LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44354.D

Acqg On : 27 Feb 2024 05:05
Operator : MA/JU

Sample : P1469-17

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_ M\Methods\SFAM-EPA-BM022324.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@44354.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.146 7 10 20 rVB 408491 528291 14.89% 1.002%
2 3.363 44 47 53 rVB 46535 55137 1.55% 0.105%
3 3.787 115 119 127 rBV2 347570 575474 16.22% 1.091%
4 3.893 132 137 145 rVW 293128 379755 10.70% 0.720%
5 3.963 146 149 157 rVB 44735 60707 1.71% 0.115%
6 4.104 168 173 179 rVB3 32000 53359 1.50% 0.101%
7 4.328 207 211 218 rVB 43287 64285 1.81% ©0.122%
8 4.481 234 237 242 rVB3 13559 17873 0.50% 0.034%
9 4.628 258 262 264 rBV3 14168 18061 0.51% 0.034%
10 4.669 264 269 275 rVWW 156741 215355 6.07% 0.408%
11 4.740 275 281 288 rVV3 25353 47639 1.34% 0.090%
12 4,822 292 295 299 rvwv4 16183 25778 0.73% 0.049%
13 4.863 299 302 307 rW5 16427 25192 0.71% 0.048%
14  4.928 309 313 319 rVB7 18117 29754 0.84% 0.056%
15 5.022 325 329 340 rVB 48054 83744  2.36% 0.159%
16 5.128 343 347 356 rBV 66154 101790 2.87% 0.193%
17 5.940 477 485 491 rBV6 14334 46611 1.31% ©0.088%
18 6.793 623 630 636 rBv9 9863 21185 0.60% 0.040%
19 7.098 674 682 701 rBV 630090 1118451 31.52% 2.121%
20 7.275 706 712 721 rBV 550974 877752 24.73% 1.664%
21 7.463 737 744 753 rBV 645628 1033043 29.11% 1.959%
22 7.551 754 759 764 rVB6 10361 17316 0.49% 0.033%
23 7.934 816 824 833 rBV 943148 1498389 42.22% 2.841%
24 8.651 939 946 957 rBV 355293 629887 17.75%  1.194%
25 8.769 959 966 975 rVW 198670 334052 9.41% 0.633%
26 8.892 982 987 992 rvVB4 7708 14921 0.42% 0.028%
27 9.104 1017 1023 1031 rBV 579371 964116 27.17% 1.828%
28 9.210 1038 1041 1047 rVV6 6964 14874 0.42% 0.028%
29 9.269 1047 1051 1057 rVB7 10669 18764 0.53% 0.036%
30 9.492 1084 1089 1094 rBv2 16191 24786 0.70% 0.047%
31 9.828 1137 1146 1152 rBV 450677 791052 22.29% 1.500%
32 9.875 1152 1154 1159 rVB5 13997 23997 0.68% 0.045%
33 9.975 1166 1171 1180 rBV 44133 92949 2.62% 0.176%
34 10.192 1203 1208 1212 rBV2 23716 36635 1.03% 0.069%
35 10.363 1230 1237 1247 rVV 685703 1198816 33.78% 2.273%

36 10.457 1247 1253 1264 rVV 72311 156722  4.42%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44354.D

Acqg On : 27 Feb 2024 05:05
Operator : MA/JU

Sample : P1469-17

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_ M\Methods\SFAM-EPA-BM022324.MA.M
Title : SVOA CALIBRATION

37 10.739 1293 1301 1312 rBV 1313385 2179212 61.41% 4.132%
38 10.892 1321 1327 1330 rBV 123118 223248 6.29% ©0.423%
39 10.933 1330 1334 1342 rVB 219061 381630 10.75% 0.724%

40 11.139 1364 1369 1376 rBV10 8557 20845 0.59%  0.040%
41 11.298 1390 1396 1403 rBV1e 19818 45438 1.28% ©.086%
42 11.545 1432 1438 1446 rVVé6 24996 59316 1.67% 0.112%
43 12.122 1530 1536 1540 rBV 11947 19766 ©.56% ©.037%
44 12.327 1564 1571 1578 rVB3 16037 35367 1.00% ©.067%
45 13.410 1748 1755 1760 rVB3 13977 24757 ©.70% 0.047%
46 13.480 1760 1767 1775 rBV 52538 99373 2.80% ©.188%
47 13.727 1802 1809 1813 rBV1e 9365 23782 0.67% 0.045%
48 13.827 1820 1826 1830 rBV6 43367 78482 2.21% ©0.149%
49 13.863 1830 1832 1835 rVV3 22343 26971 0.76% 0.051%
50 13.998 1846 1855 1859 rBV 1293711 1884444 53.10% 3.573%
51 14.033 1859 1861 1868 rVV 218663 263832 7.43% ©.500%
52 14.104 1868 1873 1880 rVB 779363 1123432 31.66% 2.130%
53 14.169 1880 1884 1890 rBV7 12106 16359 0.46% 0.031%
54 14.269 1890 1901 1912 rBV 1477269 2291989 64.58%  4.345%
55 14.363 1912 1917 1922 rVB4 51714 84663 2.39% 0.161%
56 14.439 1923 1930 1934 rBv4 19059 28823 0.81% ©.055%
57 14.574 1947 1953 1962 rBV 1810687 2705296 76.23% 5.129%
58 14.786 1982 1989 2000 rBV 352389 715187 20.15% 1.356%
59 14.892 2002 2007 2013 rVV3 138950 296618 8.36% 0.562%
60 14.945 2013 2016 2022 rVV2 67971 126511 3.56% 0.240%
61 15.004 2022 2026 2031 rVVe 64391 139014  3.92% 0.264%
62 15.057 2033 2035 2040 rVB6 26048 31786 ©0.90% 0.060%
63 15.298 2072 2076 2083 rVV2 23245 43927 1.24% 0.083%
64 15.380 2085 2090 2095 rVV2 17920 30343 0.85% ©0.058%
65 15.568 2112 2122 2131 rBV 2048183 2938879 82.81% 5.572%
66 15.692 2137 2143 2152 rVV 505624 710192 20.01%  1.346%
67 15.798 2156 2161 2166 rBV6 15000 33043 0.93% 0.063%
68 16.298 2242 2246 2251 rVB 62828 84138 2.37% ©.160%
69 16.368 2253 2258 2266 rVV2 46491 91203 2.57% 0.173%
70 16.439 2266 2270 2277 rVB1e 16402 31633 0.89% 0.060%
71 16.545 2281 2288 2300 rBV 277719 427649 12.05% 0.811%
72 16.733 2316 2320 2327 rBV6 32563 48095 1.36% ©0.091%
73 16.874 2340 2344 2350 rVB2 26454 37884 1.07% 0.072%
74 17.051 2370 2374 2377 rBV2 40972 55276 1.56% ©.105%
75 17.098 2377 2382 2393 rVB 286710 382958 10.79% ©.726%

76 17.204 2396 2400 2402 rBV 102820 125635 3.54% ©0.238%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44354.D

Acqg On : 27 Feb 2024 05:05
Operator : MA/JU

Sample : P1469-17

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_ M\Methods\SFAM-EPA-BM022324.MA.M
Title : SVOA CALIBRATION
77 17.233 2402 2405 2412 rVV2 108707 159055 4.48% 0.302%
78 17.327 2412 2421 2432 rVV 2151084 3162969 89.13% 5.997%
79 17.427 2432 2438 2448 rVV 1953278 2834408 79.87% 5.374%
80 17.509 2448 2452 2459 rVB8 22451 46836 1.32% 0.089%
81 17.721 2485 2488 2495 rBV9 13346 23816 0.67% 0.045%
82 17.839 2504 2508 2513 rVBS5 22743 30720 0.87% 0.058%
83 18.009 2535 2537 2542 rVB6 14528 18508 ©0.52% 0.035%
84 18.115 2549 2555 2561 rBV3 94265 170657 4.81% 0.324%
85 18.180 2561 2566 2571 rBV2 100368 148990 4.20%  0.282%
86 18.239 2571 2576 2587 rBV 973833 1456675 41.05% 2.762%
87 18.533 2622 2626 2630 rBv4 57659 100715 2.84% 0.191%
88 18.674 2646 2650 2654 rBV2 68734 100718 2.84% 0.191%
89 18.809 2669 2673 2683 rVB 83398 153361 4.32% 0.291%
990 19.039 2709 2712 2716 rBV 40495 49029 1.38% 0.093%
91 19.080 2716 2719 2727 rVB7 43746 63848 1.80% ©0.121%
92 19.398 2771 2773 2776 rBV3 43756 48749 1.37% 0.092%
93 19.521 2790 2794 2803 rBV 281843 400628 11.29% 0.760%
94 19.721 2823 2828 2836 rBV 2544524 3548895 100.00% 6.729%
95 20.674 2987 2990 2993 rVB 83380 96882 2.73% 0.184%
96 21.256 3085 3089 3097 rBV 511977 708867 19.97% 1.344%
97 21.527 3130 3135 3140 rBV 2271880 3077741 86.72% 5.835%
98 23.168 3409 3414 3421 rVB 828353 1272478 35.86% 2.413%
99 23.786 3513 3519 3528 rBV 1504977 2913257 82.09% 5.523%
100 23.944 3540 3546 3553 rVB 1471204 2992686 84.33% 5.674%

Sum of corrected areas: 52743996
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 27 Feb 2024 05:05
: MA/JU
. P1469-17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM022624\
BM044354.D

: 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

Time-->

TIC: BM044354.D\data.ms

10.739
10. 363

7.934
7.099763 9.104
3.3803 8. 9.828
0@63 S6sou3patdRisna2s 5.940 6.793 \ ] }\551 %556?9 m492 9/@%1@ 457 @3993545

350 400 450 500 550 6.00 650 7. 00 750 800 850 9 00 9.50 10. 00 10.50 11. 00 11.50
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6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM044354.D\data.ms

19.721

17.
14.574 15.568 1.

13.998-269

14.10

.692

Time-->

0L12.122327 13%46QAAN T @9 A%%aga ﬁ?gs 16&2%%35@ ; aowmﬁf}[@/%Gﬂf’lg

12.00 1250 13.00 13.50 1400 1450 1500 1550 1600 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BM044354.D\data.ms

21.527

2378644

Time-->

21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 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_M\Data\BM@22624\
Data File : BM@44354.D

Acqg On : 27 Feb 2024 05:05
Operator : MA/JU

Sample : P1469-17

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 3-Buten-2-o0l, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.146 7.05 ng/ul 528291 1,4-Dichlorobenzene-d4 7.934

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Buten-2-0l, 2-methyl- 86 C5H100 000115-18-4 80
2 Furan, tetrahydro-2-(methoxymeth... 116 C6H1202 019354-27-9 64
3 Furan-2-carbonyl chloride, tetra... 134 C5H7C102 052449-98-6 47
4 3-Penten-2-ol 86 C5H100 001569-50-2 46
5 3-Buten-2-0l, 2-methyl- 86 C5H100 000115-18-4 45
Abundance  Scan 10 (3 146 min): BM044354.D\data.ms (-7) (-) m/z 71.00 100.00%
71.0

=

5000
R R
3.203.303.403.503.60
ol Al 1089 1609 2220 2828  355. ./, 43,00 64.81%
miz--> 50 100 150 200 250 300 350
Abundance #2007: 3-Buten-2-ol, 2-methyl-
71.0
5000 TTT T T T[T T T T[T T T[T TT 7T
3.203.303.403.503.60
j m/z 41.00 37.33%
O \H\ ‘“\‘ ‘“ M ‘H T ‘\ ‘ L ‘ L ‘ T T T ‘ L ‘ L ‘ T
miz--> 100 150 200 250 300 350
Abundance #9313: Furan, tetrahydro-2-(methoxymethyl)-
71.0

3.203.303.403.503.60
5000 m/z 39.00 26.78%

s

—

0 Ll 1160

‘ T

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

Abundance #17278: Furan-2-carbonyl chloride, tetrahydro- R REE A RRaaaREEEa

71.0 3.203.303.403.503.60
m/z 45.00 26.41%
5000 27. \/\\
m/z--> 50 100 150 200 250 300 350 3.203.303.403.503.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44354.D

Acqg On : 27 Feb 2024 05:05
Operator : MA/JU

Sample : P1469-17

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 unknown-01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.893 5.07 ng/ul 379755 1,4-Dichlorobenzene-d4 7.934

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiazole 85 C3H3NS 000288-47-1 38
2 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 38
3 2-Pyrrolidinone 85 C4H7NO 000616-45-5 38
4 Oxirane, (2-methylpropyl)- 100 C6H120 023850-78-4 36
5 2-Pyrrolidinone 85 C4H7NO 000616-45-5 28
Abundance Scan 137 (3.893 min): BM044354.D\data.ms (-132) (-) m/z 85.00 100.00%
85.
41.0
5000
o RRRAEREEE SR
‘ 3.60 3.80 4.00 4.20
ol Al 1 1280 1769 2830  368. ., 4100 72.58%
miz--> 50 100 150 200 250 300 350
Abundance #1728: Thiazole
85.0
5000 LB L B B BRI B
3.60 3.80 4.00 4.20
m/z 43.00 51.02%
45,
O\\h\“\““f\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #4433: 2H-Pyran, tetrahydro-2-methyl-
410 830
ARARSEwNE e
3.60 3.80 4.00 4.20
5000 m/z 39.00 31.29%
m/z--> 50 100 150 200 250 300 350
Abundance #1735: 2-Pyrrolidinone T e
85.0 3.60 3.80 4.00 4.20
42.0 m/z 60.00 24.99%
0 ‘HM“,“‘ e e e
m/z--> 50 100 150 200 250 300 350 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44354.D

Acqg On : 27 Feb 2024 05:05
Operator : MA/JU

Sample : P1469-17

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 2-Propanol, 1-(1,3-dimethyl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.669 2.87 ng/ul 215355 1,4-Dichlorobenzene-d4 7.934

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(1,3-dimethylbutoxy)- 160 C9H2002 054340-89-5 72
2 Oxirane, 2,2-dimethyl-3-propyl- 114 C7H140 017612-35-0 64
3 Silane, ethenyltrimethyl- 100 C5H12Si 000754-05-2 38
4 N-Chloroacetyl-dl-erythro-0-meth... 209 C7H12C1NO4 1010214-48-1 38
5 Silane, ethenyltrimethyl- 100 C5H12Si 000754-05-2 38

Abundance Scan 269 (4.669 min): BM044354.D\data.ms (-264) (-) m/z 84.95 100.00%

85.0
41.0
5000
R A RREEEEERRE e
2070 4.40 4.60 4.80 5.00
ol iyl 1828 207D 2669 34l 7 59.e5  82.54%
miz-> 50 100 150 200 250 300
Abundance #36892: 2-Propanol, 1-(1,3-dimethylbutoxy)-
43.0 85.0
5000 LU L L R B B B
4.40 4.60 4.80 5.00
m/z 41.00 67.70%
129.0
O\\H\‘ “‘L‘\‘\“\‘H\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #8598: Oxirane, 2,2-dimethyl-3-propyl-
43.0 85.0
AR
4.40 4.60 4.80 5.00
5000 m/z 43.00 64.47%
oHH‘w “‘“‘HH_H‘_‘H_M,HH
miz--> 50 100 150 200 250 300
Abundance #4112 Silane, ethenyltrimethyl- R RRAREESEEEE RS
85.0 4.40 4.60 4.80 5.00
m/z 39.00 30.12%
5000
43.0
bbby e
m/z--> 50 100 150 200 250 300 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44354.D

Acqg On : 27 Feb 2024 05:05
Operator : MA/JU

Sample : P1469-17

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Azulene, 1,2,3,5,6,7,8,8a-0... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

14.104 8.31 ng/ul 1123430  Acenaphthene-d10 14.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Azulene, 1,2,3,5,6,7,8,8a-octahy... 204 C15H24 003691-11-0 58
2 1H-3a,7-Methanoazulene, 2,3,6,7,... 204 C15H24 000560-32-7 50
3 1-Cycloheptene, 1,4-dimethyl-3-(... 204 C1l5H24 1000159-38-6 50
4 Azulene, 1,2,3,5,6,7,8,8a-octahy... 204 C15H24 003691-11-0 43
5 (1R,3aS,5aS,8aR)-1,3a,5a-Trimeth... 204 C15H24 071596-72-0 42

Abundance Scan 1873 (14.104 min): BM044354.D\data.ms (-1868) (- | m/z 95.10 100.00%

95.1
123.1
5000
41.0

67.0 147.0 189 1

‘ ‘ ‘ 14.00 14.50
o A N N -2 T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80493: Azulene, 1,2,3,5,6,7,8,8a-octahydro-1,4-dimethy
41.0 107.0
79.0 135.0
5000 189.0
14 00 14 50
161.0 m/z 107.10 85.04%
O' \N\H‘\\‘\\“‘\\\\‘\\‘\\“\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80505: 1H-3a,7-Methanoazulene, 2,3,6,7,8,8a-hexahyd
107Y.0 135.0
14 00 14 50
5000 ITI/Z 123.05 71.19%
79.0 204.0
41.0 161.0
0! ‘U”uMH!_‘:H“HHWH_MHW

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80330: 1-Cycloheptene, 1,4-dimethyl-3-(2-methyl-1-pro rdy e
107.0 14.00 14.50
m/z 108.10 53.71%

43.0

135.0
5000 81.0

161.0 204.0

ol [ AJ\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44354.D

Acqg On : 27 Feb 2024 05:05
Operator : MA/JU

Sample : P1469-17

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 .gamma.-Neoclovene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.892 2.19 ng/ul 296618  Acenaphthene-di10 14.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Neoclovene 204 C15H24 1000156-11-7 64
2 Bicyclo[6.3.0]undeca-1(8),9-dien... 176 C13H20 1000163-44-3 49
3 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 010219-75-7 49
4 1,2,4-Methenoazulene, decahydro-... 204 C15H24 001137-12-8 45
5 Aciphyllene 204 C15H24 087745-31-1 38
Abundance Scan 2007 (14.892 min): BM044354.D\data.ms (-2002) (- | m/z 108.05 100.00%
108.1 I P
5000 41.0
‘ H 14.50 15.00
oHwwm,ww m/z 107.05  88.48%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80190.gannna=Neocbvene
41.0 05.0
189.0
5000
14.50 15.00
H 470 m/z 105.00 80.10%
O T \‘ \‘} T \ \“\‘\ "MMH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #51015: Bicyclo[6.3.0Jundeca-1(8),9-diene, 11,11-dimeth
105.0 (148.0
s —
14.50 15.00
5000 m/z 119.05 75.33%
41.0
‘ 177.0
o"W‘HM‘H‘,mﬂ!h" ) T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80515: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-di
41.0 107.0  161.0 14.50 15.00
m/z 91.00 72.72%
204.0
5000 77,0
0 i =
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44354.D

Acqg On : 27 Feb 2024 05:05
Operator : MA/JU

Sample : P1469-17

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Oxyhydrostinine Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.545 2.70 ng/ul 427649  Phenanthrene-d10 17.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxyhydrostinine 205 C11H11NO3 000552-29-4 62
2 s-Triazolo[4,3-a]pyrazine, 8-met... 134 C6H6N4 023126-45-6 35
3 5-Acetamido-2-methallylphenol 205 C12H15N02 088913-21-7 30
4 2H-1-Benzopyran-2-one, 3,4-dihyd... 162 C10H1002 000092-47-7 30
5 Piperidine, 1-(4-methyl-4-penten... 163 C11H17N 1000351-45-9 30
Abundance Scan 2288 (16.545 min): BM044354.D\data.ms (-2281) (- | m/z 205.10 100.00%
43.0 205.1
162.9
77.0
133.9
5000
10 0“ 16.50 |
0 e e 28 43.00  96.37%
m/z--> 40 60 80 100120140 160 180200 220 240 260 280
Abundance #81195: Oxyhydrostinine
134.0162.0  205.0
5000
1650
42.0 76.0 m/z 162.95 85.38%
‘ 104.0
OH\“}\h}‘\“‘”\\‘\h‘\\‘H“!‘H\‘\H‘\‘\HH\“HH‘HH‘HH\‘HH‘HH‘HH‘H
m/z--> 40 60 80 100120140160 180 200 220 240 260 280
Abundance #17381: s-Triazolo[4,3-a]pyrazine, 8-methyl-
134.0
\
1650
m/z 162.00  76.12%
5000 80.0 /
52.0
e
oWH‘H‘,‘H‘,MH‘,‘H‘,‘H“_HWH‘wWm_wwww
m/z--> 40 60 80 100120140160 180 200 220 240 260 280
Abundance #81325: 5-Acetamido-2-methallylphenol ‘ ‘
122.0 205.0 1650
43.0 163.0 77 .00 71.48%
5000
770
m/z--> 40 60 80 100120140 160 180 200 220 240 260 280 1650
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44354.D

Acqg On : 27 Feb 2024 05:05

Operator : MA/JU

Sample : P1469-17

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM022324 .MA.M
: SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Tris(2-chloropropyl) phosphate Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
17.098 2.42 ng/ul 382958 Phenanthrene-d10 17.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tris(2-chloropropyl) phosphate 326 C9H18C1304P 006145-73-9 91
2 2-Propanol, 1-chloro-, phosphate... 326 C9H18C1304P 013674-84-5 83
3 2-Propanol, 1-chloro-, phosphate... 326 C9H18C1304P 013674-84-5 81
4 Bis(1-chloro-2-propyl)(3-chloro-... 326 C9H18C1304P 137909-40-1 43
5 Sarin 140 C4H10FO02P 000107-44-8 38

Abundance Scan 2382 (17.098 min): BM044354.D\data.ms (-2377) (- | m/z 98.95 100.00%
41.0 990
5000
156.9 201.0
M ] 2170 17.00 17.50
ok bl L L L 855y 105 60 97.24%
miz--> 50 100 150 200 250 300 350
Abundance #232388: Tris(2-chloropropyl) phosphate
125.0
41.0
5000
17 00 17 50
0 201.0 277.0 m/z 41.05 87.06%
O\\\‘H“‘H\\‘F\k\ ‘\‘\\\ \\\\“\‘\\\ \\h\‘\‘ \\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #232391: 2-Propanol, 1-chloro-, phosphate (3:1)
125.0
P o
17.00 17.50
5000 m/z 201.00 35.96%
2010 277.0
45.0 ‘
o wo UL
m/z--> 50 100 150 200 250 300 350 A
Abundance #232392: 2-Propanol, 1-chloro-, phosphate (3:1) e
125.0 17.00 17.50
m/z 156.90 35.94%
5000
41.0 201.0 277.0
ol |1 1] |
Y R 1 D N TR PSR INAVAVIR
m/z--> 50 100 150 200 250 300 350 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44354.D

Acqg On : 27 Feb 2024 05:05
Operator : MA/JU

Sample : P1469-17

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.239 9.21 ng/ul 1456680  Phenanthrene-d10 17.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98

Abundance Scan 2576 (18.239 min): BM044354.D\data.ms (-2571) (+ | m/z 73.00 100.00%
.0

73
5000
129.1

—
| H‘ | 1711 21‘3'1 o561 18.00 18.50
ol 358 AL ) i c b LT 385 /7 59.95  86.25%

m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 CT
18.00 18.50
m/z 43.10 81.39%

171.0 213.0 256.0
O LI ‘ ‘\ “h““ M‘\h} \‘ ‘ “\ \‘ \‘\ “ \“ T ‘\ T “‘\ LI ‘ T T T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #143509: n-Hexadecanoic acid

=
18.00 18.50

5000 256.0 m/z 57.10 65.60%
129.0
30 213.0
‘ 171.0
YN 101 1 OV PR
m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid = T
43.0 18.00 18.50

256.0
m/z 55.10 63.76%

5000
129.0
3.0 213.0
171.0 ‘
1 \‘M‘\ ol ‘ ‘ ‘ w0 ‘

=T :
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44354.D

Acqg On : 27 Feb 2024 05:05
Operator : MA/JU

Sample : P1469-17

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.521 2.60 ng/ul 400628 Chrysene-d12 21.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 96
5 Octadecanoic acid 284 C18H3602 000057-11-4 94
Abundance Scan 2794 (19.521 min): BM044354.D\data.ms (-2790) (- | m/z 73.00 100.00%
5000 129.0 ,\/—L
185.1 N I
35 h | \ 24\1 ‘ 284 b 356y 19:50
o2 Al bl Lt Lo 3080 sz 43010 89.27%
miz--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0
50007 28.0 284.0 1 T
185.0 2410 19.50
m/z 59.95 80.67%
0! m‘ﬂ‘\ L ‘ o ‘L AL " ‘\“‘ | ‘\‘ : “‘ —
miz--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
T T
19.50
5000 129.0 m/z 57.85 74.08%
3.0
185.0 241 o 2840
0! \\M M ‘ I, ““" ‘\‘\‘
m/z--> 50 100 150 200 250 300 350
Abundance #179092: Octadecanoic acid ——
43.0 19.50
m/z 55.00 64.00%
5000
129.0
3.0 284.0
185.0 241.0
OH\‘ ‘uh\‘\ M\m o ‘\“‘\‘\‘\‘ “ “H\“HH“ ——
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44354.D

Acqg On : 27 Feb 2024 05:05
Operator : MA/JU

Sample : P1469-17

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 (DEL) Alkane: Cyclic21.256 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.256 4.61 ng/ul 708867  Chrysene-di2 21.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 93
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
3 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 91
5 Eicosyl heptafluorobutyrate 494 C24H41F702 1000351-83-5 91

Abundance Scan 3089 (21.256 min): BM044354.D\data.ms (-3085) (- | m/z 57.10 100.00%
7.1

5
5000

‘ 5.1 21.00 21.50
ol Adbllj1y, 20512830 | 41714801 . n/z 43.10  73.34%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #104594: Cyclohexadecane
55.0
5000 e ——
21.00 21.50

m/z 55.10 63.01%

5.0
J \ 224.0
O \H!‘HH“!\\‘\!“\H\l‘HlH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0

T —
21.00 21.50

5000 m/z 83.10 59.40%
5.0
252.0
0 wf\'_x%g-om-'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #318054: Nonadecy! pentafluoropropionate —— ——
57.0 21.00 21.50

m/z 71.10 54.36%

5000
5.0
| MN“¢19602660 412.0

ORI ERE T RS0 it B —— ——
miz--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44354.D

Acqg On : 27 Feb 2024 05:05
Operator : MA/JU

Sample : P1469-17

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 unknown-02 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.168 8.50 ng/ul 1272480  Perylene-di12 23.944
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, octyl ... 394 C26H5002 032953-65-4 38
2 Perylene-D12 264 C20D12 001520-96-3 38
3 5-Amino-3-phenyl-4,6,7-triazatri... 264 C15H12N40 1000459-73-9 38
4 3,6-Bis(4-methylphenyl)-1,2-dihy... 264 C16H16N4 053460-56-3 38
5 Amfonelic acid 308 C18H16N203 015180-02-6 38
Abundance Scan 3414 (23.168 min): BM044354.D\data.ms (-3409) (- | m/z 264.10 100.00%
264.1
5000
353.2
N
92.0 1450 23.00 23.50
41.1 . .
ol buh w“ p‘u“'!w“u‘w ‘ 2?70‘ e uplw L AS7.34904  n/7 353.20  34.13%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #298398: 9-Octadecenoic acid (2)-, octyl ester
264.0
83.0
5000 e ——
23.00 23.50
‘ 180.0 m/z 338.10  30.16%
b bbb i om0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #153501: Perylene-D12
264.0
P -
23.00 23.50
5000 m/z 280.10 29.18%
132.0
o280 | 280 J
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #152895: 5-Amino-3-phenyl-4,6,7-triazatricyclo[7.3.0.0(2, g : {\"’T*
264.0 23.00 23.50
m/z 265.05 18.91%
5000 270
1,z 2080
0“‘WJWHJ‘M\‘Hi‘ﬂ“W“H“H“H“M“W“H‘ — —
m/z--> 50 100 150 200 250 300 350 400 450 23.00 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44354.D

Acqg On : 27 Feb 2024 05:05
Operator : MA/JU

Sample : P1469-17

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.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|
3-Buten-2-01, 2... 3.146 7.0 ng/ul 528291 1 7.934 1498390 20.0
unknown-01 3.893 5.1 ng/ul 379755 1  7.934 1498390 20.0
2-Propanol, 1-(... 4.669 2.9 ng/ul 215355 1 7.934 1498390 20.0
Azulene, 1,2,3,... 14.104 8.3 ng/ul 1123430 3 14.574 2705300 20.0
.gamma.-Neoclovene 14.892 2.2 ng/ul 296618 3 14.574 2705300 20.0
Oxyhydrostinine 16.545 2.7 ng/ul 427649 4 17.327 3162970 20.0
Tris(2-chloropr... 17.098 2.4 ng/ul 382958 4 17.327 3162970 20.0
n-Hexadecanoic ... 18.239 9.2 ng/ul 1456680 4 17.327 3162970 20.0
Octadecanoic acid 19.521 2.6 ng/ul 400628 5 21.527 3077740 20.0
(DEL) Alkane: C... 21.256 4.6 ng/ul 708867 5 21.527 3077740 20.0
unknown-02 23.168 8.5 ng/ul 1272480 6 23.944 2992690 20.0
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