LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@62224\
Data File : BN@32170.D

Acqg On : 22 Jun 2024 17:14
Operator : MA/JU

Sample : P2899-05

Misc :

ALS Vvial : 12 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@32170.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 39 rvB 47891 67996 1.66% 0.096%
2 3.434 73 76 85 rvB 35746 53744 1.31% 0.076%
3 3.581 100 101 111 rVWV 48030 67950 1.66% 0.096%
4 3.669 111 116 122 rVB 47221 63998 1.56% 0.091%
5 3.875 147 151 157 rVB 22011 32169 0.79% 0.046%
6 4.422 239 244 248 rW 48784 73178 1.79% 0.104%
7 4.769 297 303 312 rBV 282929 431689 10.55% 0.612%
8 4.857 312 318 331 rVB2 21471 56867 1.39% 0.081%
9 5.010 336 344 353 rVB2 14727 30078 0.74% 0.043%
106 5.293 387 392 400 rBV 16649 32236 0.79% 0.046%
11 5.657 448 454 460 rVV4 27064 47577 1.16% 0.067%
12 5.734 460 467 477 rVB2 33128 68914 1.68% 0.098%
13  6.151 525 538 542 rBv4 17313 44344 1.08% 0.063%
14 6.310 559 565 573 rVB 174907 295996 7.23% 0.420%
15 6.657 619 624 631 rVB5 23839 54014 1.32% 0.077%
16 6.810 638 650 664 rBV 830912 1438793 35.16% 2.040%
17 6.975 672 678 688 rVB 703937 1107842 27.07% 1.571%
18 7.063 688 693 703 rVB 120398 200734 4.91% 0.285%
19 7.163 703 710 720 rBV 908617 1471276 35.95% 2.086%
20 7.246 720 724 727 rBV2 22738 32743 0.80% 0.046%
21 7.628 776 789 798 rBV 1291064 2103713 51.41% 2.982%
22 7.898 830 835 841 rVB 56635 90421 2.21% 0.128%
23  8.169 871 881 884 rBV2 18364 48346 1.18% 0.069%
24 8.340 903 910 924 rVV 985717 1685424 41.19%  2.389%
25 8.451 924 929 936 rVW 102105 184840 4.52% 0.262%
26 8.787 979 986 993 rVV 823872 1386035 33.87% 1.965%
27 8.834 993 994 1002 rVV 32648 38810 ©.95% 0.055%
28 9.351 1068 1082 1090 rBV 88361 163655 4.00% 0.232%
29 9.504 1100 1108 1115 rBV 652234 1134203 27.72% 1.608%
30 9.681 1131 1138 1140 rBvV3 31938 72485 1.77% 0.103%

31 9.722 1141 1145 1156 rVV8 43063 122667 3.00%
32 10.040 1191 1199 1210 rBV 1027433 1900101 46.43%
33 10.410 1251 1262 1268 rVV 1764475 3091414 75.54%
34 10.457 1268 1270 1275 rW 53054 75671 1.85%
35 10.516 1275 1280 1282 rVvv4 22368 42397 1.04%

OO0 h,~NO
w
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w
B

36 10.563 1282 1288 1304 rVB2 72283 190245 4.65% ©.270%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@62224\
Data File : BN@32170.D

Acqg On : 22 Jun 2024 17:14
Operator : MA/JU

Sample : P2899-05

Misc :

ALS Vvial : 12 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 10.975 1349 1358 1366 rBV2 85573 318535 7.78% 0.452%
38 11.157 1384 1389 1395 rBV 94149 182626 4.46%  0.259%
39 11.422 1429 1434 1444 rVB2 32507 58095 1.42% 0.082%
40 11.822 1495 1502 1508 rVB5 51711 115051 2.81% 0.163%
41 11.998 1526 1532 1540 rVV3 25219 51169 1.25% ©0.073%
42 12.0975 1540 1545 1555 rVB 79879 134227 3.28% 0.190%
43 12.298 1578 1583 1592 rVB 66365 109331 2.67% 0.155%
44 12.392 1593 1599 1605 rBvV2 20513 43591 1.07% 0.062%
45 12.798 1664 1668 1676 rVVv3 21831 43868 1.07% 0.062%
46 13.092 1713 1718 1723 rBV2 56357 95678 2.34% 0.136%
47 13.139 1723 1726 1733 rVV9 17385 31704 0.77% 0.045%
48 13.269 1744 1748 1754 rVB4 26385 36810 0.90% 0.052%
49 13.433 1766 1776 1777 rBv4 25343 52377 1.28% 0.074%
50 13.451 1777 1779 1785 rVV3 31086 46231 1.13% 0.066%
51 13.533 1787 1793 1798 rVV 205003 327066 7.99% 0.464%
52 13.586 1798 1802 1808 rVv2 67410 120729 2.95% 0.171%
53 13.645 1808 1812 1814 rWV 47353 64508 1.58% 0.091%
54 13.692 1814 1820 1826 rVV 1958711 2752719 67.27% 3.902%
55 13.751 1826 1830 1834 rVvVv2 42939 62202 1.52% ©.088%
56 13.828 1840 1843 1847 rWW 28809 39895 0.97% 0.057%
57 13.969 1856 1867 1882 rBV 2221033 3467800 84.74% 4.916%
58 14.110 1884 1891 1895 rVBl1le 17853 38278 ©.94% 0.054%
59 14.169 1895 1901 1906 rVB 63298 98841 2.42% 0.140%

60 14.275 1909 1919 1926 rBV 2608376 3989912 97.50% 5.656%

61 14.504 1949 1958 1970 rBV 606375 1267492 30.97% 1.797%

62 14.657 1979 1984 1985 rBV 53113 75062 1.83% ©0.106%
63 14.798 2004 2008 2017 rVB1e 18024 37182 ©.91% 0.053%
64 14.892 2017 2024 2030 rBV5 20522 39283 0.96% 0.056%
65 15.069 2048 2054 2057 rBv4 39569 72493 1.77% ©.103%
66 15.127 2061 2064 2069 rVB 61463 71277 1.74% 0.101%
67 15.269 2081 2088 2094 rBV 2714411 4092166 100.00% 5.801%
68 15.404 2106 2111 2117 rBV 625436 933158 22.80% 1.323%
69 15.451 2117 2119 2125 rVB3 28509 40133 0.98% 0.057%
70 15.622 2143 2148 2155 rBV 39258 72912 1.78% ©.103%
71 15.769 2169 2173 2182 rVB 38094 77525 1.89% ©.110%
72 15.851 2182 2187 2192 rVB5 24984 44765 1.09% 0.063%
73 16.010 2206 2214 2220 rBV2 110410 252754 6.18% 0.358%
74 16.157 2232 2239 2240 rBV6 20110 31517 ©.77% ©.045%
75 16.439 2282 2287 2294 rBV6 25887 58726 1.44% ©.083%
76 16.569 2301 2309 2313 rBV5 32801 84190 2.06% 0.119%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@62224\
Data File : BN@32170.D

Acqg On : 22 Jun 2024 17:14
Operator : MA/JU

Sample : P2899-05

Misc :

ALS Vvial : 12 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 16.686 2325 2329 2336 rBV5 24900 44988 1.10% 0.064%
78 16.786 2342 2346 2349 rVWV 63197 76683 1.87% 0.109%
79 16.927 2367 2370 2376 rBV4 32101 56761 1.39% 0.080%
80 17.027 2380 2387 2392 rVV 2728766 4077225 99.63% 5.780%
81 17.069 2392 2394 2397 rWV 84761 98596 2.41% 0.140%
82 17.121 2397 2403 2412 rVV2 2602942 3871475 94.61% 5.488%
83 17.204 2415 2417 2423 rVB6 24905 39686 0.97% 0.056%
84 17.521 2468 2471 2481 rVB 66208 89625 2.19% 0.127%
85 17.804 2515 2519 2525 rBV6 44177 80607 1.97% 0.114%
86 17.927 2535 2540 2550 rBV 657100 1050235 25.66%  1.489%
87 18.192 2581 2585 2588 rBV 152064 222163 5.43% 0.315%
88 18.263 2594 2597 2601 rVB4 85243 111247 2.72% 0.158%
89 18.545 2640 2645 2650 rVB 752695 964176 23.56% 1.367%
90 18.604 2652 2655 2657 rBV3 47431 60286 1.47% 0.085%
91 19.216 2755 2759 2770 rBV2 576455 1041947 25.46% 1.477%
92 19.427 2790 2795 2801 rBV 2581373 3565382 87.13% 5.054%
93 20.310 2941 2945 2949 rBV 1664362 2067092 50.51% 2.930%
94 20.351 2949 2952 2958 rVB 990571 1324098 32.36% 1.877%
95 20.921 3045 3049 3051 rBV 1011241 1319841 32.25% 1.871%
96 20.951 3051 3054 3065 rVB 892276 1368028 33.43% 1.939%
97 21.262 3102 3107 3117 rVB2 2301169 3683107 90.00% 5.221%
98 22.033 3234 3238 3248 rVB 808453 1484835 36.28% 2.105%
99 23.968 3561 3567 3576 rVB3 979844 2355887 57.57% 3.340%
100 24.174 3594 3602 3615 rVB 1570428 3951257 96.56% 5.601%

Sum of corrected areas: 70539670
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32170.D

Acqg On : 22 Jun 2024 17:14
Operator : MA/JU

Sample : P2899-05

Misc

ALS vial : 12  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

Abundance TIC: BN032170.D\data.ms

3000000
2500000

2000000
10.410

1500000 7628

8.340 10.040

1000000 6.810/-163 6787
97 9.504
500000 4760 .
(D 10B8EEER75 4422 4 gE019.20355534 6,151 6,657 0f346 || 78981684518/834 935z || 14PSRAOMVIRT 42128089983 7.
\\\\‘\\\

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BN032170.D\data.ms

21.262

3000000 19.427
17.027

15.269 1795

14.275 1

20.310

2500000
13.969

13.692
2000000 22.033

1500000

1000000 18.545 19.21

14.504 15.404

500000

s uratead:oh ik b~ R R .
Time--> 13.00 13.50 14.00 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
Abundance TIC: BN032170.D\data.ms

3000000
2500000 24.174
2000000

23.96

1500000

1oooooo\d\mj\/\/\qmw

500000

0\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32170.D

Acqg On : 22 Jun 2024 17:14
Operator : MA/JU

Sample : P2899-05

Misc

ALS vial : 12  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 9
R.T. EstConc Area Relative to ISTD R.T.
4.769 4.10 ng/ul 431689 1,4-Dichlorobenzene-d4 7.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 45
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 43
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 37
4 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404 1000186-02-3 33
5 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 28

Abundance Scan 303 (4.769 min): BN032170.D\data.ms (-297) (-) m/z 73.00 100.00%

73.0
5000 K
T
41,0 4.40 4.60 4.80 5.00
ol goar 2070 2800 ys; 43.00  26.47%

m/z--> 0 50 100 150 200 250
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 P et A
4.40 4.60 4.80 5.00

m/z 45.00 10.22%

O h‘ \‘ ‘ \ ‘

‘ T T T T ‘ \ T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T
m/z--> 0 100 150 200 250
Abundance #2246: Silane, tetramethyl-

73.0

4.40 4.60 4.80 5.00

5000 m/z 41.00 8.99%
29. OH
[ — WJ‘“u‘W S
miz--> 0 100 150 200 250
Abundance #2245: Silane, tetramethyl- T T R
73.0 4.40 4.60 4.80 5.00

m/z 71.10 7.52%

5000

29.0
ol e e b e
m/z--> 0 50 100 150 200 250 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@32170.D

Acqg On : 22 Jun 2024 17:14
Operator : MA/JU

Sample : P2899-05

Misc

ALS vial : 12  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 (1S)-2,6,6-Trimethylbicyclo... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.310 2.81 ng/ul 295996 1,4-Dichlorobenzene-d4 7.628

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1S)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-26-4 95
2 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-70-8 94
3 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1OH16 004889-83-2 94

4 .alpha.-Pinene 136 C1OH16 000080-56-8 94
5 (+)-3-Carene 136 C1oH16 000498-15-7 91

Abundance Scan 565 (6.310 min): BN032170.D\data.ms (-559) (-) m/z 93.10 100.00%

93.1
5000
Y, W A
39.0 470 ‘ 1211 6.00 6.20 6.40 6.60
o"w‘H““m‘m‘ml”"“wH“m:_”w””_l??‘? m/z 91.00  45.12%

miz--> 20 40 100 120 140 160 180
Abundance  #18189: (1S)-2,6,6-Tr|methylbicyclo[3.1.1]hept-2-ene
93.0

5000 R
6.00 6.20 6.40 6.60

m/z 92.00 34.64%

‘ 121.0
H\ ol \h ‘\\ TR

\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\‘r\\‘HH‘HH‘HH‘HH

m/z--> 20 40 60 100 120 140 160 180
Abundance #18190: (1R)—2,6,6—Tr|methylbicyc|o[3.1.1]hept—2—ene
93.0

o

6.00 6.20 6.40 6.60
5000 m/z 76.95 29.91%

41.0 ‘ 121.0
150 || e \h ‘h Ll

miz--> 20 40 100 120 140 160 180

Abundance  #18173: Blcyclo[3.1.1]hept—2—ene, 3,6,6-trimethyl- R RREER SR
93.0 6.00 6.20 6.40 6.60

m/z 79.00 24.54%

o

5000

‘ ‘ 121.0
o"w“JHH‘HMM_m‘}m‘W‘uw‘mWm_m_m o
miz--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32170.D

Acqg On : 22 Jun 2024 17:14
Operator : MA/JU

Sample : P2899-05

Misc

ALS vial : 12  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 Benzeneacetic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.975 2.06 ng/ul 318535 Naphthalene-d8 10.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 93
2 Benzeneacetic acid 136 C8H802 000103-82-2 93
3 Benzeneacetic acid 136 C8H802 000103-82-2 81
4 Propanedioic acid, phenyl- 180 C9H804 002613-89-0 80
5 Benzeneacetic acid 136 C8H802 000103-82-2 74

Abundance Scan 1358 (10.975 min): BN032170.D\data.ms (-1349) (- | m/z 91.00 100.00%

91.0
5000
136.0
=
Obprerdt bbbkt e e e 200y m/z 136.00 28.14%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18695: Benzeneacetic acid
91.0
5000 \\W‘ e
136.0 11.00
' m/z 92.00 19.37%
6%0 ‘
O’HH‘\‘\“H“‘HH“H“\‘HH‘HH“HH‘HH‘HH‘HH‘HH‘HH‘\H\‘H
m/z--> 20 40 60 80 100120140160180200220240 260280
Abundance #18692: Benzeneacetic acid
91.0
AT A
11.00
5000 ITI/Z 65.00 15.05%
136.0
39.0 ‘ ‘
0 W\uwwhph\qu“w\u\_uww\u‘uu‘u\w\uw\u\_\u_\u‘u
m/z--> 20 40 60 80 100120140160180200220240 260280
Abundance #18696: Benzeneacetic acid ﬁﬂ%“F*VﬂA‘ ‘
91.0 11.00

m/z 89.00 6.80%

5000
136.0

63,0

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@32170.D

Acqg On : 22 Jun 2024 17:14
Operator : MA/JU

Sample : P2899-05

Misc

ALS vial : 12  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 7
R.T. EstConc Area Relative to ISTD R.T.
17.927 5.15 ng/ul 1050240  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 99
5 Tetradecanoic acid 228 C14H2802 000544-63-8 95
Abundance Scan 2540 (17.927 min): BN032170.D\data.ms (-2535) (- | m/z 73.00 100.00%
43.0
5000 129.0
213.2 =
‘ ‘ 171 1 ‘ 256.1 18.00
ob— “‘ H‘H ﬂ““ ‘M‘ b b Ll T8 e 00 77.27%
m/z--> 150 200 250
Abundance #143511.n-Hexadecanom:amd
73.0
43.0 129.0 256.0
5000 T

213.0 18.00
1710‘ m/Z 43.05 71.15%

0 0 N
miz--> 50 150 200 250
Abundance #143508.n—Hexadecanok:add
43.0 73.
0 0 256.0

ISbO
5000 m/z 55.00 61.18%
129.0
213.0
1710
o) i M“ \‘\‘H‘\ Ll | ‘ ‘ u\ “\ - ‘ “ —
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid P
60.0 18.00
m/z 57.05 60.71%
5000 129.0
97.0 171 o 2130 256.0
ob—— ‘\“ U“‘ Al ‘\ \\h”\ ‘H‘\ i ‘ ‘ ‘ . \‘ “‘ T P —
Mz 15 200 250 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©62224\
Data File : BN@32170.D

Acqg On : 22 Jun 2024 17:14

Operator : MA/JU

Sample : P2899-05

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924 .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 5 1H-Naphtho[2,1-b]pyran, 3-e... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.545 4.73 ng/ul 964176  Phenanthrene-d1e 17.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Naphtho[2,1-b]pyran, 3-etheny...
2 1H-Naphtho[2,1-b]pyran, 3-etheny..
3 1H-Naphtho[2,1-b]pyran, 3-etheny...
4 4a,7,7,10a-Tetramethyl-dodecahyd...
5 1H-Naphtho[2,1-b]pyran, 3-etheny...

290 C20H340

. 290 C20H340

290 C20H340
264 C17H2802
290 C20H340

000596-84-9 96
000596-84-9 91
001227-93-6 78
938512-84-6 60
000596-84-9 58

137.1177.1

5000

Abundance Scan 2645 (18.545 min): BN032170.D\data.ms (-2640) (-
.0 257.1

m/z

-

81.05 100.00%

18.50

5000

m/z-->

o

50

43.0 81.0

100

1370

192.0

m Q ‘

0 202 | | 355.!
- L ’ L ‘ L . ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #187053: 1H-Naphtho[2,1-b]pyran, 3-ethenyldodecahydr
275.0
81.0
137.0 192.0
5000 43
0! Hh\ “\‘ ‘HH‘HH \“ Mh ?’9 ‘q"’ : ““ I
m/z--> 50 100 150 200 250 300 350
Abundance #187057: 1H-Naphtho[2,1-b]pyran, 3-ethenyldodecahydr
275.0
5000 192.0
81.0 137.0
447
0L ;H “\‘\H ‘H‘h ‘\‘\ \HH‘\H\‘ \U T ‘L’ b ‘\‘ o
m/z--> 50 100 150 200 250 300 350
Abundance

#187054: 1H-Naphtho[2,1-b]pyran, 3-ethenyldodecahydr
275.0

m/z

257.15  99.39%

%

18.50

m/z 275.15 78.84%
U T
18.50

m/z 55.00 78.07%

%

18.50

m/z

95.10

76.19%

150

200

250

300

350

%

\
18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32170.D

Acqg On : 22 Jun 2024 17:14
Operator : MA/JU

Sample : P2899-05

Misc

ALS vial : 12  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.
19.215 5.66 ng/ul 1041950  Chrysene-d12 21.262
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 95
5 Octadecanoic acid 284 C18H3602 000057-11-4 95

Abundance Scan 2759 (19.215 min): BN032170.D\data.ms (-2755) (- | m/z 73.00 100.00%
73.0

5000 129.0 i
185.1 241.2

—
‘ 284.3 19.00 19.50
1 \‘ ()

ol um e “M IS L 550 m/z 43.05  84.20%

m/z--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0

50001 28.0 284.0 T
185.0 2410 19.00 19.50

m/z 60.00 77.60%

0 H‘\‘““‘\“M ”\“ T by \L i “ 7k \“\ \‘ “\ T \‘\ L
m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0

5000 129.0 m/z 57.10 69.68%
29.0 185.0 541 o 284.0
0! H‘\‘u‘\“h; ‘\“‘ | ““ e ‘L‘ . ““ RN
mlz--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid T
43.0 19.00 19.50

m/z 55.00 66.00%

5000 129.0
3.0
284.0
1850 2410 ‘
\‘\ L‘mm‘” \

ol MM L A
miz--> 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_N\Data\BN062224\
Data File : BN@32170.D

Acqg On : 22 Jun 2024 17:14
Operator : MA/JU

Sample : P2899-05

Misc

ALS vial : 12  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.
20.310  11.22 ng/ul 2067090  Chrysene-d12 21.262
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 92
3 13-Isopropylpodocarpen-12-0l1-20-al 300 C20H2802 024035-37-8 58
4 13-Isopropylpodocarpen-12-0l1-20-al 300 C20H2802 024035-37-8 47
5 Pisiferol 302 C20H3002 024035-36-7 38

Abundance Scan 2945 (20.310 min): BN032170.D\data.ms (-2941) (- | m/z 175.10 100.00%

175.1 2711
5000
69.1

‘ ‘ 115.0 ‘ 20,00 2050
0 “HﬂhuwwqmeWWMw‘Mw%?Tﬂy‘“M??Qﬁ““ﬁp?@ m/z 271.15  82.01%
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 2050

69.0 m/z 201.10  65.03%

128.
OH&QJHLlM#{JJmeYQ 1 A
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
: T

‘ ‘
175.0 20.00 20.50
5000 ITI/Z 189.10 38.09%
69.0
O,ng'o “““““‘:“J“NL: 12 €0 ] I
m/z--> 50 100 150 200 250 300 350 400
Abundance #200002: 13-Isopropylpodocarpen-12-ol-20-al
271.0 2000 2050

m/z 286.15  29.84%

175.0
5000 :
0' T : L—v—“—v—v—v—v—rv—v—v—v—rv—ﬁ

m/z--> 50 100 150 200 250 300 350 400 2000 2050
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32170.D

Acqg On : 22 Jun 2024 17:14
Operator : MA/JU

Sample : P2899-05

Misc

ALS vial : 12  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 8 4,4'-Bis(tetrahydrothiopyran) Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
20.351 7.19 ng/ul 1324100 Chrysene-d12 21.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,4'-Bis(tetrahydrothiopyran) 202 C10H18S2 116196-83-9 91
2 [1,2,5]-Oxadiazolo[3,4-a]cinnoli... 202 C1@H1@ON40 1000260-59-4 38
3 1-Naphthalenecarboxylic acid, 2-... 202 C12H1003 000947-62-6 22
4 4-Hydroxyamino-6-phenylpyrimidin... 202 C10H1@N40 1000111-25-2 14
5 Pyrene 202 C16H10 000129-00-0 11

Abundance Scan 2952 (20.351 min): BN032170.D\data.ms (-2949) (- | m/z 202.10 100.00%
202.1
5000 159.1 284.1 J
= =
411 1150 ‘ 20.00 20.50
ol I W L e i - ol 2410 400! /7 199.10  65.17%
miz--> 50 100 150 200 250 300 350 400
Abundance #77411: 4,4'-Bis(tetrahydrothiopyran)
45.0 202.0
99.0
5000 = e
155. 20.00 20.50
m/z 213.10 53.82%
O' h‘“\‘“\”“\h“\H“\\"\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #77266: [1,2,5]-Oxadiazolo[3,4-a]cinnoline, 4,5-dihydro-8
202.0
= =
30.0 20.00 20.50
5000 ITI/Z 159.10 45.83%
i
oL \‘“\ ‘hh\ u \“‘\u “\H\‘uu‘u‘\ wh ‘H‘\‘ “‘ }\u \h s
m/z--> 5 100 150 200 250 300 350 400
Abundance  #77731: 1-Naphthalenecarboxylic acid, 2-methoxy- — ——
202.0 20.00 20.50
m/z 185.10 42.54%
5000
143.0
77.0
i1 T I S O Y oy AL S
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\BN©62224\
Data File : BN@32170.D

Acqg On : 22 Jun 2024 17:14

Operator : MA/JU

Sample : P2899-05

Misc

ALS vial : 12  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 9 Dehydroabietic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
20.921 7.17 ng/ul 1319840  Chrysene-d12 21.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dehydroabietic acid 300 C20H2802 001740-19-8 99
2 trans-1,2-Bis(methyldichlorosily... 252 C4H8C14Si2 065899-10-7 94
3 Dehydroabietic acid 300 C20H2802 001740-19-8 94
4 Dehydroabietic acid 300 C20H2802 001740-19-8 91

5 1-Phenanthrenecarboxylic acid, 1... 300 C20H2802 005155-70-4 91

Abundance Scan 3049 (20.921 min): BN032170.D\data.ms (-3045) (- | m/z 239.15 100.00%

239.2
285.1
5000
141.0

“ \ i ‘ ! U \“h “‘ \‘\LU HR m\h w\ o

—

0L Aot b M b 3892 43000 7 285.15  62.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #199993: Dehydroabietic acid
239.0285.0
5000 141.0 100

43.0
m/z 197.10  43.21%

O' 5.0 %P‘“‘ \‘\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #138578: trans-1,2-Bis(methyldichlorosilyl)ethylene
104.0 239.0

T
21.00

5000 m/z 141.00 25.08%
A T
m/z--> 50 100 150 200 250 300 350 400
Abundance #199995: Dehydroabietic acid ——
239.0285.0 21.00
m/z 240.15 20.08%
5000
141.0 ‘
oLt ‘l“\‘n‘\‘\h\‘\\“ \UJ“\‘\ M\Hﬂh M‘\H‘ ‘\\‘ A “‘ b ‘\HH‘HH‘HH o~
m/z--> 50 100 150 200 250 300 350 400 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32170.D

Acqg On : 22 Jun 2024 17:14
Operator : MA/JU

Sample : P2899-05

Misc

ALS vial : 12  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 1-Heneicosyl formate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.951 7.43 ng/ul 1368030  Chrysene-d12 21.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 95
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 90
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 90
5 1-Docosene 308 C22H44 001599-67-3 90

Abundance Scan 3054 (20.951 min): BN032170.D\data.ms (-3051) (- | m/z 57.05 100.00%
57.0

21.00
.1 207.0 .
281.0
ow_Wuﬁ_"mhm_§W3H5‘5‘:9w”_Wwwww m/z 83.05 82.99%
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance #248981: 1-Heneicosyl formate
57.0
5000 T
21.00
m/z 43.10 76.46%
.0
601060 2940
O‘\H‘HFWHH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H

m/z--> 0 50 100150200 250 300 350400450 500550600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester

-

57.0
—r
21.00
5000 m/z 55.00 73.67%
0 H kz '?‘ ‘252-0 369.0 648 J/MN/
et e e e e e
m/z--> 0 50 100150200250 300 350400450500550600650
Abundance #146039: Ethanol, 2-(tetradecyloxy)- P
57.0 21.00
m/z 97.10 72.18%
- u\i&\—«
L ‘ .0196.0
ol —r—
m/z--> 0 50 100150200 250 300 350400450 500550600 650 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32170.D

Acqg On : 22 Jun 2024 17:14
Operator : MA/JU

Sample : P2899-05

Misc

ALS vial : 12  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 11 (DEL) Alkane: Cyclic22.033 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.033 8.06 ng/ul 1484840  Chrysene-d12 21.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 93
2 n-Nonadecanol-1 284 C19H400 001454-84-8 93
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 1-Octadecanol 270 C18H380 000112-92-5 91
5 1-Nonadecene 266 C19H38 018435-45-5 81
Abundance Scan 3238 (22.033 min): BN032170.D\data.ms (-3234) (- | m/z 83.10 100.00%
83.1
5000 JL\
| e
1‘39.1 )
208.0
oL, 2030 2810 3542 4161 475. 1/, 97.19  98.55%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #87654: Cyclopentadecane
58.0
5000 — :
110 22.00
' m/z 55.00  79.55%
‘ ‘ ‘ 210.0
0 \\i\ “\‘\‘\““U\“‘\‘!"\\\‘\‘1\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #179253: n-Nonadecanol-1
83.0
1 \
22.00
5000 m/z 69.05 78.67%
29. “ 139.0
oL LMY w80
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #299848: 1-Heptacosanol T ‘
57.0 22.00
m/z 57.10 70.09%
111.0
5000
ol { 502202180 37180 .
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@32170.D

Acqg On : 22 Jun 2024 17:14
Operator : MA/JU

Sample : P2899-05

Misc

ALS Vvial : 12  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 4.1 ng/ul 431689 1 7.628 2103710 20.0
(1S)-2,6,6-Trim... 6.310 2.8 ng/ul 295996 1 7.628 2103710 20.0
Benzeneacetic acid 10.975 2.1 ng/ul 318535 2 10.410 3091410 20.0
n-Hexadecanoic ... 17.927 5.2 ng/ul 1050240 4 17.027 4077230 20.0
1H-Naphtho[2,1-... 18.545 4.7 ng/ul 964176 4 17.027 4077230 20.0
Octadecanoic acid  19.215 5.7 ng/ul 1041950 5 21.262 3683110 20.0
2-Phenanthrenol... 20.310 11.2 ng/ul 2067090 5 21.262 3683110 20.0
4,4'-Bis(tetrah... 20.351 7.2 ng/ul 1324100 5 21.262 3683110 20.0
Dehydroabietic ... 20.921 7.2 ng/ul 1319840 5 21.262 3683110 20.0
1-Heneicosyl fo... 20.951 7.4 ng/ul 1368030 5 21.262 3683110 20.0
(DEL) Alkane: C... 22.033 8.1 ng/ul 1484840 5 21.262 3683110 20.0
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