 C12H18 055669-88-0 43
2 2,4-Dimethylphenethyl alcohol 150 C10H140 006597-59-7 38
3 Benzene, 1,4-dimethyl-2-(2-methy... 162 C12H18 055669-88-0 38
4 o-Toluic acid, 2-chlorophenyl ester 246 C14H11C102 1010293-77-5 38
5 1-Chloro-2-methyl-2-phenylpropane 168 C10H13Cl 000515-40-2 38

Abundance Scan 1153 (9.869 min): BP017877.D\data.ms (-1150) (-) m/z 119.20 100.00%
57.1 119.2

5000

E

\‘ ‘ L772 9.50 10.00
Al T2 2522 3411 415147675366 L/, 5716 e8.51%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #38001: Benzene, 1,4-dimethyl-2-(2-methylpropyl)-
119.0

o

=

5000 — —
9.50 10.00
m/z 43.18  32.63%

410 | ‘
‘\\Hu‘l\‘\t\\‘m\u!\’\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27529: 2,4-Dimethylphenethyl alcohol
119.0
— —
9.50 10.00
5000 m/z 148.20 26.31%
41

Lk L]
T

m/z--> 6 5‘0 160 léO 260 25‘0 360 3%0 460 4‘50 560 5.."")0 v\,\ﬂ\

Abundance  #37998: Benzene, 1,4-dimethyl-2-(2-methylpropyl)- et e

119.0 9.50 10.00

m/z 41.10 26.02%

5000

41.0
Ui b

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 37 (DEL) Alkane: Straight-Chai... Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
9.957 4.70 ng/ul 383191 Naphthalene-d8 10.722

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2,3-Dimethyldecane 170 C12H26 017312-44-6 43
2 Sulfurous acid, nonyl 2-propyl e... 250 C12H2603S 1000309-12-0 38
3 1-Iodo-2-methylnonane 268 C10H21I 1000101-47-9 38
4 Carbonic acid, dipentyl ester 202 C11H2203 002050-94-4 30
58S

uccinic acid, 2-chloro-6-fluoro... 330 C15H16C1FO5 1000390-72-1 27

Abundance Scan 1168 (9.957 min): BP017877.D\data.ms (-1161) (-) m/z 43.10 100.00%

9.

5000
131.2

=

10.00
m/z 71.10  93.49%

‘ Mn\‘.h\ jos.1 267.0329.2 41604745 549.

m/z--> O 50 100 150 200 250 300 350 400 450 500 550
Abundance #45486: 2,3-Dimethyldecane
43.0
5000 T
10.00
126.0 m/z 55.10 87.68%

'th

[T ’l\‘uw‘uu‘\u\‘HH‘HH“H\‘HH‘HH‘HH‘HH‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

3

Abundance #135264: Sulfurous acid, nonyl 2-propyl ester
43.0
10.00
5000 m/z 41.10 78.77%
127.
e \jL\M\/MW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #157266: 1-lodo-2-methylnonane ——
43.0 10.00
m/z 70.05 64.58%
B WLWW
127.
L2
‘H‘,‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘M‘H‘H‘W‘H‘_ —r
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 38 (DEL) Alkane: Straight-Chai... Concentration Rank 63
R.T. EstConc Area Relative to ISTD R.T.
10.045 3.21 ng/ul 262222  Naphthalene-d8 10.722
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 2-methyl-6-propyl- 226 CleH34 055045-08-4 64
2 Decane, 1-iodo- 268 C10H21I 002050-77-3 60
3 Octane, 4-methyl- 128 C9H20 002216-34-4 58
4 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 52
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 52
Abundance Scan 1183 (10.045 min): BP017877.D\data.ms (-1176) (-} | m/z 43.10 100.00%
T
‘ \13\3-2 2072 10.00
AL, 207:2268.1327.1 415347325364 1/, 5719 83.54%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 — :
10.00
m/z 41.10 69.49%
140.0
\\\‘\“‘ ]\\'\ll‘\ﬂ\‘\\l‘\\\'\‘2\2\6\.\9\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #157264: Decane, 1-iodo-
57.0
T
10.00
5000 m/z 71.10 66.93%
‘ 155.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14533: Octane, 4-methyl- 7 ‘
43.0 10.00
m/z 85.10 50.59%
T UvA
m/z--> 50 100 150 200 250 300 350 400 450 500 550 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 39 1-Phenyl-1-butene Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
10.081 4.24 ng/ul 345959  Naphthalene-d8 10.722
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 90
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 83
3 2,4-Dimethylstyrene 132 C10H12 002234-20-0 83
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 78
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000767-99-7 70

Abundance Scan 1189 (10.081 min): BP017877.D\data.ms (-1186) (- m/z 117.10 100.00%

117.1
5000
51.0 10.00
owk,"eﬂuM t“‘H‘2‘99:‘1“??‘3"1‘3“‘%?“f‘&?:?_“51“7:9_ m/z 119.20  86.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16107: 1-Phenyl-1-butene
117.0
5000 VA :
10.00
m/z 115.10 34.95%
51.0

! L‘ i .J\ i J

‘\\11’\\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16162: Benzene, 2-ethenyl-1,4-dimethyl-

117.0

=

—— ‘
10.00
5000 m/z 132.20  34.75%

51.0
i

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

=

Abundance #16113: 2,4-Dimethylstyrene = T
117.0 10.00
m/z 134.20 32.31%
5000
39.0
17T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 40 (DEL) Alkane: Straight-Chai... Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
10.145 3.43 ng/ul 279854  Naphthalene-d8 10.722
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 58
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 47
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 47
4 Decane, 2,3,8-trimethyl- 184 C13H28 062238-14-6 47
5 Dodecane, 2-methyl-6-propyl- 226 CleH34 055045-08-4 43

Abundance Scan 1200 (10.145 min): BP017877.D\data.ms (-1194) (- m/z 57.10 100.00%

57.1
5000

119.1 — B
| H 10.00 10.50
bl [ 19812620 3272 4153 4928 ./, 43.18  61.37%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45490: Undecane, 3-methyl-
57.0

5000 — e
10.00 10.50

m/z 41.10 50.04%

’ 141.0
W‘MW‘“”g”‘!W“W‘”‘\”“W‘”\‘”‘\”“W‘”\‘”‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #132769: 2-Bromo dodecane

57.0

10.00 10.50

o

5000 m/z 71.10 49,98%
169.0
\”JM‘M‘LL“\”‘W‘%4%Q”\”‘W‘”‘W‘”\”‘W‘”‘W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #261137: Hexadecane, 1-iodo- ‘ ‘ ; ;
57.0 10.00 10.50

m/z 85.10  39.97%

5000
B l‘}S?O 225.0
I |

L
M\H’H\w\\u‘uww\\H‘H\W\H\‘H\W\H\M\\W\H\M

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 41 Benzene, 1-methyl-4-(1-meth... Concentration Rank 70
R.T. EstConc Area Relative to ISTD R.T.
10.228 2.60 ng/ul 211895 Naphthalene-d8 10.722
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11lH16 001595-16-0 58
2 3,4-Dihydro-2-[1H]quinoxalinone 148 C8H8N20 059564-59-9 58
3 5-Chlorovaleric acid, 3-tetradec... 332 C19H37C102 1000299-91-7 53
4 Benzene, (1,1-dimethylpropyl)- 148 C1l1H1e 002049-95-8 53
5 Benzene, 1-ethyl-3,5-dimethyl- 134 CleH14 000934-74-7 46

Abundance Scan 1214 (10.228 min): BP017877.D\data.ms (-1210) (-} | m/z 119.10 100.00%

119.1
5000

AV
55. 10.00 10.50

1802 2511 3432 415348015432 ./, 69,10  33.06%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0

5000

—
10.00 10.50
m/z 148.20  25.61%

41.0 l
‘\\‘\‘1“‘\“\}‘\1[‘1\\f‘\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26813: 3,4-Dihydro-2-[1H]quinoxalinone
119.0

e
10.00 10.50
5000 m/z 91.10 20.81%

39.0
_‘MNﬁUmJW‘ \“\\\\,H\\‘\\H‘\\\\_\\\‘\u\‘\\\w\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #239253: 5-Chlorovaleric acid, 3-tetradecyl ester —
119.0 10.00 10.50

m/z 111.10 17.70%

5000
55.0
196.0
| “ ‘ | “u | o 303.0

n uL

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 42 (DEL) Alkane: Cyclic10.540 Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
10.540 4.78 ng/ul 389768 Naphthalene-d8 10.722
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1-methyl-3-pentyl- 168 C12H24 054411-02-8 58
2 Oxalic acid, cyclohexylmethyl no... 312 C18H3204 1000309-68-6 52
3 Cyclohexane, 1-methyl-2-pentyl- 168 C12H24 054411-01-7 52
4 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 50
5 Cyclohexane, 1-methyl-3-propyl- 140 CloH20 004291-80-9 50
Abundance Scan 1267 (10.539 min): BP017877.D\data.ms (-1262) (-} | m/z 97.15 100.00%
97.2
e V\MJJ\N\/\M
3 T
1 \168'3 2823 o
orbdiilyg d L) 2256282.3339.1 4473 5242 ./, 55,10 70.42%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #43586: Cyclohexane, 1-methyl-3-pentyl-
97.0
5000 — :
10.50
po- m/z 41.16  29.86%
” 168.0
\\H‘”\J\\h\‘!\\!‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #214478: Oxalic acid, cyclohexylmethyl nonyl ester
97.0
T I
10.50
5000 m/z 69.18  27.90%
29#} 171.0
u\mH‘H“‘_w_uwuu_u‘,mWHWHWHWHW
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #43587: Cyclohexane, 1-methyl-2-pentyl- ——
97.0 10.50
m/z 133.20 26.58%
5000
P9
\ H } 168.0
H‘Nhﬂwfu“u‘W“u‘u"W‘H“H‘_“W‘H“H‘W‘ e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 43 2-Bromo dodecane Concentration Rank 73
R.T. EstConc Area Relative to ISTD R.T.
10.604 2.37 ng/ul 193685 Naphthalene-d8 10.722
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 60
2 1-Todo-2-methylundecane 296 C12H25I 073105-67-6 60
3 Hexatriacontane 507 C36H74 000630-06-8 53
4 Eicosane 282 (C20H42 000112-95-8 49
5 Decane, 1-iodo- 268 C10H21I 002050-77-3 49

Abundance Scan 1278 (10.604 min): BP017877.D\data.ms (-1274) (- m/z 57.10 100.00%

57.1
5000
131.2

T
L ‘ || 20722681 3 : 10.50 11.00
ol 4 | 20720681 3411 4164 4860545! /4310 gs.asw

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #132769: 2-Bromo dodecane
57.0

5000 — =
10.50 11.00

m/z 41.10 59.16%

169.0
\”MM”L‘wM“{”‘W‘%4%Q”\”‘W‘”‘W‘”\”‘W‘”‘U
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #193304: 1-lodo-2-methylundecane
57.0

T
10.50 11.00

5000 m/z 71.10 57.66%
U110, 1890 o960
e S B e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #339056: Hexatriacontane —— T
57.0 10.50 11.00

m/z 85.15 40.37%

) jkw\/LwJJJNVAAJJ\/\U
J dﬂ270 197.0 295.0 365.0 435.0 506.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 44 (DEL) Alkane: Straight-Chai... Concentration Rank 67
R.T. EstConc Area Relative to ISTD R.T.
10.857 2.92 ng/ul 238137  Naphthalene-d8 10.722
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Docosane, 7-hexyl- 394 C28H58 055373-86-9 43
2 1-Todo-2-methylundecane 296 C12H25I 073105-67-6 42
3 Heptacosane 380 C27H56 000593-49-7 38
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 38
5 Oxalic acid, 6-ethyloct-3-yl eth... 258 C14H2604 1000309-33-9 35
Abundance Scan 1321 (10.857 min): BP017877.D\data.ms (-1316) (- m/z 57.10 100.00%
57.1
5000
163.3
— —
‘ ‘ l ‘ 10.50 11.00
ALkl 221128113411 4301 S071 i3 10 ge.79%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298429: Docosane, 7-hexyl-
57.0
5000 — —
10.50 11.00
m/z 41.10 74.83%
182.0 309.0
\\\"\I}\\J\\F-ﬁ?.\RH%\l\“\z\??‘.\o\\\‘“\\\\‘\\\\.‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #193304: 1-lodo-2-methylundecane
57.0
— —
10.50 11.00
5000 m/z 71.10 62.75%
1690 2060
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane T T
57.0 10.50 11.00
m/z 55.10 60.57%
- W
| \ ||, 1270 197.0 267.0  380.0
A e e e e P e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 10.50 11.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP110123\

Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS vial : 32

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 45 (DEL) Alkane: Cyclicll.116 Concentration Rank 65

R.T EstConc Area Relative to ISTD R.T.
11.116 3.04 ng/ul 247926  Naphthalene-d8 10.722
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 90
2 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 87

3 Cyclopentane, (2-methylbutyl)- 140 CleH20 053366-38-4 58
4 3-Tridecene, (Z)- 182 C13H26 041446-53-1 52
5 3-Undecene, (E)- 154 C11H22 001002-68-2 50
Abundance Scan 1365 (11.116 min): BP017877.D\data.ms (-1362) (- m/z 57.10 100.00%
57.1
o il \JA/M\/\/\/\/\
‘ J 1100 1150
‘ 182.3 : :
ML B2 211 sz w0s stz aiie se s
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56983: Cyclohexane, 2-butyl-1,1,3-trimethyl-
69.0
5000 — e
11.00 11.50
182.0 m/z 69.10 83.96%
\\‘\“‘\‘ }‘\l\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56979: Cyclohexane, 2-butyl-1,1,3-trimethyl-
69.0
— —
11.00 11.50
5000 m/z 55.10  78.71%
‘ 182.0
LD
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #20729: Cyclopentane, (2-methylbutyl)- e ——
69.0 11.00 11.50
m/z 43.10 64.64%
- M
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 46 (DEL) Alkane: Straight-Chai... Concentration Rank 66
R.T. EstConc Area Relative to ISTD R.T.
11.292 2.99 ng/ul 243721  Naphthalene-d8 10.722
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2,3-Dimethyldodecane 198 C14H3e 006117-98-2 25
2 Octane, 2-methyl- 128 C9H20 003221-61-2 25
3 1-Tyrophanamide 180 C9H12N202 1000131-25-3 22
4 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 22
5 Oxalic acid, hexadecyl hexyl ester 398 C24H4604 1010309-25-0 22

Abundance Scan 1395 (11.292 min): BP017877.D\data.ms (-1390) (- m/z 43.10 100.00%

43.1
5000 163.2
5.1 e —
‘ ﬁ \ 11.00 11.50
LA 26708271 4293 5033 "oy 16 se.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74007: 2,3-Dimethyldodecane
43.0
5000 e -
11.00 11.50
154.0 m/z 85.10 68.76%
“ ) ‘H“ n h

prTT ‘\‘H\‘\H\’HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘\

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

Abundance #14530: Octane, 2-methyl-
43.0

=

= —
11.00 11.50
5000 m/z 41.10 57.65%

\’ F13c
\”‘\h“‘ﬁh“!”‘W‘”‘W‘”\”‘W‘”‘W‘”\”‘W‘”‘W

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

3

Abundance #55509: |-Tyrophanamide T T
163.0 11.00 11.50
m/z 71.10 56.59%
5000
77.0
"HH‘ulﬂ“‘u\m““,‘m‘HH“m"m‘uu‘mwm‘mw == —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.00 11.50
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Data Path : Z:\
Data File : BP@

Acq On : 02
Operator : MA/
Sample : 049

Misc
ALS vial : 32

Quant Method :
Quant Title

TIC Library

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP110123\
17877.D

Nov 2023 09:32

Ju

22-03 5X

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 47 (DEL) Alkane: Cyclic11.357 Concentration Rank 30

R.T EstConc Area Relative to ISTD R.T.
11.357 9.29 ng/ul 757666  Naphthalene-d8 10.722
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 58
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 52
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 52
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 50
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 50

Abundance Scan 1406 (11.357 min): BP017877.D\data.ms (-1401) (- m/z 83.10 100.00%
83.1
70 J,AMW
— —
‘ }} “16&3 11.00 11.50
ol bbbl JL 2671 3432 4301 5151 - n/z 55.10  69.42%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #43577: Cyclohexane, (4-methylpentyl)-
83.0
5000 — —
11.00 11.50
% m/z 57.10 67.97%
\2\6‘\'\“I\HW‘\IJ“I\‘\IJ-‘G\Wg\-O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #7534 Cyclohexane, ethyl-
83.0
= —
11.00 11.50
5000 m/z 41.10 65.98%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #7536: Cyclohexane, ethyl- “ —
83.0 11.00 11.50
m/z 82.10 60.39%
h J/\M
ZG-LH et LN
m/z--> 50 100 150 200 250 300 350 400 450 500 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 48 (DEL) Alkane: Straight-Chai... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
11.475 6.33 ng/ul 515929  Naphthalene-d8 10.722
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 4-methyl- 184 C13H28 006117-97-1 94
2 Dodecane, 4-methyl- 184 C13H28 006117-97-1 64
3 1,3-Dimethylcyclopentanol 114 C7H140 019550-46-0 46
4 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 46
5 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 43

Abundance Scan 1426 (11.475 min): BP017877.D\data.ms (-1421) (- m/z 43.10 100.00%

43.1
5000
—
1 Fl'z 1150
ol b MIW‘%-%‘744?;‘1‘ 3432 4333 5398 ., 71.10  94.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59044: Dodecane, 4-methyl-
43.0
5000 T

11.50
m/z 57.10 72.94%

\‘\‘\\H‘\H\’\H\‘H\\‘HH‘\\H‘\H\‘\H\‘H\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59040: Dodecane, 4-methyl-

N 1
w
o T
r P
N
—o
o

—T
11.50

5000 m/z 41.10 65.79%

141.0
UL

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

-

Abundance #8553: 1,3-Dimethylcyclopentanol 7
43.0 11.50
m/z 85.10 50.24%
h M\M\ﬂv\/
| Do UYL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 49 2-Bromotetradecane Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
11.557 6.03 ng/ul 491754  Naphthalene-d8 10.722
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Bromotetradecane 276 C14H29Br 074036-95-6 72
2 Decane, 2,3,7-trimethyl- 184 C13H28 062238-13-5 64
3 Undecane, 2,10-dimethyl- 184 C13H28 017301-27-8 62
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 62
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 59

Abundance Scan 1440 (11.557 min): BP017877.D\data.ms (-1436) (- m/z 43.10 100.00%

43.1
5000
T \
‘Tﬂz 69.2 11.50
ol bl 169:2 2491 3411 429.2489.4548. ., 57 19  82.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #168307: 2-Bromotetradecane
57.0
5000 e
11.50
m/z 41.10 66.29%
1 70
1970
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59081: Decane, 2,3,7-trimethyl-
43.0
T \
11.50
5000 ITI/Z 71.10 62.76%
141.0
B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59078: Undecane, 2,10-dimethyl- —— ‘
43.0 11.50
m/z 85.10 47.78%
5000
141.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 50 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.657 15.43 ng/ul 1258540  Naphthalene-d8 10.722
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 90
2 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 86
3 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 78
4 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 74
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 64

Abundance Scan 1457 (11.657 min): BP017877.D\data.ms (-1452) (-} | m/z 57.10 100.00%

57.1
5000

T
11.50 12.00

ob bl [ 1903 267.08271 4291 5056 .7 71,10 82.69%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #74023: Dodecane, 4,6-dimethyl-
57.0
5000 T ——
11.50 12.00

m/z 43.10  63.39%

\J\‘\1\“\J‘\|\\]-\5‘?.\(]\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #241464: Sulfurous acid, decyl 2-ethylhexyl ester
57.0

T
11.50 12.00

5000 m/z 41.10 46.03%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141071: Heptadecane, 7-methyl- —— —
57.0 11.50 12.00

m/z 56.10  23.77%

5000
‘ ’ 168.0
L | 239.0

AR e A

T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 51 (DEL) Alkane: Cyclicll.704 Concentration Rank 72
R.T. EstConc Area Relative to ISTD R.T.
11.704 2.39 ng/ul 195301 Naphthalene-d8 10.722
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 47
2 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 47
3 Cyclohexane, 1,3,5-trimethyl-2-0... 378 C27H54 055282-34-3 47
4 N-(3-Piperidinyl)propanamide, N'... 198 C1@H18N202 1016538-74-1 22
5 Cyclohexanecarboxylic acid, 4-pr... 382 C23H30N203 075941-50-3 14

Abundance Scan 1465 (11.704 min): BP017877.D\data.ms (-1461) (-] ' m/z 69.10 100.00%

i W
5000 133.2

——
| H“ 196.4 343.1 11.50 12.00
bl 3964 28323431 4313 | 8412 n7 12520 86.59%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20770: Cyclohexane, 1,1,3,5-tetramethyl-, cis-
125.0
41.0

5000 —— e
11.50 12.00

m/z 41.10 66.49%

” “lJ N
‘\\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20768: Cyclohexane, 1,1,3,5-tetramethyl-, cis-
69.0

——
11.50 12.00
5000 m/z 83.10 60.77%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #286437: Cyclohexane, 1,3,5-trimethyl-2-octadecyl- —— ‘
125.0 11.50 12.00

m/z 55.10 57.32%

M ﬂ W

183.0 252.0 335.0

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 52 1H-Indene, octahydro-2,3a,4... Concentration Rank 62
R.T. EstConc Area Relative to ISTD R.T.
11.857 3.22 ng/ul 262322  Naphthalene-d8 10.722
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, octahydro-2,3a,4-trim... 208 C15H28 031230-13-4 90
2 trans,trans-1,7-Dimethylspiro[4.... 166 C12H22 1000111-72-6 41
3 5,7-Octadien-4-one, 2,6-dimethyl... 152 C10H160 006752-80-3 38
4 4-Methyl-4-(1H-pyrazol-5-yl)pipe... 165 C9H15N3 1000460-41-6 38
5 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 30
Abundance Scan 1491 (11.857 min): BP017877.D\data.ms (-1487) (-} | m/z 165.25 100.00%
95.1 165.3
5000
— —
4
ALl 2671 34334033 5075 ./, 95,10 86.04%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85388: 1H-Indene, octahydro-2,3a,4-trimethyl-2-(1-meth
109.0
5000{ 41.0 — ——
11.50 12.00
m/z 81.10 67.98%
‘ ‘ ‘ 16p.0
\\\\‘H\“\‘“\\H‘JL\‘\‘\“I‘\\\\“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #41582: trans,trans-1,7-Dimethylspiro[4.5]decane
95.0
— —
11.50 12.00
5000 m/z 109.20 63.56%
' | 16?0 VVXAAﬁWwAf%meAWA
| \
e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29268: 5,7-Octadien-4-one, 2,6-dimethyl-, (E)- — ——
95.0 11.50 12.00
m/z 41.10 58.19%
5000
27-FL i
I d
R B B P —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 53 (DEL) Alkane: Cyclic11.928 Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
11.928 5.27 ng/ul 429444  Naphthalene-d8 10.722
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, (2-methylbutyl)- 140 CleH20 053366-38-4 49
2 Cyclohexanone, 3,5-dimethyl-, cis- 126 C8H140 007214-52-0 43
3 Cyclooctane, 1,4-dimethyl-, cis- 140 C10H20 013151-99-0 41
4 Cycloheptanone, 3-methyl- 126 C8H140 000933-17-5 38
5 6-Tetradecene, (Z)- 196 C14H28 041446-61-1 35
Abundance Scan 1503 (11.928 min): BP017877.D\data.ms (-1496) (- m/z 69.10 100.00%
69.1
133.2 W
5000
e
H‘ HH }H e 28113410 404.3467.1 549 12,00
" i waww SRR IRES R 2 m/z 55.18  73.58%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #20729: Cyclopentane, (2-methylbutyl)-
69.0
5000 71
12.00
m/z 41.10 72.20%
\\}\H‘I\ \“\l‘}]\_é\‘o‘.\o\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13134: Cyclohexanone, 3,5-dimethyl-, cis-
69.0
e
12.00
5000 m/z 133.20 60.43%
1rao
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #20745: Cyclooctane, 1,4-dimethyl-, cis- e
55.0 12.00
m/z 83.10 46.17%
5000
112.0
ity .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 54 (DEL) Alkane: Cyclic12.069 Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
12.069 7.51 ng/ul 612918 Naphthalene-d8 10.722
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1-ethyl-2-methyl- 126 C9H18 003728-54-9 60
2 Sulfurous acid, cyclohexylmethyl... 416 C24H4803S 1000309-22-5 58
3 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 49
4 Oxalic acid, cyclohexylmethyl no... 312 C18H3204 1000309-68-6 47
5 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 46
Abundance Scan 1527 (12.069 min): BP017877.D\data.ms (-1522) (- m/z 97.20 100.00%
97.2
5000 WJMW
39, ’l ’ 182.3 12.00
orbdbllby o [T 28113376 4012 47765363 ./, 55.10  75.40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl-
97.0
5000 — :
12.00
3# m/z 57.10  73.43%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #311451: Sulfurous acid, cyclohexylmethyl heptadecyl es
97.0
RN
12.00
5000 m/z 43.10 65.03%
290 ||| 1550 2390
H e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13284: Cyclohexane, 1-ethyl-2-methyl-, cis- —— ‘
97.0 12.00
m/z 41.10 58.85%
B W
4 \" J T
Al Ll L
e o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
BPO17877.D

: 02 Nov 2023 09:32
: MA/JU
¢ 04922-03 5X

: 32 Sample Multiplier: 1

hod
le

ry

: C:\DATABASE\NIST20.L

¢ Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
. SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 55 (DEL) Alkane: Straight-Chai... Concentration Rank 25

R.T EstConc Area Relative to ISTD R.T.
12.287 11.69 ng/ul 904649  Naphthalene-ds 16.722
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonane, 3,7-dimethyl- 156 1M 017302-32-8 55

2 1-Octadecanesulphonyl chloride 352 C18H37C102S 1000342-70-4 50
3 3,5-Dimethyldodecane 198 C14H30 107770-99-0 49
4 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 46
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 43

Abundance Scan 1564 (12.286 min): BP017877.D\data.ms (-1557) (- m/z 57.10 100.00%
57.1

=

5000
—— —
JJ“ 15?-2 12.00 12.50

b bbb s 2653 341140134608 5290 ' p/; 71,10 46.10%
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33097: Nonane, 3,7-dimethyl-

57.0
5000

7 —
12.00 12.50
m/z 41.10 44.87

>°

‘ 127.0
\

‘\H\"\‘\‘\\“\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘H\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

L

Abundance #261362: 1-Octadecanesulphonyl chloride
57.0
— —
12.00 12.50
5000 m/Z 43.10 41 .24%
Mmoo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #74012; 3,5-Dimethyldodecane —— —
57.0 12.00 12.50
m/z 55.10 31.61%
5000 AﬁJx/jk/wv\/MVMAWAﬂJ
J | 169.0
A ) |
R B AR RRsaaTE e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 56 unknown-04 Concentration Rank 61
R.T. EstConc Area Relative to ISTD R.T.
12.475 3.31 ng/ul 269685 Naphthalene-d8 10.722
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexanecarboxylic acid, 4-pr... 271 C17H21NO2 062439-33-2 47
2 (1,2,4-Trimethylcyclohexyl)metha... 198 C12H2202 1010499-04-6 47
3 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 43
4 Cyclooctane, 1-methyl-3-propyl- 168 C12H24 255885-37-1 27
5 Cyclohexane, 1,1'-propylidenebis- 208 C15H28 054934-91-7 25

Abundance Scan 1596 (12.475 min): BP017877.D\data.ms (-1593) (- m/z 69.10 100.00%
69.1

5000 133.2

i

12.50
z 125.20  76.55%

I

s A b e e e T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #162347: Cyclohexanecarboxylic acid, 4-propyl-, 4-cyana

N‘HJ\ A943 281134114020 476.9535.6 m/

o

T MM\N
153.0
5000 \
1250
‘ m/z 55.10 64.04%
JJ[‘ “Huu‘luu‘\\\\2‘\7\1\\0“\\\“\\\“\u‘uu‘uu‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #73725. (1,2,4-Trimethylcyclohexyl)methanol, acetate (is
69.0
—
12.50
5000 m/z 83.10 60.28%
\ ||| 1B8o0
YN

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #20768: Cyclohexane, 1,1,3,5-tetramethyl-, cis-
69.0 12.50

m/z 41.10 56.98%

b

5000

L 1a00

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50

3
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 57 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.710  17.51 ng/ul 1308250  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 5-propyl- 184 C13H28 017312-62-8 50
2 Allyl n-octyl ether 170 C11H220 003295-97-4 49
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 49
4 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 49
5 Heptadecane, 1-bromo- 318 C17H35Br 003508-00-7 43

Abundance Scan 1636 (12.710 min): BP017877.D\data.ms (-1631) (- m/z 57.10 100.00%
57.1

5000
e e
J H’ } 137.2 12.50 13.00
obr hAbidyil, 19532532 327.1 4191 5044 771 10 go.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59032: Decane, 5-propyl-
57.0
5000 .- e —
12.50 13.00

m/z 41.10  59.20%

‘ 140.0
‘\\‘WT’\J\‘W‘I\“‘\L\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45395: Allyl n-octyl ether

57.0

12.‘50 13.‘00
5000 m/z 43.10 59.07%
’ 141.0
\*A“v”W“JW*M*H*\H**w**w*w*ww**w*ww*w*\w*w* U\WVMﬁxNANwAJKAA\Wf
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90202: Dodecane, 2,6,10-trimethyl- ; : ; ;
57.0 12.50 13.00

m/z 55.10  37.11%

‘ l1270 V\/VV“ANAAJ\J\AAM\/

M\ 1 ‘ _ 197.0

\ 7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 58 (DEL) Alkane: Cyclic12.786 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
12.786  15.25 ng/ul 1139670  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 86
2 Heptylcyclohexane 182 C13H26 005617-41-4 83
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 78
4 Cyclohexane, hexyl- 168 C12H24 004292-75-5 78
5 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 64

Abundance Scan 1649 (12.786 min): BP017877.D\data.ms (-1645) (- m/z 83.10 100.00%
83.1

-

5000
\ N T
h 182.3 ‘ 12.50 13.00
O b L 281.13404403.2 4897540 n/z 82.10  66.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #31429: Cyclohexane, pentyl- \AMJ\M~A/\Wﬁfvxﬂva
83.0
5000 — —
12.50 13.00
m/z 55.10 59.18%
154.0
1&AW“\J||||||
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56962: Heptylcyclohexane
83.0
1550 1§00
5000 ITI/Z 41.10 29.18%
J 182.0
\HqLﬂka*wajw*H‘w*www*w*w*w*www*w*w*w
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13260: Cyclohexane, (1-methylethyl)- 7 T
83.0 12.50 13.00
m/z 67.10 19.51%
- M
i#“““‘ N T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS vial : 32

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 59 (DEL) Alkane: Straight-Chai... Concentration Rank 32
R.T EstConc Area Relative to ISTD R.T.
12.822 8.99 ng/ul 671931  Acenaphthene-di0 14.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 3,3,6-trimethyl- 184 C13H28 062338-14-1 72
2 Decane, 3,3,5-trimethyl- 184 C13H28 062338-13-0 64
3 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 50
4 1,3-Dimethylcyclopentanol 114 C7H140 019550-46-0 49
5 Dodecane, 1-iodo- 296 C12H25I1 004292-19-7 47
Abundance Scan 1655 (12.822 min): BP017877.D\data.ms (-1652) (- m/z 71.10 100.00%
71.1
— —
’ 154.3 12.50 13.00
ol bbbt Ly, 26713271 4153 4896548 /. 4316  9p.82%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59099: Decane, 3,3,6-trimethyl-
71.0
5000 — ——
12.50 13.00
m/z 57.10 81.84%
‘ ‘ 155.0
\\A\‘\‘\\ \\‘\J\\\“\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59098: Decane, 3,3,5-trimethyl-
71.0
— ——
12.50 13.00
5000 m/z 85.10 48.41%
‘ ‘ 155.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #22124: Heptane, 3,3,5-trimethyl- — ——
71.0 12.50 13.00
m/z 70.10 44.89%
- /WA/J\NJ\\//\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 60 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.892 16.16 ng/ul 1207520  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane, 2-methyl- 198 C14H3e 001560-96-9 92
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 80
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 72
4 Decane, 2-methyl- 156 C11H24 006975-98-0 55
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 53

Abundance Scan 1667 (12.892 min): BP017877.D\data.ms (-1662) (- m/z 43.10 100.00%

43.1
5000
— ——
(15.1 763 12.50 13.00
O bbdilly 703 283.1342.04009 47335380 /7 57.10  94.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74013: Tridecane, 2-methyl-
57.0
5000 — ——
12.50 13.00
m/z 41.10 61.82%
J | J | | .

[T ’\H\“H'H‘\H‘\‘HH‘HH‘\H\‘HH‘\H\‘HH‘HH‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

[uy
[4)]
a
o

Abundance #194595: Eicosane, 10-methyl-
57.0
— —
12.50 13.00
5000 ITI/Z 71.10 58.48%
154.0
A0 ze0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #287349: Octadecane, 1-iodo- — T
57.0 12.50 13.00
m/z 85.10 45.65%
127.0
WLTES, . 2330 S hia ke
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 61 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
12.980 11.68 ng/ul 872696  Acenaphthene-di0 14.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 86
3 3,5-Dimethyldodecane 198 C14H30 107770-99-0 80
4 Heptacosane 380 C27H56 000593-49-7 72
5 Dodecane, 1-iodo- 296 C12H25I1 004292-19-7 72

Abundance Scan 1682 (12.981 min): BP017877.D\data.ms (-1678) (- m/z 57.10 100.00%
57.1

-

5000
169.3 13.00
orrkbbi Ll [T 28113422 4152 5084 L. 7119 61.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #132769: 2-Bromo dodecane
57.0
5000 T
13.00
m/z 43.10 58.74%
169.0

\’ \IJ“J |

R e e e R e e N R R e
[ I | I | I I I | I I I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

&

Abundance #194595: Eicosane, 10-methyl-
57.0
P
13.00
5000 ITI/Z 41.10 47 .36%
154.0
A z0 s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74012: 3,5-Dimethyldodecane ——
57.0 13.00
m/z 85.15 38.66%
5000
J | 169.0
T .| |
R e R R AAEEsR RS —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\

Data File : B
Acq On : 0
Operator : M
Sample : 0
Misc

ALS vial : 3

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

PO17877.D

2 Nov 2023 09:32
A/JU

4922-03 5X

2  Sample Multiplier: 1

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 62 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T EstConc Area Relative to ISTD R.T.
13.028 36.20 ng/ul 2704600  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 80
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 80
4 Dodecane, 1-iodo- 296 C12H25I1 004292-19-7 78
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72
Abundance Scan 1690 (13.028 min): BP017877.D\data.ms (-1686) (- m/z 57.10 100.00%
57.1
T \
127.2 13.00
4
ol LAyl 1973  282.2341.3401.1 489.3546% ./, 71 19  96.76%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
5000 — :
13.00
m/z 43.10 60.94%
\\J\‘W‘\J\‘\“\“‘].\‘?\Z;O‘\WJ-\Q\Z.\Q\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
T \
13.00
5000 m/z 41.10 48.24%
im0 s
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #90206: Dodecane, 2,6,10-trimethyl- — ‘
57.0 13.00
m/z 85.10 40.87%
B MM
127.
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 63 (DEL) Alkane: Straight-Chai... Concentration Rank 45
R.T EstConc Area Relative to ISTD R.T.
13.310 5.50 ng/ul 410737  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Tetradecene 196 C14H28 001120-36-1 96
2 1-Tetradecene 196 C14H28 001120-36-1 93
3 Cyclotetradecane 196 C14H28 000295-17-0 93
4 Cyclotetradecane 196 C14H28 000295-17-0 93
5 1-Pentadecene 210 C15H30 013360-61-7 91

Abundance Scan 1738 (13.310 min): BP017877.D\data.ms (-1735) (- m/z 55.10 100.00%

55.1
5000
— —
“ H 210.3,65 1327.1384.6 454.5 519.8 13.00 13.50
o_u_uuwﬁm bl f 208,195 129080 425 0128+ m/z 41.18  90.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #71723: 1-Tetradecene
43.0
5000 — —
13.00 13.50
m/z 43.10 86.95%
T s
‘\\\‘\1!!“!\\‘}“\%\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #71726: 1-Tetradecene
41.0
— —
13.00 13.50
5000 m/z 83.10  78.28%
[|196.0“‘ W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #71733: Cyclotetradecane “ —
55.0 13.00 13.50
m/z 57.10 72.08%
5000
‘ ” FSOIQGO
_ﬂﬂﬂu‘«‘mﬂwkuhH‘W‘H‘_‘H‘H‘W‘H‘M‘H‘H‘W‘ — e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 64 (DEL) Alkane: Straight-Chai... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
13.339 9.24 ng/ul 690491  Acenaphthene-di0 14.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 74
2 Tetradecane, 1l-iodo- 324 C14H291 019218-94-1 72
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 72
4 3,5-Dimethyldodecane 198 C14H30 107770-99-0 64
5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 53

Abundance Scan 1743 (13.339 min): BP017877.D\data.ms (-1740) (- m/z 57.10 100.00%
57.1

3

5000
‘ ‘\ 13.00 13.50
owk_m‘w\w?“’,‘??‘2‘3‘1“1‘3‘4‘1“1‘49??"f"7‘5”7_5‘f‘9‘7 m/z 43.10  67.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74004: Tetradecane
57.0
5000 — ——
13.00 13.50
m/z 71.10 59.85%
m‘ 127.0 198.0
‘\\‘\l\‘\\\““\A\‘\\l“\\\\5\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #228591: Tetradecane, 1-iodo-
57.0
— ——
13.00 13.50
5000 ITI/Z 85.15 40.81%
[ L] f270 2or0
I [
_"w“H“‘H“H‘,H‘“H“_“w“u“‘u“u“u“,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45512: Decane, 3,8-dimethyl- — —
57.0 13.00 13.50
m/z 41.10 35.81%
- W
T
\
_"w“H‘H“_“w‘H“H“_‘H“H“H‘w“u“u‘“ — ‘ ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Data Path :
Data File :
: 02
: MA
. 04

Acq On
Operator
Sample
Misc

ALS Vial

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\

BP

: 32

Quant Method :

Quant Tit

TIC Libra

le

ry

Library Search Compound Report

017877.D

Nov 2023 09:32
/3U

922-03 5X

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 65 unknown-05 Concentration Rank 23

R.T EstConc Area Relative to ISTD R.T.
13.416 12.66 ng/ul 946021  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,3-Dimethylcyclopentanol 114 C7H140 019550-46-0 46
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 45
3 Succinic acid, tridec-2-yn-1-yl ... 380 C22H3605 1000390-72-9 43

054911-85-2 43
1000309-13-0 43

4 Butanal, 4-[(tetrahydro-2H-pyran... 172 C9H1603
5 Sulfurous acid, hexyl octyl ester 278 C14H3003S

Abundance Scan 1756 (13.416 min): BP017877.D\data.ms (-1752) (- m/z 57.10 100.00%
57.1

3

5000 135.2
1 13.50
ob - dd il 3978 2664 3412 43244997 1. 7116 92.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8553: 1,3-Dimethylcyclopentanol
43.0
5000 T
13.50
m/z 43.10 87.99%

“ a0

Tt i\ L B L B L B L A B L R B IR L LR B

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

3

Abundance #90203: Dodecane, 2,6,11-trimethyl-
57.0
13.50
5000 m/z 85.10 68.83%
7.0
NP 2
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
—r

Abundance #287706: Succinic acid, tridec-2-yn-1-yl tetrahydrofurfuryl

85.0 13.50

m/z 135.20 43.42%

- AAJ\MV
«Luml%o e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 66 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.728 37.76 ng/ul 2821340  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 64
2 Octadecane, 1-chloro- 288 C18H37Cl 003386-33-2 58
3 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 52
4 Carbonic acid, decyl undecyl ester 356 C22H4403 1000383-16-0 52
5 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 49

Abundance Scan 1809 (13.728 min): BP017877.D\data.ms (-1804) (- m/z 57.10 100.00%

57.1
5000
’ 156.2 P
Il

I
h‘ \\ 13.50 14.00
A 222.3 295.1356.2418.2 8033 1/ 43.10  59.59%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33080: Undecane
57.0

5000 A S
13.50 14.00

m/z 71.10 57.92%

‘ 156.0
‘\\‘\\‘\\\J\l’\“\‘\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #184137: Octadecane, 1-chloro-

57.0

T
13.50 14.00

o

5000 m/z 41.10 54.03%
| }\hﬁﬁﬁJlsgo 288.0
e A e st e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #184136: Octadecane, 1-chloro- T —
57.0 13.50 14.00

m/z 85.15 40.48%

5000
| \kﬁ%911890 288.0

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00

SFAM-EPA-BP101823.MA.M Fri Nov 10 ©0:32:54 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 67 unknown-06 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
13.810 9.82 ng/ul 733493  Acenaphthene-di0 14.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Tetradecenal, (Z)- 210 C14H260 053939-27-8 41
2 2,4-Octadienoic acid 140 C8H1202 083615-26-3 30
3 Cyclopropanemethanol, 2,2,3,3-te... 128 C8H160 002415-96-5 27
4 4,4-Dimethyl-oct-5-enal 154 C10H180 1010143-73-6 22
5 Massoilactone 168 C10H1602 ©51154-96-2 18
Abundance Scan 1823 (13.810 min): BP017877.D\data.ms (-1819) (- m/z 97.20 100.00%
97.2
5000 173.2 W
3 j ‘ T T ‘ T
L
oLl L b ll 23422925 387.2419.7 5032 ;m/z 55.10  75.81%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #87556: 9-Tetradecenal, (2)-
55.0
5000 — —
13.50 14.00
} Tl 0 192.0 m/z 41.18  69.56%
\\\L‘\“\h‘ "I‘"h“\”
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #21194: 2,4-Octadienoic acid
97.0
— —
13.50 14.00
5000 m/z 69.10 55.72%
38.“&‘“,, MM
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14502: Cyclopropanemethanol, 2,2,3,3-tetramethyl- — ——
55.0 13.50 14.00
m/z 173.20 46.62%
- MAJ\W
HL‘M@-O,, AT
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

B
. 0

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\

PO17877.D
2 Nov 2023 09:32

: MA/JU
¢ 04922-03 5X

3

Quant Title

TIC Library

2  Sample Multiplier: 1

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 68 (DEL) Alkane: Straight-Chai... Concentration Rank 12

R.T EstConc Area Relative to ISTD R.T.
13.863  25.00 ng/ul 1867466 Acenaphthene-die 14.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 pentadecane, 7-methyl- 26 Cl6H3a 006165-40-8 64
2 Decane, 3-methyl- 156 C11H24 013151-34-3 49

1000309-20-0 46
1000309-19-9 43

3 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S
4 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S

5 Tridecane, 6-methyl- 198 C14H3e 013287-21-3 43
Abundance Scan 1832 (13.863 min): BP017877.D\data.ms (-1828) (- m/z 57.10 100.00%
57.1
o w
- P
‘ 2104 13.50 14.00
ol M\ s 2104 283.1343.1401.4 4675 5373 1/ 7116  62.46%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107232: Pentadecane, 7-methyl-
57.0
5000 = —
13.50 14.00
m/z 43.10 53.73%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33092: Decane, 3-methyl-
57.0
i e
13.50 14.00
5000 m/z 41.10 44 .17%
J 127.0
Wi
b e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #318981: Sulfurous acid, 2-ethylhexyl heptadecyl ester P ——
57.0 13.50 14.00
m/z 69.10 34.96%
o J\/\/V/JMJJMV/&\fﬂJV\/
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 69 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.904 17.99 ng/ul 1343770  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2,4-Dimethyldodecane 198 C14H3e 006117-99-3 76
2 Sulfurous acid, hexyl pentadecyl... 376 C21H4403S 1000309-13-7 72
3 Sulfurous acid, dodecyl hexyl ester 334 C18H3803S 1000309-13-4 72
4 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 58
5 Sulfurous acid, hexyl undecyl ester 320 C17H3603S 1000309-13-3 53

Abundance Scan 1839 (13.904 min): BP017877.D\data.ms (-1837) (- m/z 43.10 100.00%
43.1

%

5000
’l | 15T3 . 14.00
ob kil yia |, 212.3272.1 3413 4086 48315405 ./, g5 15 81.e6%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74010: 2,4-Dimethyldodecane
43.0
5000 T
14.00
’ m/z 57.10 63.15%
140.0
\[ Ll 7T 1080

‘HHH\H’HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #284587: Sulfurous acid, hexyl pentadecyl ester

=

43.0
14.00
5000 m/z 41.106  60.25%
I no
R L AR R AR A RRRRR A RARRE
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #241459: Sulfurous acid, dodecyl hexyl ester ——
85.0 14.00
m/z 71.10 44.46%
27. } 169.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 70 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.122  33.70 ng/ul 2517680  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane, 3-methyl- 212 C15H32 018435-22-8 94
2 Tridecane, 1-iodo- 310 C13H271 035599-77-0 72
3 Pentadecane, 2-methyl- 226 CleH34 001560-93-6 72
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 72
5 10-Methylnonadecane 282 C20H42 056862-62-5 64
Abundance Scan 1876 (14.122 min): BP017877.D\data.ms (-1872) (|  m/z 57.10 100.00%
57.1
2000 MJ\&W
— —
| b- 14.00 14.50
o, ‘H‘WmH‘M"‘w‘?95_1‘”3_7‘1”1‘4‘3‘1‘?49?‘9‘W m/z 71.10  55.69%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #90198: Tetradecane, 3-methyl-
57.0
5000 R ——
14.00 14.50
m/z 43.10 50.43%
183.0
\\J\\‘\\\‘\‘F‘\Z\?\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #211086: Tridecane, 1-iodo-
57.0
— —
14.00 14.50
5000 m/z 41.10 48.62%
‘ 183.0
hiaeo [T 8100
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107227: Pentadecane, 2-methyl- — —
43.0 14.00 14.50
m/z 85.15  38.30%
5000
' 1 113.0 183 0
(I
H‘“H‘_‘H‘HH‘H‘W‘H‘_‘HM‘H‘H‘W‘H‘_H‘M e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP110123\

Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 71 unknown-07 Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T.
14.363 52.47 ng/ul 3919980  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 46

2 1-Tetracosene 336 C24H48 010192-32-2 43
3 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 41
4 Cyclopentadecane 210 C15H3e 000295-48-7 35
5 3-Heptene, 4-propyl- 140 Cl1oH20 004485-13-6 35
Abundance Scan 1917 (14.363 min): BP017877.D\data.ms (-1912) (- m/z 55.10 100.00%
55.1
5000 1933 W
193.2 P e
| ‘ 14.00 14.50
ob MMM LG Ly 2811 3852 asessas. it 4116 o1.06%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #271371: Bromoacetic acid, hexadecyl ester
43.0
5000 — —
110 14.00 14.50
‘ m/z 69.10 91.20%
l‘lfJ\h‘!‘"d.lzsgo“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244231: 1-Tetracosene
43.0
P P
14.00 14.50
111.0 )
5000 m/z 97.20  88.36%
T IEETI——
P H"H"H“_“w“u,u“_“w“u“u"H“_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #318054: Nonadecy! pentafluoropropionate — ——
57.0 14.00 14.50
m/z 57.10 88.05%
5000
125.0
1] H}\ | 1820 266.0 412.0
‘H"H“H“_“w“u“u“u“_“w‘H“H“_“w‘ — —r
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 72 Sulfurous acid, cyclohexylm... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.504 113.74 ng/ul 8497000  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Sulfurous acid, cyclohexylmethyl... 402 C23H4603S 1000309-22-4 83
2 Sulfurous acid, cyclohexylmethyl... 416 C24H4803S 1000309-22-5 80
3 Sulfurous acid, cyclohexylmethyl... 332 C18H3603S 1000309-21-9 72
4 Sulfurous acid, cyclohexylmethyl... 430 C25H5003S 1000309-22-6 72
5 Oxalic acid, cyclohexylmethyl de... 326 C19H3404 1000309-68-7 72
Abundance Scan 1941 (14.504 min): BP017877.D\data.ms (-1936) (- m/z 97.20 100.00%
97.2
5000 JM
4 we
3 ‘ 210.4 :
o M 210%67 1305 0380044315048y 55 59,84k
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #303682: Sulfurous acid, cyclohexylmethyl hexadecyl est
97.0
5000 ‘14\50‘ \
m/z 41.10 34.05%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #311451: Sulfurous acid, cyclohexylmethyl heptadecyl es
97.0
T 7 \
14.50
5000 m/z 57.10 29.38%
290 ||| 1550 2390
HH
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #239147: Sulfurous acid, cyclohexylmethyl undecyl ester T
97.0 14.50
m/z 43.10 25.10%
PO e -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

: C:\DATABASE\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
. SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 73 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T EstConc Area Relative to ISTD R.T.
14.892 144.32 ng/ul 107821060  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 89
2 Tridecane, 6-propyl- 226 CléH34 055045-10-8 81
3 Undecane 156 C11H24 001120-21-4 74
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 68
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 64
Abundance Scan 2007 (14.892 min): BP017877.D\data.ms (-1999) (| m/z 57.10 100.00%
57.1
1456 ide
19.2 1893 ' :
0“"Jw‘HLH‘L‘,H‘W"‘%""#‘“‘““2‘4?"?"W‘?"5‘5"‘2‘4‘1‘2"?‘4‘1‘79"8‘5‘2‘9(?‘ m/z 71.16  56.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107218: Hexadecane
57.0
5000 — ——
14.50 15.00
m/z 43.10 53.67%
J‘\ J.‘ 1270 226.0
‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107222: Tridecane, 6-propyl-
43.0
— ——
14.50 15.00
5000 m/z 41.10 37.93%
126.0
N O DN N2 O
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33077: Undecane “ —
57.0 14.50 15.00
m/z 85.20 35.60%
v WJ\A/M
‘ 156.0
‘\\\"\J\\J\I’\“\‘\\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ ‘ T T ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 74 Sulfurous acid, hexyl octyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.933  79.35 ng/ul 5928160  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Sulfurous acid, hexyl octyl ester 278 C14H3003S 1000309-13-0 72
2 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 64
3 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 43
4 Pentane, 3-ethyl-3-methyl- 114 C8H18 001067-08-9 43
5 Tetradecane, 4-ethyl- 226 Cl6H34 055045-14-2 43
Abundance Scan 2014 (14.933 min): BP017877.D\data.ms (-2011) (- m/z 43.10 100.00%
43.1
5000 NVVJ\/\A/\UV\
113.2 A
L 27332364 341.2401.2461.1522.1 1500
O B L T g R ARAREE m/z 85.20 93.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #170572: Sulfurous acid, hexyl octyl ester
57.0
5000 LN
15.00
m/z 57.10  83.59%
[LLf) | 1650
‘\\\‘\f\[\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14574: Hexane, 2,3,4-trimethyl-
43.0
——
15.00
5000 m/z 71.10  81.40%
111 1280
e s e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45501: Decane, 3,7-dimethyl- ——
43.0 15.00
m/z 41.10 48.22%
RS
U |
R e A RARa B P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS vial : 32

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 75 (DEL) Alkane: Straight-Chai... Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
14.992 60.96 ng/ul 4553970  Acenaphthene-di0 14.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane, 4-methyl- 198 C14H3e 026730-12-1 72
2 Undecane, 6-ethyl- 184 C13H28 017312-60-6 52
3 Tridecane, 6-propyl- 226 Cl6H34 055045-10-8 50
4 Decane, 2,8,8-trimethyl- 184 C13H28 1000060-81-2 50
5 Heptacosane 380 C27H56 000593-49-7 50

Abundance Scan 2024 (14.992 min): BP017877.D\data.ms (-2021) (- m/z 71.10 100.00%
71.1
5000 \\ﬁ/vkjvvd\ﬂqJ&/AA
——
l 15.00
Olrrh bl “UMMM244‘3“‘52]7‘1_““9‘2“5““‘7?7“5?’?‘1‘ m/z 43.10  86.55%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #74008: Tridecane, 4-methyl-
43.0
5000 IR
15.00
m/z 57.10 66.16%
‘ ‘ 155.0
\\‘\‘\J\\‘\J‘\J\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59036: Undecane, 6-ethyl-
57.0
——
15.00
5000 m/z 41.10 41.28%
" ’ }1540
\\l\ “\\\‘i\‘l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107222: Tridecane, 6-propyl- —
43.0 15.00
m/z 85.20 40.73%
5000
126.0183.0
B S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 76 Carbonic acid, octadecyl vi... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.063 134.14 ng/ul 10021760  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 68
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 68
3 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 64
4 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 64
5 Dodecane 170 C12H26 000112-40-3 64
Abundance Scan 2036 (15.063 min): BP017877.D\data.ms (-2030) (- m/z 57.10 100.00%
57.1
- W
155.2
T \
’ “ ( 15.00
ol AALALILLL ] 22542821 35744141 489.3545¢ ., 71 19  84.42%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #248885: Carbonic acid, octadecyl vinyl ester
57.0
5000 — :
15.00
}‘ m/z 43.10 83.29%
5.0
\J\\“\IW\“f“]‘T‘F\JI\‘\“\;\9\4‘..9??‘2\.\0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
T \
15.00
5000 m/z 85.20 62.64%
| } ! ‘Fﬁ, 0182, 0 2520 325.0
ey e R ARRRRRARR IR RRRRE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester —— ‘
57.0 15.00
m/z 41.10 55.42%
5000 W
| } J ‘EF 224.0 297.0
e P
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 77 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.280 115.93 ng/ul 8661290  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3,5-Dimethyldodecane 198 C14H3e 107770-99-0 64
2 Dodecane 170 C12H26 000112-40-3 64
3 Dodecane, 5,8-diethyl- 226 CleH34 024251-86-3 64
4 Dodecane 170 C12H26 000112-40-3 64
5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 58

Abundance Scan 2073 (15.280 min): BP017877.D\data.ms (-2068) (- m/z 57.10 100.00%
57.1

§

5000
H‘|{ 193.3 15.00 15.50
ol L gy '“uwm“'*“2‘?’2”":“3‘4‘1“2“‘}?‘1“‘“4?""‘9‘54% m/z 43.10  48.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74012: 3,5-Dimethyldodecane
57.0
5000 — —
15.00 15.50
m/z 71.10 43.96%
‘ ‘ | 169.0
‘\\‘\i\‘\\\\’\‘\l\\‘\J\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45481: Dodecane
57.0
—— —
15.00 15.50
5000 ITI/Z 41.10 40.52%
L[ 100
‘\\\\‘\\‘\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107230: Dodecane, 5,8-diethyl- — —
57.0 15.00 15.50
m/z 69.10 35.99%
5000
| ‘p
_"w"H,H"_“w‘H"H“_‘H“H“H‘w“u“u‘_ —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

TIC Libra

: 02

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
BPO17877.D

Nov 2023 09:32

: MA/JU
¢ 04922-03 5X

: 32

hod :
le

ry

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 78 (DEL) Alkane: Straight-Chai... Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
15.810 327.24 ng/ul 24447900  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 94
2 Heneicosane 296 C21H44 000629-94-7 83
3 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 81
4 Docosane 310 C22H46 000629-97-0 80
5 Octadecane 254 C18H38 000593-45-3 80

Abundance Scan 2163 (15.810 min): BP017877.D\data.ms (-2157) (- m/z 57.10 100.00%
57.1

e

5000
— —
} " 169.3 2305 15.50 16.00
o bbbl 2395 3391 414.8474.15325 ;0 7115 70.71%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000

“ T
15.50 16.00
m/z 43.10 47.84%

e J f27-0 2110

RN NN R RN R RN RN RN RN

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane

r

57.0

— ——
15.50 16.00
5000 m/z 85.20 41.58%

7.0
‘ ‘J‘\ ‘II JFI J it 1197'0 296'0

| h
[T L L L L L B L L B L B L B L LR B

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

c

Abundance #45506: Decane, 3,6-dimethyl- “ T
57.0 15.50 16.00
m/z 41.10  21.50%
5000 W\/\/\J
41.0
H,HLJ“““ — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 79 (DEL) Alkane: Cyclic16.045 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.045 23.79 ng/ul 11600200  Phenanthrene-d10 17.416
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, decyl- 224 C1éH32 001795-16-0 81
2 n-Nonylcyclohexane 210 C15H30 002883-02-5 81
3 Cyclohexane, decyl- 224 C16H32 001795-16-0 81
4 n-Nonylcyclohexane 210 C15H3e 002883-02-5 81
5 Cyclohexane, tetradecyl- 280 C20H40 001795-18-2 64

Abundance Scan 2203 (16.045 min): BP017877.D\data.ms (-2199) (- m/z 83.15 100.00%
83.2

.

5000
16.00 |
211.4 :
41.2
o dliian2 2 omosere  asersias o, sr1s eo.0%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104600: Cyclohexane, decyl-
83.0
5000 — ‘
16.00
m/z 55.10  49.59%
Ih Ly 1410 2240
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #87655: n-Nonylcyclohexane
83.0
T
16.00
5000 ITI/Z 57.10 34.80%
h ‘ 210.0
B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104601: Cyclohexane, decyl- “

83.0 16.00
m/z 41.10  29.56%

5000

:

T e e —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acq On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 80 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.292  20.00 ng/ul 9751390  Phenanthrene-d10 17.416
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 80
2 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 72
3 Pentadecane, 4-methyl- 226 Cl6H34 002801-87-8 72
4 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 64
5 Sulfurous acid, 2-ethylhexyl tri... 376 C21H4403S 1000309-19-6 58
Abundance Scan 2245 (16.292 min): BP017877.D\data.ms (-2242) (|  m/z 71.15 100.00%
71.2
5000 W\
— —
1] { 183.3 1600 1650
ok bbd Ly | 2444 31153606 46705278 1/, 5710 99.61%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158622: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 — ——
16.00 16.50
m/z 43.10 54.99%
‘ i% 183.0
\\“\‘\‘W‘J‘Fl\ﬂ-‘fﬁrﬂd\\\‘\‘\’l\\\\2‘6\\8\.(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-
57.0
— —
16.00 16.50
5000 m/z 85.20 43.23%
‘ ‘ % 183.0
ST BT WSS ———
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107236: Pentadecane, 4-methyl- — —
43.0 16.00 16.50
m/z 113.20  25.43%
5000
}1 3.0 183.0
HJfwwﬂﬂﬂmwuﬂw‘u‘_‘u‘u‘W‘H‘_‘H‘H‘W‘H‘_ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110123\
Data File : BP@17877.D

Acqg On : 02 Nov 2023 09:32
Operator : MA/JU

Sample : 04922-03 5X

Misc :

ALS vial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP101823.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|
(DEL) Alkane: S... 4.316 4.3 ng/ul 300935 1 7.893 1399780 20.0
tert-Hexadecane... 5.246 4.5 ng/ul 314046 1 7.893 1399780 20.0
(DEL) Alkane: C... 5.757 2.3 ng/ul 158155 1 7.893 1399780 20.0
(DEL) Alkane: S... 5.804 7.6 ng/ul 533765 1 7.893 1399780 20.0
(DEL) Alkane: S... 6.175 2.2 ng/ul 1541606 1 7.893 1399780 20.0
(DEL) Alkane: S... 6.340 8.0 ng/ul 559725 1 7.893 1399780 20.0
(DEL) Alkane: C... 6.446 7.3 ng/ul 512433 1 7.893 1399780 20.0
(DEL) Alkane: S... 6.781 3.4 ng/ul 240228 1 7.893 1399780 20.0
Benzene, propyl- 6.828 8.3 ng/ul 581455 1  7.893 1399780 20.0
unknown-01 6.946 11.1 ng/ul 775541 1  7.893 1399780 20.0
4-Methylcyclohe... 7.298 2.4 ng/ul 169737 1 7.893 1399780 20.0
unknown-02 7.716 2.1 ng/ul 147851 1 7.893 1399780 20.0
(DEL) Alkane: S... 7.769 6.6 ng/ul 464751 1 7.893 1399780 20.0
Benzene, 1l-ethy... 7.975 10.1 ng/ul 705251 1  7.893 1399780 20.0
(DEL) Alkane: C... 8.110 4.0 ng/ul 282507 1 7.893 1399780 20.0
Indane 8.240 5.3 ng/ul 371468 1 7.893 1399780 20.0
(DEL) Alkane: S... 8.334 5.1 ng/ul 358893 1 7.893 1399780 20.0
Benzene, 1-meth... 8.398 6.1 ng/ul 426041 1 7.893 1399780 20.0
Benzene, 1,4-di... 8.493 6.3 ng/ul 442635 1 7.893 1399780 20.0
Naphthalene, de... 8.675 4.8 ng/ul 337897 1 7.893 1399780 20.0
o-Cymene 8.810 2.2 ng/ul 155485 1 7.893 1399780 20.0
Succinic acid, 8.934 2.3 ng/ul 159528 1  7.893 1399780 20.0
Benzene, 1-ethy... 8.969 5.1 ng/ul 354168 1 7.893 1399780 20.0
(DEL) Alkane: S... 9.045 6.9 ng/ul 482353 1 7.893 1399780 20.0
4-Methylphenyl ... 9.204 2.7 ng/ul 189685 1 7.893 1399780 20.0
Benzene, 4-ethy... 9.298 2.2 ng/ul 156299 1 7.893 1399780 20.0
(DEL) Alkane: S... 9.457 2.2 ng/ul 176848 2 10.722 1631300 20.0
p-Cymene 9.563 7.7 ng/ul 630358 2 10.722 1631300 20.0
(DEL) Alkane: C... 9.757 3.2 ng/ul 258202 2 10.722 1631300 20.0
unknown-03 9.869 4.7 ng/ul 385143 2 10.722 1631300 20.0
(DEL) Alkane: S... 9.957 4.7 ng/ul 383191 2 10.722 1631300 20.0
(DEL) Alkane: S... 10.045 3.2 ng/ul 262222 2 10.722 1631300 20.0
1-Phenyl-1-butene 10.081 4.2 ng/ul 345959 2 10.722 1631300 20.0
(DEL) Alkane: S... 10.145 3.4 ng/ul 279854 2 10.722 1631300 20.0
Benzene, 1-meth... 10.228 2.6 ng/ul 211895 2 10.722 1631300 20.0
(DEL) Alkane: C... 10.540 4.8 ng/ul 389768 2 10.722 1631300 20.90
2-Bromo dodecane 10.604 2.4 ng/ul 193685 2 10.722 1631300 20.0
(DEL) Alkane: S... 10.857 2.9 ng/ul 238137 2 10.722 1631300 20.0
(DEL) Alkane: C... 11.116 3.0 ng/ul 247926 2 10.722 1631300 20.0
(DEL) Alkane: S... 11.292 3.0 ng/ul 243721 2 10.722 1631300 20.0
(DEL) Alkane: C... 11.357 9.3 ng/ul 757666 2 10.722 1631300 20.0
(DEL) Alkane: S... 11.475 6.3 ng/ul 515929 2 10.722 1631300 20.0
2-Bromotetradecane 11.557 6.0 ng/ul 491754 2 10.722 1631300 20.0
(DEL) Alkane: S... 11.657 15.4 ng/ul 1258540 2 10.722 1631300 20.0
(DEL) Alkane: C... 11.704 2.4 ng/ul 195301 2 10.722 1631300 20.0
1H-Indene, octa... 11.857 3.2 ng/ul 262322 2 10.722 1631300 20.0
(DEL) Alkane: C... 11.928 5.3 ng/ul 429444 2 10.722 1631300 20.0
(DEL) Alkane: C... 12.069 7.5 ng/ul 612918 2 10.722 1631300 20.90
(DEL) Alkane: S... 12.287 11.1 ng/ul 904649 2 10.722 1631300 20.0
unknown-04 12.475 3.3 ng/ul 269685 2 10.722 1631300 20.0
(DEL) Alkane: S... 12.710 17.5 ng/ul 1308250 3 14.598 1494180 20.0
(DEL) Alkane: C... 12.786 15.3 ng/ul 1139670 3 14.598 1494180 20.0
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(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
unknown-05

(DEL) Alkane:
unknown-06

(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
unknown-07

Sulfurous acid,...
S...
Sulfurous acid,...
S...

(DEL) Alkane:

(DEL) Alkane:
Carbonic acid,
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:

S...
S...
S...

S
S...
cC...
S

nuvmumumounom

12.
12.
.980
.028
13.
13.
.416
.728
13.
13.
.904
14.
14.
14.
14.
14.
14.
.063
15.
15.
16.
16.

12
13

13
13

13

15

822
892

310
339

810
863

122
363
504
892
933
992

280
810
045
292

16.
11.
36.

12.
37.

25.
18.
33.
52.
113.
144.
79.
61.
134.
115.
327.
23.
20.

OO NUOVURFRPROWWNUUNOO®WMOONNUNMNNDOG
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