LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42723.D

Acqg On : 14 Nov 2023 04:01
Operator : MA/JU

Sample : 05079-06

Misc :

ALS Vvial : 23  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 M\Methods\SFAM-EPA-BM111323.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@42723.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.181 31 33 45 rVB2 14845 27450 1.36% 0.149%
2 3.458 76 80 87 rVB 19322 27475 1.36% 0.149%
3 3.634 106 110 123 rBV 65721 118234 5.86% 0.642%
4 3.810 137 140 145 rVB3 5286 8780 0.44% 0.048%
5 3.928 157 160 163 rBV5 3103 4351 0.22% 0.024%
6 4.181 200 203 207 rBV4 3357 3884 0.19% 0.021%
7 4.258 213 216 225 rVB5 5633 10026 ©0.50% 0.054%
8 4.687 286 289 292 rvB3 2727 3323  0.16% 0.018%
9 4.752 297 300 302 rBv3 5940 6919 0.34% 0.038%
10 4.934 325 331 335 rBV6 7830 10424 ©.52% 0.057%
11  4.993 337 341 346 rVB6 7993 14325 ©0.71% 0.078%
12 5.269 383 388 392 rBvVv6 4087 5324 0.26% 0.029%
13 5.704 456 462 469 rBV5 6160 11198 ©.55% 0.061%
14 5.787 473 476 480 rBV4 2835 5303 ©.26% 0.029%
15 5.904 491 496 506 rvB5 7463 18117 ©.90% ©.098%
16 6.110 526 531 536 rvB3 8066 13681 0.65% 0.071%
17 6.287 555 561 565 rBv2 6873 9509 0.47% 0.052%
18 6.457 585 590 594 rBV6 3427 5437 0.27% 0.030%
19 6.587 607 612 617 rBV6 4666 7681 0.38% 0.042%
20 6.640 617 621 624 rVW4 3666 5006 ©.25% 0.027%
21 6.851 652 657 664 rVve 4853 9831 0.49% 0.053%
22 7.010 678 684 693 rBvV2 68673 140610 6.97% 0.763%
23 7.087 693 697 702 rVB 24682 37304 1.85% 0.202%
24 7.187 707 714 732 rBV 196566 354538 17.57%  1.925%
25 7.357 737 743 754 rBV 218961 396253 19.64% 2.151%
26 7.587 776 782 788 rBV8 2369 5819 ©.29% 0.032%
27 7.834 818 824 834 rBV 162178 274844 13.62%  1.492%
28 7.898 834 835 839 rvB4 3650 3239 0.16% 0.018%
29 8.034 855 858 863 rBV6 5827 8935 0.44% 0.049%
30 8.081 863 866 870 rVVe 2623 3666 ©0.18% 0.020%
31 8.134 870 875 880 rVB7 3246 6857 ©.34% 0.037%
32 8.193 882 885 888 rvv2 3197 5057 0.25% 0.027%
33 8.257 891 896 900 rVB6 4604 6966 ©0.35% 0.038%
34 8.498 932 937 938 rBv4 6178 9554 0.47% 0.052%
35 8.563 941 948 962 rVV 182579 333525 16.53% 1.810%
36 8.745 973 979 982 rBV7 6262 12957 0.64% 0.070%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42723.D

Acqg On : 14 Nov 2023 04:01
Operator : MA/JU

Sample : 05079-06

Misc :

ALS Vvial : 23  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 M\Methods\SFAM-EPA-BM111323.MA.M
Title : SVOA CALIBRATION
37 8.787 982 986 992 rVB4 10169 17846 ©0.88% 0.097%
38 8.857 992 998 1009 rBv4 42174 95285 4.72% ©.517%
39 8.963 1009 1016 1021 rVB7 8359 18409 0.91% 0.100%
40 9.040 1021 1029 1036 rBV 260524 470803 23.33%  2.556%
41  9.281 1064 1070 1076 rVB7 8946 21117 1.05% ©.115%
42 9.422 1089 1094 1100 rVB3 9188 13914 0.69% 0.076%
43 9.498 1103 1107 1113 rVB8 6625 10992 0.54% 0.060%
44  9.563 1116 1118 1123 rVB6 3128 3582 ©0.18% 0.019%
45  9.628 1123 1129 1132 rBV5 10579 18220 ©0.90% 0.099%
46 9.675 1132 1137 1142 rVB6 8610 16488 0.82% 0.090%
47  9.745 1142 1149 1163 rBV = 233799 434565 21.54%  2.359%
48 9.928 1178 1180 1185 rVBS 4609 6378 ©0.32% 0.035%
49 10.063 1199 1203 1204 rBV4 3587 3478 0.17% 0.019%
50 10.175 1219 1222 1225 rBV5 3212 4649 0.23% 0.025%
51 10.210 1225 1228 1229 rBvV2 2544 2442 0.12% 0.013%
52 10.275 1233 1239 1249 rBV 328221 627227 31.08% 3.405%
53 10.439 1262 1267 1277 rBV2 40822 76643 3.80% 0.416%
54 10.528 1277 1282 1295 rVB5 28319 79722  3.95% 0.433%
55 10.651 1295 1303 1310 rBV 240402 402578 19.95%  2.185%
56 10.781 1318 1325 1327 rBV6 13621 26059 1.29% 0.141%
57 10.828 1327 1333 1347 rVV 133080 279705 13.86% 1.518%
58 11.004 1357 1363 1367 rBV5 31427 63983 3.17% 0.347%
59 11.128 1383 1384 1388 rBV4 2908 2436 0.12% 0.013%
60 11.169 1388 1391 1392 rBV3 3455 4199 0.21% 0.023%
61 11.257 1399 1406 1414 rVB3 12399 33082 1.64% 0.180%
62 11.345 1415 1421 1423 rBV2 16384 27326 1.35% 0.148%
63 11.451 1435 1439 1440 rBV4 2843 4133 0.20% 0.022%
64 11.504 1444 1448 1454 rBV8 8469 17914 ©0.89% 0.097%
65 11.610 1464 1466 1474 rVB7 5854 12043 0.60% 0.065%
66 11.698 1476 1481 1488 rBV4 24707 53034 2.63% 0.288%
67 11.792 1494 1497 1500 rVB4 7583 8445 0.42%  0.046%
68 11.898 1512 1515 1522 rVvB8 7928 16008 ©0.79% 0.087%
69 12.039 1536 1539 1541 rBv4 2913 3100 0.15% 0.017%
70 12.081 1541 1546 1549 rVVé6 8255 13665 0.65% 0.071%
71 12.110 1549 1551 1556 rVB6 3734 6467 ©.32% 0.035%
72 12.198 1562 1566 1567 rBv4 6364 8279 0.41% 0.045%
73 12.257 1574 1576 1580 rVB5 6820 7310 0.36% 0.040%
74 12.322 1584 1587 1593 rVB7 14220 25225 1.25% 0.137%
75 12.404 1595 1601 1602 rBV5 7597 11444 0.57% 0.062%
76 12.516 1617 1620 1621 rBV3 5899 5842 0.29% 0.032%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42723.D

Acqg On : 14 Nov 2023 04:01
Operator : MA/JU

Sample : 05079-06

Misc :

ALS Vvial : 23  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 M\Methods\SFAM-EPA-BM111323.MA.M
Title : SVOA CALIBRATION

77 12.663 1639 1645 1653 rBV7 18114 47319 2.35% ©.257%
78 12.733 1653 1657 1661 rvwVW7 9401 14063 0.70% 0.076%
79 12.804 1664 1669 1673 rVB7 9689 18680 0.93% 0.101%
80 12.986 1696 1700 1704 rBV6 10019 15238 ©0.76% ©0.083%
81 13.022 1704 1706 1710 rVB5 7398 8103 0.40% 0.044%
82 13.175 1726 1732 1736 rBvV7 11905 22105 1.10% 0.120%
83 13.216 1736 1739 1744 rVWV7 8662 16312 0.81% 0.089%
84 13.345 1753 1761 1769 rVB3 24625 62673 3.11% 0.340%
85 13.916 1852 1858 1864 rBV 806029 1045818 51.83% 5.677%
86 14.192 1899 1905 1914 rBV 793021 1133010 56.15% 6.150%
87 14.492 1950 1956 1962 rBV 383305 558642 27.69%  3.033%
88 14.551 1962 1966 1974 rVB 27791 51871 2.57% 0.282%
89 14.739 1994 1998 1999 rBV 32488 36910 1.83% 0.200%
90 15.486 2119 2125 2135 rBV 1045908 1459971 72.35% 7.925%
91 15.633 2145 2150 2160 rVB 370990 534700 26.50% 2.903%
92 17.245 2419 2424 2436 rVB 464393 646234 32.03% 3.508%
93 17.345 2436 2441 2451 rBV2 1095468 1561327 77.38% 8.475%
94 18.104 2565 2570 2579 rBV ~ 355885 489928 24.28% 2.660%
95 19.380 2783 2787 2796 rBV 190845 268401 13.30% 1.457%

96 19.645 2826 2832 2845 rBV 1482867 2017845 100.00% 10.954%
97 21.086 3074 3077 3083 rBV 121750 148970 7.38% ©.809%
98 21.427 3131 3135 3143 rBV 547573 700337 34.71% 3.802%
99 23.645 3505 3512 3525 rBV 991883 1905596 94.44% 10.344%
100 23.797 3532 3538 3549 rVB 396601 778444 38.58%  4.226%

Sum of corrected areas: 18421736
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 14 Nov 2023 04:01
: MA/JU
: 05079-06

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
BM@42723.D

: 23 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.MA.M

Quant Title

. SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L

TIC Integra

tion Parameters: LSCINT.P

Abundance
1600000

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BM042723.D\data.ms

10.275

9 040
57 9 745 10 651

318B4§§§3;g2&4858 4%%5@8&3269 59&4m&uam@mmam&sé§§,7 7587$@aannﬁa4 *Jwvw

Time--> 3.

00 350 400 450 5. OO 550 6.00 6.50 7. 00 7. 50 8. OO 8. 50 9.00 9.50 10.00 10.50 11.00 11.50
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1600000

1400000

1200000

1000000

800000
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400000

200000

TIC: BM042723.D\data.ms
19.645
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13.914.192

17.245
5.633 18.104
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Time-->
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Abundance
1600000

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BM042723.D\data.ms
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42723.D

Acq On : 14 Nov 2023 04:01
Operator : MA/JU

Sample : 05079-06

Misc

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.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 1 1-Methylcycloheptanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.087 2.71 ng/ul 37304 1,4-Dichlorobenzene-d4 7.840

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Methylcycloheptanol 128 C8H160 003761-94-2 56
2 2-Hepten-3-o0l, 4,5-dimethyl- 142 C9H180 055956-37-1 50
3 Sulfurous acid, 2-pentyl pentyl ... 222 C10H2203S 1000309-15-4 47
4 Furan, 2-butyltetrahydro- 128 C8H160 001004-29-1 40
5 3-Octen-2-0l 128 C8H160 076649-14-4 40

Abundance Scan 697 (7.087 min): BM042723.D\data.ms (-693) (-) m/z 71.05 100.00%

71.0
5000
43.0
A RARRLEE S L LT
| ‘ 95.1 6.80 7.00 7.20 7.40
Ol ally L L2070 s 43,65 36.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14343: 1-Methylcycloheptanol
71.0
5000 43.0 LB A B B R
6.80 7.00 7.20 7.40
‘ 95.0 m/z 58.05 16.55%
O\\].\ls\ ‘ \‘U\ \H‘\ \“h\“\ \‘\“ TT \‘\]‘_\2\8\.\0‘ LI ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23073: 2-Hepten-3-ol, 4,5-dimethyl-
71.0
[T A Y [
6.80 7.00 7.20 7.40
5000 43.0 m/z 41.05 16.01%
Lol | o
el el e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #100832: Sulfurous acid, 2-pentyl pentyl ester R e R
71.0 6.80 7.00 7.20 7.40
m/z 95.10 12.48%
5000 43.0
b et 970 2230 3530 MAH,M
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42723.D

Acq On : 14 Nov 2023 04:01
Operator : MA/JU

Sample : 05079-06

Misc

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.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 unknown-01 Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
8.857 6.93 ng/ul 95285 1,4-Dichlorobenzene-d4 7.840
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 2-Butanol, 2,3-dimethyl-, acetate 144 C8H1602 004806-33-1 43
2 Propanedioic acid, methyl-, dime... 146 C6H1004 000609-02-9 43

3 Silane, diethyldimethyl- 116 C6H16Si 000756-81-0 38
4 Allyldimethylsilane 100 C5H12Si 003937-30-2 38
5 2,2-Dimethyl-1-oxa-spiro[2.4]hep... 126 C8H140 042393-57-7 35
Abundance Scan 998 (8.857 min): BM042723.D\data.ms (-992) (-) m/z 59.05 100.00%
59.0
5000 87.0
11.0 8.60 8.80 9.00 9.20
[ i 2988 /7 43.05  97.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24188: 2-Butanol, 2,3-dimethyl-, acetate
43.0
5000 L LI L LA BN B U
8.60 8.80 9.00 9.20
69.0 101.0 m/z 41.10 85.99%
0250, | | || | o
\\\‘\\\\‘\\\“\“\\\\‘\‘\\\[\\\\’\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25258: Propanedioic acid, methyl-, dimethyl ester
59.0
R B
8.60 8.80 9.00 9.20
5000 115.0 m/z 39.60  43.99%
87.0
T S Y
0kl el e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9423: Silane, diethyldimethyl- AR AR EEaRE
59.0 8.60 8.80 9.00 9.20
m/z 55.05 43.53%
87.0
5000
RN o) S I P A
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42723.D

Acq On : 14 Nov 2023 04:01
Operator : MA/JU

Sample : 05079-06

Misc

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.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 2-Cyclopentene-1-carboxylic... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.440 3.81 ng/ul 76643  Naphthalene-d8 10.651
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Cyclopentene-1-carboxylic acid... 154 C9H1402 006894-69-5 90
2 (1,2,3-Trimethyl-cyclopent-2-eny... 140 C9H160 1000190-91-3 64
3 1,2,3-Trimethyl-cyclopent-2-enec... 138 C9H140 1000190-18-1 64
4 Ethanone, 1-(1,4-dimethyl-3-cycl... 152 C1@H160 043219-68-7 64
5 1-(1,2,3-Trimethyl-cyclopent-2-e... 152 C10H160 070987-81-4 64

Abundance Scan 1267 (10.439 min): BM042723.D\data.ms (-1262) (1 | m/z 169.10 100.00%

100.1
5000 67.0
41.0 91.0 154.1

—
1A O O = o
ol el e B b m/z 67.05 39.69%
m/z--> 20 40 60 80 100 120 140 160
Abundance #32246: 2-Cyclopentene-1-carboxylic acid, 1,2,3-trimethy
109.0
5000 L
10.50
67.0 m/z 41.05 20.89%
39.0 93.0 1540
0 ’\‘\‘\\‘i“\‘\“{“\‘\‘i‘\\““\\H“\‘rw‘\\]]%S\.O\\‘\\\‘\‘\
m/z--> 20 40 60 80 100 120 140 160

Abundance  #21627: (1,2,3-Trimethyl-cyclopent-2-enyl)-methanol
109.0

T
10.50

5000 ITI/Z 154.05 20.49%
67.0
41.0 91.0 140.0
TR Y 1 T A
m/z--> 20 40 60 80 100 120 140 160
Abundance #20294: 1,2,3-Trimethyl-cyclopent-2-enecarboxaldehyde =
109.0 10.50
m/z 90.95 20.23%
5000
67.0
41.0
91.0
T O~ . YO
m/z--> 20 40 60 80 100 120 140 160 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42723.D

Acq On : 14 Nov 2023 04:01
Operator : MA/JU

Sample : 05079-06

Misc

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.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 4 Bicyclo[2.2.2]octane, 1-bromo- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.528 3.96 ng/ul 79722  Naphthalene-d8 10.651
Hit# of 5 Tentative ID MW MolForm CAS# Qual

icyclo[2.2.2]octane, 1-bromo- 188 C8H13Br 007697-09-8 53
,6-Dimethylhepta-2,4-diene 124 C9H16 1000195-03-3 50
,2,3-Trimethyl-cyclopent-2-enec... 138 C9H140 1000190-18-1 50
thanone, 1-(1,3-dimethyl-3-cycl... 152 C10H160 051733-68-7 47
-Cyclopentene-1-carboxylic acid... 154 C9H1402 006894-69-5 47

uih wNneE
NP O

Abundance Scan 1282 (10.528 min): BM042723.D\data.ms (-1277) (1 | m/z 109.10 100.00%
109.1
5000 67.0
41.1
T \
138.0 10.50
(RN w“ ‘l‘w“H\ : M‘MMU I Ly T 1670 2070 o6 a5 39.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #63190: Bicyclo[2.2.2]octane, 1-bromo-
109.0
67.0
5000 —— :
39.0 10.50
m/z 41.10 31.58%
ol L 146.0 1880
T \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12187: 6,6-Dimethylhepta-2,4-diene
109.0
T T
10.50
m/z 79.10 29.24%
5000 67.0
41.0
m/z--> 20 40 60 80 100 120 140 160 180 200 ﬂ«
Abundance #20294: 1,2,3-Trimethyl-cyclopent-2-enecarboxaldehyde ; P ‘
109.0 10.50
m/z 69.05 22.54%
5000
67.0
41.0
A D L I 2N
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42723.D

Acq On : 14 Nov 2023 04:01
Operator : MA/JU

Sample : 05079-06

Misc

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.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 5 unknown-02 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.004 3.18 ng/ul 63983  Naphthalene-d8 10.651
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Formic acid, hex-3-yl ester 130 C7H1402 1000367-94-4 22
2 2H-Pyran, 3,4-dihydro- 84 C5H80 000110-87-2 22
3 1-Ethoxy-2,2,3-trimethylaziridin... 129 C7H15NO 040480-98-6 18
4 3-Hexene, (Z)- 84 C6H12 007642-09-3 15
5 3-Hexene, (E)- 84 C6H12 013269-52-8 11
Abundance Scan 1363 (11.004 min): BM042723.D\data.ms (-1357) (- | m/z 55.10 100.00%
55.1
84.0
5000 116.0 M/\«N\M
T \
144.0 11.00
‘\ H\ L 207.0 B
(o} A m m/z 84.05 50.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15455: Formic acid, hex-3-yl ester
558.0
5000 — :
84.0 11.00
m/z 39.00 49.66%
31.0
0+ i\\‘w‘\‘\“‘\\\i‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1605: 2H-Pyran, 3,4-dihydro-
55.0
84.0 T I
11.00
5000 m/z 41.10 45 .68%
27.0
0 R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14928: 1-Ethoxy-2,2,3-trimethylaziridine (anti) —— !
84.0 11.00
42.0 m/z 69.10 44.44%
5000
‘ 114.0
B 1 T O ull
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42723.D

Acq On : 14 Nov 2023 04:01
Operator : MA/JU

Sample : 05079-06

Misc

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.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 unknown-03 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.345 2.24 ng/ul 62673  Acenaphthene-d1e 14.492
Hit# of 5 Tentative ID MW MolForm CAS# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 47
2 Pyridine, 3-butyl-, 1-oxide 151 C9H13NO 031396-33-5 38
3 trans-2-Caren-4-o0l 152 C1eH160 004017-82-7 35
4 Trimethyl phosphonoacetate 182 C5H1105P 005927-18-4 35
5 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 35
Abundance Scan 1761 (13.345 min): BM042723.D\data.ms (-1753) (- | m/z 43.05 100.00%
43.0
5000 1091 MW/\J\/W\NW
151.1
81.1 T T
13.00 13.50
0 Hw‘“;m‘““\h““w ““”WJ*MMM “M“J‘,ww,ﬁ ?1,, m/z 109.16  51.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 — ——
13.00 13.50
69.0 m/z 151.05 35.95%
O \ T \.‘ \‘\‘\ \“‘ 1‘\‘\“\‘”‘ \“\“\ \H“ \‘\‘\H\ ‘ \ \H‘\‘\ ‘ T \ \ ’ TT ‘\ T ’ T \‘\ T ’]\-\9\2\’0\ TTT ’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28947: Pyridine, 3-butyl-, 1-oxide
109.0
&A‘ ‘MM L
151.0 13.00 13.50
5000 m/z 41.10 34.95%
39.0 5.0 ‘
0““H\ww‘Wwww‘MM‘H"JH“HW,HW‘,H“W“W“‘W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29122: trans-2-Caren-4-ol “ T
109.0 13.00 13.50
m/z 81.10 21.45%
41.0
5000
77.0
T
ol el b M bl
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42723.D

Acq On : 14 Nov 2023 04:01
Operator : MA/JU

Sample : 05079-06

Misc

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.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 7 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.104 15.16 ng/ul 489928  Phenanthrene-d10 17.245
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 93
5 Pentadecanoic acid 242 C15H3002 001002-84-2 90
Abundance Scan 2570 (18.104 min): BM042723.D\data.ms (-2565) (- | m/z 43.10 100.00%
43.1 73.0
5000
129.1 9132 — -
DA e T s
ol A WMwW‘MMw H‘L\J\‘\\\‘\H C m/z 41.10 94.84%
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 2
430 730 256.0
5000 — ——
129.0 18.00 18.50
213.0 m/z 60.05 89.93%
H ‘ 171.0 ‘
ol ‘\\ ‘HH M\‘ w“\‘\‘\‘\hh“\ \}‘H‘\‘wm} H‘w\ | “‘ “‘ “‘u\‘ A h‘ . “‘ N
m/z--> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
— —
18.00 18.50
5000 256.0 m/z 73.05 86.78%
129.0
213.0
LA, B
oL ““ H‘Mu H“ H‘ \\‘H \u‘\ L ‘ ‘ “m‘ B ‘\‘ :
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid T —
60.0 18.00 18.50
m/z 55.10 77.36%
5000 129.0
97.0 1710 2130 256.0
oLb—— ‘M‘H‘H U!‘ Al ‘\ Mh”\ u‘\ ul, ‘ ‘ ‘ - \‘ ““ I “\‘ , —— ——
m/z--> 50 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42723.D

Acq On : 14 Nov 2023 04:01
Operator : MA/JU

Sample : 05079-06

Misc

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.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 8 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.380 7.66 ng/ul 268401  Chrysene-di12 21.427
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Octadecanoic acid 284 (C18H3602 000057-11-4 92
3 Octadecanoic acid 284 (C18H3602 000057-11-4 89
4 Octadecanoic acid 284 (C18H3602 000057-11-4 89
5 Octadecanoic acid 284 C18H3602 000057-11-4 87
Abundance Scan 2787 (19.380 min): BM042723.D\data.ms (-2783) (- | m/z 43.05 100.00%
30 1291 — e
‘ | 1852 2412 .0, o 19.00 19.50
(- ‘;“‘Hw‘““‘w‘“‘w1‘u‘ bbbt 355 sz 41,18 79.35%
m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 — —
129.0 19.00 19.50
m/z 60.10 71.84%
29. 185.0 549 o 284.0
0 “W‘““\”M \‘ T b \‘ \“\ “ by \L’ T \L\ L
miz--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
== —=
19.00 19.50
129.0
5000| 280 284.0 m/z 55.10  68.47%
185.0 241.0
m/z--> 50 100 150 200 250 300 350
Abundance #179090: Octadecanoic acid “ —
43.0 19.00 19.50
m/z 73.10 64.37%
5000
30 129.0 284.0
‘ ‘ 185.0 2410
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42723.D

Acq On : 14 Nov 2023 04:01
Operator : MA/JU

Sample : 05079-06

Misc

ALS Vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.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 4
R.T. EstConc Area Relative to ISTD R.T.
21.086 4.25 ng/ul 148970  Chrysene-d12 21.427
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 99
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
3 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 98
4 1-Docosanethiol 342 C22H46S 007773-83-3 95
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 95
Abundance Scan 3077 (21.086 min): BM042723.D\data.ms (-3074) (- | m/z 43.10 100.00%
43.1
7.1
5000 JM\
‘ ‘ 2071 21.00 |
39.1 280.1 :
ol k. ““ LT 2801 3431 401 5 1p o3.26%
m/z--> 50 100 150 200 250 300 350 400
Abundance #173731: 3-Eicosene, (E)-
57.0
5000 —— :
11.0 21.00
m/z 57.10 77.52%
0 L‘\ | \ ‘\H 115301960 280.0
\\\‘\ T \‘\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #173729: 5-Eicosene, (E)-
55.0
T \
21.00
5000 m/z 41.10 75.36%
0 w“ Ll ““ 'y %???‘1‘8%922:39 2800 WJLAW
m/z--> 50 100 150 200 250 300 350 400
Abundance #173738: Cyclohexadecane, 1,2-diethyl- —— ‘
43.0 21.00
m/z 69.10 71.13%
97.0 280.0
5000
oL LT peome] | o
m/z--> 50 100 150 200 250 300 350 400 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42723.D

Acqg On : 14 Nov 2023 04:01
Operator : MA/JU

Sample : 05079-06

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.MA.M
Quant Title : SVOA CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
1-Methylcyclohe... 7.087 2.7 ng/ul 37304 1 7.840 274844 20.0
unknown-01 8.857 6.9 ng/ul 95285 1 7.840 274844 20.0
2-Cyclopentene-... 10.440 3.8 ng/ul 76643 2 10.651 402578 20.0
Bicyclo[2.2.2]o... 10.528 4.0 ng/ul 79722 2 10.651 402578 20.0
unknown-02 11.004 3.2 ng/ul 63983 2 10.651 402578 20.0
unknown-03 13.345 2.2 ng/ul 62673 3 14.492 558642 20.0
n-Hexadecanoic ... 18.104 15.2 ng/ul 489928 4 17.245 646234 20.0
Octadecanoic acid 19.380 7.7 ng/ul 268401 5 21.427 700337 20.0
(DEL) Alkane: S... 21.086 4.3 ng/ul 148970 5 21.427 700337 20.0
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