LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@62224\
Data File : BN@32177.D

Acqg On : 22 Jun 2024 21:50
Operator : MA/JU

Sample : P2899-18

Misc :

ALS Vvial : 19 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_ N\Methods\SFAM-EPA-BN©52924.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@32177.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.163 26 30 43 rVB 70144 110506 1.75% 0.135%
2 3.434 72 76 84 rVB 75974 107152 1.70% 0.131%
3  3.581 98 101 111 rVV 103263 145073 2.30% 0.178%
4 3.669 112 116 123 rVB 86332 110362 1.75% 0.135%
5 3.875 147 151 157 rVB 34408 48242 0.77% 0.059%
6 4.375 232 236 240 rW 16525 29583 0.47% 0.036%
7 4.422 240 244 249 rW 57233 86645 1.38% 0.106%
8 4.475 249 253 260 rVB 25840 41787 0.66% 0.051%
9 4.769 298 303 313 rBV 327398 486516 7.72% 0.596%
106 5.010 340 344 351 rVB3 17305 28868 0.46% 0.035%
11 5.293 388 392 399 rBvV2 15545 30625 0.49% 0.038%
12 5.657 447 454 459 rW4 29272 52011 0.83% 0.064%
13 5.734 459 467 477 rVB2 47040 90086 1.43% 0.110%
14 6.157 528 539 550 rBV6 18500 54811 ©0.87% 0.067%
15 6.316 560 566 576 rVB3 60816 113056 1.80% 0.138%
16 6.663 620 625 631 rVB3 26988 49956 0.79% 0.061%
17 6.816 639 651 663 rVB 1002101 1777563 28.22% 2.178%
18 6.975 673 678 689 rVB 881494 1407120 22.34% 1.724%
19 7.063 689 693 704 rVB2 32256 61484 0.98% 0.075%
20 7.169 704 711 720 rBV 1167802 1908644 30.31% 2.338%
21 7.245 720 724 727 rBV 35459 49594 0.79% 0.061%
22 7.634 776 790 797 rBV 1118066 1833069 29.11% 2.246%
23 7.704 797 802 806 rVV2 27105 57853 0.92% 0.071%
24 7.898 829 835 840 rBvV2 25778 44155 0.70% ©0.054%
25 8.345 905 911 922 rVV 1096313 1859076 29.52% 2.277%
26 8.457 924 930 938 rVW 202898 356748 5.66% 0.437%
27 8.792 979 987 993 rBV 1033246 1749772 27.78% @ 2.144%
28 9.357 1077 1083 1089 rVB 98014 155912  2.48% 0.191%
29 9.504 1099 1108 1126 rBV 853404 1570958 24.94% 1.925%
30 9.692 1132 1140 1148 rBV 62173 177260 2.81% 0.217%
31 9.863 1165 1169 1176 rVB2 25916 48244 0.77% ©.059%
32 10.045 1193 1200 1221 rVV 1291172 2368187 37.60% 2.901%
33 10.192 1221 1225 1234 rVB 13162 30248 0.48% 0.037%
34 10.416 1252 1263 1268 rBV 1407549 2484511 39.45% 3.044%
35 10.463 1268 1271 1276 rVV 45707 71482 1.14% ©.088%

36 10.563 1282 1288 1307 rVB 174222 380398 6.04% 0.466%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@62224\
Data File : BN@32177.D

Acqg On : 22 Jun 2024 21:50
Operator : MA/JU

Sample : P2899-18

Misc :

ALS Vvial : 19 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_ N\Methods\SFAM-EPA-BN©52924.MA.M
Title : SVOA CALIBRATION
37 10.986 1345 1360 1377 rBV 153388 713629 11.33% 0.874%
38 11.163 1384 1390 1395 rBV 163651 295297 4.69% 0.362%
39 11.216 1396 1399 1410 rVB3 39569 77678 1.23% 0.095%
40 11.422 1430 1434 1444 rVB3 28242 65163 1.03% 0.080%
41 11.828 1499 1503 1514 rVB2 46064 80613 1.28% 0.099%
42 12.004 1526 1533 1540 rBv2 37153 67306 1.07% 0.082%
43 12.080 1541 1546 1551 rVB 74544 112559 1.79% 0.138%
44 12.304 1579 1584 1590 rVB 60780 99167 1.57% 0.121%
45 12.404 1595 1601 1608 rBvV 41807 78869 1.25% ©.097%
46 12.551 1621 1626 1632 rVW6 15659 29885 0.47% 0.037%
47 12.792 1665 1667 1673 rVB 19936 29390 0.47% 0.036%
48 13.092 1713 1718 1723 rBV2 54883 95207 1.51% 0.117%
49 13.139 1723 1726 1733 rVWV3 28947 50151 0.80% 0.061%
50 13.210 1733 1738 1744 rW3 24649 55195 0.88% 0.068%
51 13.269 1744 1748 1753 rVV3 34825 62511 ©.99% 0.077%
52 13.533 1788 1793 1798 rBV 186659 283151 4.50% 0.347%
53 13.592 1798 1803 1808 rVB3 78524 137258 2.18% 0.168%
54 13.651 1808 1813 1814 rBV 41804 55236 0.88% 0.068%
55 13.692 1814 1820 1827 rVV 2189198 3242785 51.49% 3.973%
56 13.751 1827 1830 1834 rVvv3 39153 59528 ©0.95% 0.073%
57 13.792 1834 1837 1840 rVV5 20811 29981 0.48% 0.037%
58 13.833 1840 1844 1847 rVV 32164 42449 0.67% 0.052%
59 13.969 1856 1867 1880 rBV 2759179 4214410 66.92% 5.163%
60 14.110 1885 1891 1895 rBV6 25199 52895 0.84% 0.065%
61 14.174 1895 1902 1906 rVB3 62295 114121 1.81% 0.140%
62 14.280 1913 1920 1926 rBV 2078747 3123066 49.59% 3.826%
63 14.339 1926 1930 1933 rBV3 35555 50840 0.81% 0.062%
64 14.516 1950 1960 1978 rBV 943747 1910380 30.33%  2.340%
65 14.663 1980 1985 1990 rBV3 88410 177149 2.81% 0.217%
66 14.892 2022 2024 2030 rVB4 17705 28781 0.46% 0.035%
67 14.951 2030 2034 2038 rVB2 24517 31630 0.50% 0.039%
68 15.074 2047 2055 2058 rBv4 40928 88328 1.40% 0.108%
69 15.127 2061 2064 2068 rVB 50114 60290 0.96% 0.074%
70 15.274 2080 2089 2095 rBV 3368445 4929824 78.28% 6.039%
71 15.410 2107 2112 2118 rBV 825528 1191845 18.92% 1.460%
72 15.627 2144 2149 2158 rBV2 39288 80917 1.28% 0.099%
73 15.768 2171 2173 2181 rVB2 27877 51031 0.81% 0.063%
74 15.851 2182 2187 2193 rVB9 33062 65624 1.04% ©.080%
75 15.998 2207 2212 2213 rBV2 98146 133168 2.11% 0.163%
76 16.151 2235 2238 2241 rBV5 25849 41422 0.66% 0.051%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@62224\
Data File : BN@32177.D

Acqg On : 22 Jun 2024 21:50
Operator : MA/JU

Sample : P2899-18

Misc :

ALS Vvial : 19 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_ N\Methods\SFAM-EPA-BN©52924.MA.M
Title : SVOA CALIBRATION
77 16.298 2259 2263 2266 rBV5 25336 45541 0.72% ©0.056%
78 16.439 2283 2287 2294 rBV6 60238 110423 1.75% 0.135%
79 16.686 2326 2329 2335 rBV6 30672 59503 0.94% 0.073%
80 16.786 2343 2346 2349 rBV 62799 65843 1.05% 0.081%
81 16.933 2368 2371 2376 rBV2 65040 96088 1.53% 0.118%
82 17.027 2381 2387 2392 rVV 2355109 3511892 55.76% 4.302%
83 17.068 2392 2394 2398 rW 79347 106211 1.69% 0.130%
84 17.127 2398 2404 2414 rVB 3463972 5079144 80.65% 6.222%
85 17.210 2414 2418 2424 rBV6 46445 97872 1.55% 0.120%
86 17.315 2433 2436 2440 rBV6 28613 46899 0.74% 0.057%
87 17.527 2468 2472 2477 rBV2 75113 104304 1.66% 0.128%
88 17.874 2527 2531 2534 rBV3 71531 115006 1.83% 0.141%
89 17.933 2536 2541 2551 rVV 1307598 2009177 31.90% 2.461%
90 18.198 2582 2586 2588 rBV 181932 240786  3.82%  0.295%
91 18.545 2641 2645 2650 rVB 638304 852265 13.53% 1.044%
92 18.604 2653 2655 2660 rBV5 76780 122175 1.94% 0.150%
93 19.221 2756 2760 2764 rBV 1309165 1905698 30.26%  2.335%
94 19.427 2791 2795 2802 rVB 3840132 6297958 100.00% 7.715%
95 20.309 2941 2945 2949 rBV 2745971 3587002 56.96% 4.394%
96 20.356 2949 2953 2959 rVB 1425779 2252114 35.76% 2.759%
97 20.927 3046 3050 3052 rBV 1683510 2421456 38.45% 2.966%
98 21.268 3103 3108 3125 rBV2 2433301 4423350 70.23% 5.419%
99 22.027 3234 3237 3247 rVB 1656976 2650344 42.08% 3.247%
100 23.986 3564 3570 3577 rBV 1434205 3341770 53.06% 4.094%

Sum of corrected areas: 81629107
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©62224\
Data File : BN@32177.D

Acqg On : 22 Jun 2024 21:50

Operator : MA/JU

Sample : P2899-18

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924 .MA.M
: SVOA CALIBRATION

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

Abundance
5000000

TIC: BN032177.D\data.ms

4000000
3000000

2000000

7.169 7.634  8.345 g 79

10.0450-416
31634388375 Mess | 5.016.29355534 6. F53165.66 45 JLYJ&QS L\A ﬁ?aoﬁ%‘fmzmmm@mw

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 8.50 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BN032177.D\data.ms

5000000

1000000 9. 504

4.769
9.35 @

19.

27

20.309 21.268

20.927
0,356

22.027
4000000

15.274 1727

3000000

2000000

1000000

0=
Time-->  13. 00 13 50 14.
Abundance

5000000

00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
TIC: BN032177.D\data.ms

4000000

23.98

3000000

2000000

1000000

0

23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32177.D

Acqg On : 22 Jun 2024 21:50
Operator : MA/JU

Sample : P2899-18

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 unknown-01 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4.769 5.31 ng/ul 486516  1,4-Dichlorobenzene-d4 7.634

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 38
2 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404 1000186-02-3 33
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 33
4 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 28
5 0-2-Pentylhydroxylamine 103 C5H13NO 1000322-43-4 9

Abundance Scan 303 (4.769 min): BN032177.D\data.ms (-298) (-) m/z 73.00 100.00%

3.0
5000
43.0
T
103.0 4.40 4.60 4.80 5.00
Ol el 02 14101651 2070 /7 43,00 26.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L R LI B B R B
4.40 4.60 4.80 5.00
43.0 o
‘ ‘ ‘ m/z 44.95 9.54%
O\\\\‘\u‘\\““\‘\\\”‘\\‘\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #49527: Acetic acid, 3-[1,3]dioxolan-2-ylpropyl ester
73.0
A RARENSEEES
4.40 4.60 4.80 5.00
5000 m/z 41.05 9.15%
43.0
0 Iy ‘\\H i I 113.0 174.0
A R oL e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9527: 3-Pentanol, 2,4-dimethyl- T
73.0 4.40 4.60 4.80 5.00
m/z 71.00 7.50%
5000
43.0
ol 1300 L1 s80
m/z--> 20 40 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32177.D

Acqg On : 22 Jun 2024 21:50
Operator : MA/JU

Sample : P2899-18

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 Benzeneacetic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.986 5.74 ng/ul 713629  Naphthalene-d8 10.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 91
2 Benzeneacetic acid 136 C8H802 000103-82-2 90
3 Benzeneacetic acid 136 C8H802 000103-82-2 81
4 Benzeneacetic acid 136 C8H802 000103-82-2 81
5 Benzeneacetic acid 136 C8H802 000103-82-2 52

Abundance Scan 1360 (10.986 min): BN032177.D\data.ms (-1345) (- | m/z 91.00 100.00%

91.0
5000
135.9
T
63.0 11.00
bbb b 290D 2669 sz 135,95 30.34%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18692: Benzeneacetic acid
91.0
5000 T T
11.00
136.0 m/z 91.95 19.19%
39.0
O’HH“\‘\“H“‘i\\\“\\h\‘HH‘HH“HH‘HH‘HH‘\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18694: Benzeneacetic acid
91.0
R
11.00
5000 ITI/Z 65.00 14.19%
136.0
39.0
O et sk ek
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18695: Benzeneacetic acid Al -
91.0 11.00
m/z 63.00 6.51%
5000
136.0
63.0
o,w‘wu““rm_‘““_Hwmwwm_m_Wwwww‘ gy —
m/z--> 20 40 60 80 100120140160180200220240260280 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32177.D

Acqg On : 22 Jun 2024 21:50
Operator : MA/JU

Sample : P2899-18

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 3 1-Phenoxypropan-2-ol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.163 2.38 ng/ul 295297  Naphthalene-d8 10.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 96
3 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 91
4 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 90
5 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 70
Abundance Scan 1390 (11.163 min): BN032177.D\data.ms (-1384) (- m/z 94.00 100.00%
94.0
5000 /\¥
152.0 — ——
451 h | | 11.00 11.50
Obrrrprrrepbbe b etk 20 77.00  23.47%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #30124: 1-Phenoxypropan-2-ol
94.0
5000
1100 1150
m/z 152.00 17.62%
h ‘ 152.0
0\H‘\‘\‘\\““\‘\‘\\"\“\H“\\H‘\‘\\\‘H\\‘\\!\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
-~ —
11.00 11.50
5000 78.00 15.40%
152.0
L]
om"HuWJ,‘”‘H‘_‘H‘mH‘W‘,‘m,"H_MWWW,H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0 1100 1150
m/z 108.00 14.77%
5000
45.0 152.0
(O SRRSO P S P .
m/z--> 20 40 60 80 100120140160180200220240260280 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32177.D

Acqg On : 22 Jun 2024 21:50
Operator : MA/JU

Sample : P2899-18

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.933  11.44 ng/ul 2009180  Phenanthrene-d10 17.027
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 96
5 Tridecanoic acid 214 C13H2602 000638-53-9 93
Abundance Scan 2541 (17 933 min): BN032177.D\data.ms (-2536) (- m/z 73.00 100.00%
5000 129.0 L
213.2 S
‘ 171.1 ‘ 256 3 18.00
ob— w“”‘ “H X J“‘ LL ol 3270 L ce.ee  79.55%
mfz--> 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid
73.0
129.0 256.0
5000 1 i
2130 18.00
171 m/z 43.05 70.96%
O' ‘““ M \L‘\\\‘\ \\\\"\\\\‘\\\\‘\
miz-> 100 150 200 250 300 350
Abundance #143510:n—Hexadecanok:add
——
18.00
5000 129.0 m/Z 57.10 61.92%
171.0 213.0 256.0
oL— ‘ M\h”\‘ﬂ‘\h\ ‘\“‘ ““ \““\H’\HH‘HH“
m/z--> 5 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid 7
43.0 256.0 18.00
m/z 55.05 61.60%
5000
129.0
3.0 213.0
171.0 ‘
0! w\u‘m ‘\\“‘ “ “‘u\ ‘\‘ - "‘ T e
m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©62224\
Data File : BN@32177.D

Acqg On : 22 Jun 2024 21:50

Operator : MA/JU

Sample : P2899-18

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924 .MA.M
: 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 1H-Naphtho[2,1-b]pyran, 3-e... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.545 4.85 ng/ul 852265  Phenanthrene-di10 17.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Naphtho[2,1-b]pyran, 3-etheny... 290 C20H340 000596-84-9 96
2 1H-Naphtho[2,1-b]pyran, 3-etheny... 290 C20H340 000596-84-9 90
3 ent-Atisan-16.alpha.-ol 290 C20H340 060801-64-1 55
4 (E)-3-Methyl-5-((1R,4aR,8aR)-5,5... 290 C20H340 021738-29-4 55
5 1H-Naphtho[2,1-b]pyran, 3-etheny... 290 C20H340 000596-84-9 49
Abundance Scan 2645 (18.545 min): BN032177.D\data.ms (-2641) (- | m/z 81.05 100.00%
81.0 257.1
43.
1371 177.2
5000
18.50 |
15.1 ‘ .
0 et L “‘296"3" B4Ll m/z 257.15  94.08%
miz--> 50 100 150 200 250 300
Abundance #187053: 1H-Naphtho[2,1-b]pyran, 3-ethenyldodecahydr
275.0
81.0
137.0 192.0
50001 43 =gt :
18.50
m/z 95.10 79.88%
0- \““}‘ ‘\H“\‘H‘\ “\‘ ““‘\%\310.9’ LA B B
miz--> 50 100 150 200 250 300
Abundance #187057: 1H-Naphtho[2,1-b]pyran, 3-ethenyldodecahydr
275.0
T I
18.50
5000 192.0 m/Z 55.00 77 .55%
81.0 137.0
44.
m/iz--> 50 100 150 200 250 300
Abundance #187029: ent-Atisan-16.alpha.-ol —— ‘
257.0 18.50
m/z 43.00 72.08%
5000
69.0 123.0
159.0 501.0
o2 A T .
m/z--> 50 100 150 200 250 300 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32177.D

Acqg On : 22 Jun 2024 21:50
Operator : MA/JU

Sample : P2899-18

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.221 8.62 ng/ul 1905700  Chrysene-d12 21.268
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 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 96
5 Octadecanoic acid 284 C18H3602 000057-11-4 94
Abundance Scan 2760 (19.221 min): BN032177.D\data.ms (-2756) (- | m/z 73.00 100.00%
7’2
129.0
5000
185.1 241.2
— —
‘ ‘ k 19.00 19.50
0 a0 128613312 | 4133 043 19 82.10%
miz--> 50 100 150 200 250 300 350 400
Abundance #179093: Octadecanoic acid
73.0
129.0
50007 28.0 284.0 1 1
185.0 19.00 19.50
m/z 60.00 79.79%
0 “ “h‘u‘\m“h! “‘\‘ ‘\H“ ‘\“‘ ‘\‘\H““HH‘HH‘HH
m/z--> 50 100 150 200 250 300 350 400
Abundance #179091: Octadecanoic acid
43.0
— —
19.00 19.50
5000 129.0 m/z 57.18 70.95%
ol :
m/z--> 50 100 150 200 250 300 350 400
Abundance #179089: Octadecanoic acid —— —
73.0 19.00 19.50
m/z 55.00 70.91%
5000 129.0
185.0 284.0
27.
0! — —
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32177.D

Acqg On : 22 Jun 2024 21:50
Operator : MA/JU

Sample : P2899-18

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 7 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.309 16.22 ng/ul 3587000 Chrysene-d12 21.268
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 99
2 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 96
3 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 328 C22H3202 015340-82-6 90
4 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 328 C22H3202 015340-82-6 87
5 13-Isopropylpodocarpen-12-0l1-20- al 300 C20H2802 024035-37-8 49
Abundance Scan 2945 (20.309 min): BN032177.D\data.ms (-2941) (- m/z 175.10 100.00%
175.1 271.1
5000
69.0 :
128. Lb ‘ ) 20.00 2050
0 Aldpeaa || 32933762 4400 7500 15 g).37%
miz--> 50 100 150 200 250 300 350 400
Abundance #181948: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro
175.0 271.0
5000 — ——
20.00 20.50
z 201.10 67.26%
69.0 | g m/
015. ““‘L“}\J\‘\\J‘\‘\‘\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #181950: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro
271.0
[
175.0 20,00 20.50
5000 m/z 189.10 39.94%
69.0
0 ‘\‘ H‘ \M “h \‘ A Luw‘n\‘\m‘\“"” “?‘ﬂ";\ “H‘\‘H \i J ‘ l A
m/z--> 50 100 150 200 250 300 350 400
Abundance #234893: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro — ——
271.0 20.00 20.50
m/z 286.25 27.39%
175.0
5000
43.0
‘ 128, ‘ 328.0
SIS U O 1§ D A |-
m/z--> 50 100 150 200 250 300 350 400 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32177.D

Acqg On : 22 Jun 2024 21:50
Operator : MA/JU

Sample : P2899-18

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.MA.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 8 4,4'-Bis(tetrahydrothiopyran) Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
20.357 10.18 ng/ul 2252110  Chrysene-d12 21.268
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,4'-Bis(tetrahydrothiopyran) 202 C10H18S2 116196-83-9 91
2 n-Octanoic acid,methyl(tetrameth... 242 C13H2602Si 1010217-03-7 56
3 1-Naphthalenecarboxylic acid, 2-... 202 C12H1003 000947-62-6 30
4 [1,2,5]-Oxadiazolo[3,4-a]cinnoli... 202 C10H1ON40 1000260-59-4 30
5 8-Amino-2,5-dimethyl-6-methoxyqu... 202 C12H14N20 1000214-69-9 22

Abundance Scan 2953 (20.356 min): BN032177.D\data.ms (-2949) (- | m/z 202.10 100.00%
202.1
= —
a1 o 153 ‘ ‘ | 20.00 20.50
o : by L] 3s61 4162468, 109 16 63.22%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #77411: 4,4'-Bis(tetrahydrothiopyran)
45.0 202.0
99.0
5000 = e
155. 20.00 20.50
m/z 213.10 56.03%
0 \H“‘\“I\L“L\‘\‘“\‘\"\H\’\\H’HH‘HH‘HH‘\H
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #125770: n-Octanoic acid,methyl(tetramethylene)silyl est
218.0
115.0
- —
20.00 20.50
5000 61.0 ITI/Z 284.15 47.19%
0,
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #77732: 1-Naphthalenecarboxylic acid, 2-methoxy- = ==
202.0 20.00 20.50
m/z 159.00  45.82%
5000
49.0 114.0
il A
m/z--> 50 100 150 200 250 300 350 400 450 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32177.D

Acqg On : 22 Jun 2024 21:50
Operator : MA/JU

Sample : P2899-18

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 Dehydroabietic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.927 10.95 ng/ul 2421460  Chrysene-d12 21.268
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dehydroabietic acid 300 C20H2802 001740-19-8 99
2 Dehydroabietic acid 300 C20H2802 001740-19-8 99
3 Dehydroabietic acid 300 C20H2802 001740-19-8 94
4 Dehydroabietic acid 300 C20H2802 001740-19-8 91
5 trans-1,2-Bis(methyldichlorosily... 252 C4H8C14Si2 065899-10-7 83

Abundance Scan 3050 (20.927 min): BN032177.D\data.ms (-3046) (- | m/z 239.20 100.00%

239.2
5000
141.0

‘ 300.1 o1 nn
W\I‘h whu“u““ ‘n"“k‘“‘w\‘u bpod L4 856.1413.3 4891 ./, 285.15  68.13%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #199992: Dehydroabietic acid
285.0

5000 T

197.0 m/z 197.10  41.45%

43.0 141.0
\\\fﬂ‘l\‘\‘\‘ \\“WHWIL“J‘[ﬂm\lu\h\‘hl\d \l\‘\ “\\\”\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #199993: Dehydroabietic acid
239.0

o

o

——
21.00
m/z 141.00 24.15%
5000 141.0 /
43.0 300.0
oL ‘H‘ ‘\‘A U‘H ‘\“‘H‘ “M\MI e P T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #199994: Dehydroabietic acid ——
285.0 21.00
m/z 240.20 20.29%
5000
43.0
14101970
oL b bbbt s -
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32177.D

Acqg On : 22 Jun 2024 21:50
Operator : MA/JU

Sample : P2899-18

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 Behenic alcohol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.027 11.98 ng/ul 2650340  Chrysene-d12 21.268
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 91
2 1-Heneicosanol 312 C21H440 015594-90-8 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 Cyclopentadecane 210 C15H30 000295-48-7 90
5 1-Hexacosene 364 C26H52 018835-33-1 87
Abundance Scan 3237 (22.027 min): BN032177.D\data.ms (-3234) (- | m/z 97.10 100.00%
97.1
43.1
5000
” | SR
153.1206.2 :
ol LI 72002  308.3 371.3427.24814 /7 3,19 97.42%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #232316: Behenic alcoho
83.0
5000 —— :
22.00
m/z 55.05 81.00%
29. 1%9.0
O \\lh‘\‘ufl \‘%“\“‘\I}“h\l\lfg\s‘.\()\\\[2\\8\0\.?\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #215083: 1-Heneicosanol
55.0
T \
22.00
5000 111.0 m/z 69.10 76.89%

:

\h\ | | “ \}‘ hlh67'0 266.0

0 et A et e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #264236: n-Tetracosanol-1 T ‘

57.0 22.00
m/z 57.10 64.43%
111.0
5000

0 10702220 3080 —_—

m/z--> 0 50 100 150 200 250 300 350 400 450 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@62224\
Data File : BN@32177.D

Acqg On : 22 Jun 2024 21:50
Operator : MA/JU

Sample : P2899-18

Misc

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@52924.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|
unknown-01 4.769 5.3 ng/ul 486516 1 7.634 1833070 20.0
Benzeneacetic acid 10.986 5.7 ng/ul 713629 2 10.416 2484510 20.0
1-Phenoxypropan... 11.163 2.4 ng/ul 295297 2 10.416 2484510 20.0
n-Hexadecanoic ... 17.933 11.4 ng/ul 2009180 4 17.027 3511890 20.0
1H-Naphtho[2,1-... 18.545 4.8 ng/ul 852265 4 17.027 3511890 20.0
Octadecanoic acid 19.221 8.6 ng/ul 1905700 5 21.268 4423350 20.0
2-Phenanthrenol... 20.309 16.2 ng/ul 3587000 5 21.268 4423350 20.0
4,4'-Bis(tetrah... 20.357 10.2 ng/ul 2252110 5 21.268 4423350 20.0
Dehydroabietic ... 20.927 10.9 ng/ul 2421460 5 21.268 4423350 20.0
Behenic alcohol 22.027 12.0 ng/ul 2650340 5 21.268 4423350 20.0
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