LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41724\
Data File : BM@45351.D

Acqg On : 18 Apr 2024 12:28
Operator : MA/JU

Sample : P2053-08

Misc :

ALS Vvial : 43 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-BM040524 .MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@45351.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.134 3 8 12 rBV 51078 67740  4.45%  0.549%
2 3.175 12 15 24 rVB3 10731 19193 1.26% 0.156%
3 3.275 31 32 33 rBV 2333 1565 0.10% ©0.013%
4  3.487 65 68 70 rBv4 2531 2432 0.16% 0.020%
5 3.581 82 84 95 rBV 35822 70953 4.66% ©.575%
6 3.822 123 125 127 rVB3 2412 1875 0.12% 0.015%
7 3.858 127 131 136 rBvV2 11658 17853 1.17% 0.145%
8 4.181 183 186 188 rBV3 1873 1986 ©0.13% 0.016%
9 4.293 202 205 208 rBV4 1394 2178 0.14% 0.018%
106 4.352 210 215 224 rW 53653 81535 5.36% 0.661%
11  4.522 241 244 248 rBv4 1486 1650 0.11% 0.013%
12 4.940 312 315 319 rVB4 1435 2148 0.14% 0.017%
13 5.452 399 402 407 rBv4 1139 1879 0.12% 0.015%
14 6.757 620 624 637 rBV 39251 77995 5.12% 0.632%
15 6.875 642 644 647 rBv4 1397 1578 0.10% 0.013%
16 6.928 647 653 666 rVW 180947 294385 19.34%  2.387%
17 7.1e4 676 683 694 rVW 180707 302248 19.86%  2.451%
18 7.569 751 762 770 rBV 170262 276727 18.18% 2.244%
19 7.734 787 790 791 rBV3 1720 1671 0.11% 0.014%
20 8.281 877 883 900 rW 120741 214815 14.11% 1.742%
21 8.463 909 914 920 rVB4 896 2203 0.14% 0.018%
22 8.728 952 959 970 rBV 194416 352658 23.17% 2.860%
23 9.075 1016 1018 1024 rVB3 1935 3418 0.22% 0.028%
24 9.298 1053 1056 1060 rVB4 1092 1778 0.12% 0.014%
25 9.340 1060 1063 1066 rBV3 1188 1832 0.12% 0.015%

26 9.440 1073 1080 1090 rBV 165852 291263 19.13%
27 9.975 1164 1171 1196 rBV 195240 393733 25.87%
28 10.134 1196 1198 1202 rVB2 1415 1803 0.12%

NN WN
(o]
fary
U1
R

29 10.339 1226 1233 1241 rBV 214855 358438 23.55% 906%
30 10.504 1253 1261 1277 rBV 149082 353989 23.26% 870%
31 10.675 1288 1290 1294 rVB2 1284 1562 ©0.10% 0.013%
32 11.963 1505 1509 1514 rVB6 2672 4731 0.31% 0.038%
33 12.269 1558 1561 1564 rBv4 1211 1870 0.12% 0.015%
34 13.116 1702 1705 1709 rVWV2 2941 3897 0.26% 0.032%
35 13.651 1789 1796 1807 rVV 408149 598060 39.29% 4.849%

36 13.910 1830 1840 1854 rBV2 498481 760947 49.99% 6.170%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41724\
Data File : BM@45351.D

Acqg On : 18 Apr 2024 12:28
Operator : MA/JU

Sample : P2053-08

Misc :

ALS Vvial : 43 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-BM040524 .MA.M
Title : SVOA CALIBRATION
37 14.222 1885 1893 1899 rBV 299479 452113 29.70%  3.666%
38 14.263 1899 1900 1905 rVB4 1910 1953 ©0.13% 0.016%
39 14.522 1938 1944 1946 rBV5 8142 15940 1.05% 0.129%
40 14.669 1966 1969 1977 rVB6 4515 8376 0.55% 0.068%
41 15.221 2057 2063 2073 rBV 592726 917962 60.31% 7.443%
42 15.369 2081 2088 2099 rBV 164592 270307 17.76% 2.192%
43 15.898 2173 2178 2183 rBV5 1422 3403 0.22% 0.028%
44 16.021 2194 2199 2200 rBv4 1582 2384 0.16% 0.019%
45 16.410 2261 2265 2270 rBv4 5672 6252 0.41% 0.051%
46 16.845 2337 2339 2343 rVB4 1552 1686 0.11% 0.014%
47 16.915 2349 2351 2356 rVV3 1549 2488 0.16% 0.020%
48 16.980 2356 2362 2372 rVV 365880 522826 34.35% 4.239%
49 17.080 2372 2379 2393 rVV 658187 1023167 67.22% 8.296%
50 17.180 2393 2396 2401 rVB4 2837 4476 0.29% 0.036%
51 17.674 2477 2480 2484 rVB5 6707 7227 0.47% 0.059%
52 17.768 2491 2496 2504 rBV5 7223 11619 0.76% 0.094%
53 17.898 2513 2518 2525 rBV 51871 77470 5.09% 0.628%
54 18.098 2550 2552 2555 rBV3 1916 2112 0.14% 0.017%
55 18.145 2558 2560 2563 rBV4 1338 1576 ©0.10% 0.013%
56 18.262 2576 2580 2581 rBV4 2217 2409 0.16% 0.020%
57 18.598 2635 2637 2639 rvB3 1956 1638 0.11% 0.013%
58 18.857 2678 2681 2688 rBV7 7346 9488 0.62% 0.077%
59 18.951 2694 2697 2702 rBv4 9498 11954 0.79% 0.097%
60 19.027 2707 2710 2713 rVV2 6836 9815 0.64% 0.080%
61 19.074 2713 2718 2721 rVVé6 5654 10844 0.71% ©0.088%
62 19.192 2733 2738 2743 rBV2 34230 48073 3.16% 0.390%
63 19.257 2747 2749 2752 rBV3 1428 1614 0.11% 0.013%
64 19.392 2766 2772 2782 rVV 840113 1198836 78.76% 9.721%
65 19.686 2820 2822 2826 rBV5 1963 3000 0.20% 0.024%
66 19.809 2841 2843 2844 rVB2 2413 1620 0.11% 0.013%
67 19.933 2860 2864 2866 rBV5 2502 3212 0.21% 0.026%
68 19.956 2866 2868 2874 rVB6 3501 4266 0.28% 0.035%
69 20.927 3030 3033 3041 rBVO 11209 21772 1.43% 0.177%
70 21.198 3074 3079 3089 rBV 458581 644335 42.33%  5.225%
71 22.368 3274 3278 3285 rBV 126965 175986 11.56% 1.427%

72 23.250 3422 3428 3436 rBV2 845996 1522177 100.00% 12.343%
73 23.392 3446 3452 3461 rVB 375138 753596 49.51% 6.111%

Sum of corrected areas: 12332560
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41724\
Data File : BM@45351.D

Acqg On : 18 Apr 2024 12:28
Operator : MA/JU

Sample : P2053-08

Misc

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM045351.D\data.ms
800000
600000
400000
200000 6.92804 7569 8.728 9440 9.9750.3%7
' 0.504
8.281
134 4.352 6.75
0&&8@@4 APBR522 4940 5.452 6.875 8.463 90739 13 675
\\\‘\\\\‘\\\\‘\\\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ \\’\\\ \\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 4.00 4.50 500 5.50 6.00 6.50 7.00 7.50 800 850 9.0 .5 10.00 10.50 11.00 11.50
Abundance TIC: BM045351.D\data.ms
19.392
800000
17.080
600000 15.221
13.910
13.651
400000 16.980
14.222
200000 15.369
17. p
oL 962.269 13.116 14263152869 1518982116. 4101568 }3\480 11‘57%28 508 1916880955
o e e e e e e b e e e R e
Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16. 50 17. 00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM045351.D\data.ms
23.250
800000
600000
21.198 23.392
400000
22.368
200000
e
20.927
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
Time--> 21.00 2150 22.00 2250 23.00 2350 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@41724\
Data File : BM@45351.D

Acqg On : 18 Apr 2024 12:28
Operator : MA/JU

Sample : P2053-08

Misc

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 Tetrachloroethylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.352 5.89 ng/ul 81535 1,4-Dichlorobenzene-d4 7.569

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrachloroethylene 164 C2Cl4 000127-18-4 96
2 Tetrachloroethylene 164 C2Cl4 000127-18-4 96
3 Tetrachloroethylene 164 C2Cl4a 000127-18-4 95
4 Tetrachloroethylene 164 C2Cl4 000127-18-4 95
5 Pyrimidine, 5-fluoro-2,4-dichloro- 166 C4HC12FN2 002927-71-1 27
Abundance Scan 215 (4.352 min): BM045351.D\data.ms (-210) (-) m/z 165.80 100.00%
165.8
128.9
93.9
5000
46.9
T
‘ “ 4.00 4.20 4.40 4.60
ek g8 2990 7 163,80 80.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39853: Tetrachloroethylene
166.0
129.0
5000 940 LI L LA L LA B B
47.0 4.00 4.20 4.40 4.60
m/z 128.90  73.76%
mq ‘ ‘ ‘
\\}\‘1\\\“\\‘\\“7\\0\.\0"‘1\\\“\\\\‘\\\‘\’\\\\‘\\‘\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39854: Tetrachloroethylene
166.0
131.0 R AN S RN
4.00 4.20 4.40 4.60
5000 m/z 130.90 67.44%
94.0
47.0
20 |
S O O 1 | O N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39850: Tetrachloroethylene R SR
166.0 4.00 4.20 4.40 4.60
129.0 m/z 93.90  63.25%
5000
94.0
47.0
ooy bl SN | E—
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41724\
Data File : BM@45351.D

Acqg On : 18 Apr 2024 12:28
Operator : MA/JU

Sample : P2053-08

Misc

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.898 2.96 ng/ul 77470  Phenanthrene-d10 16.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
3 Pentadecanoic acid 242 C15H3002 001002-84-2 59
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
5 Undecanoic acid 186 C11H2202 000112-37-8 53

Abundance Scan 2518 (17.898 min): BM045351.D\data.ms (-2513) (- m/z 73.00 100.00%

73.0
43.0
5000
129.0
213.1 [N R
‘ ‘ MH ‘ ’171.0 ‘ 256.1 17.50 18.00
: H‘“‘u ”lu iy i - L e m/z 42.95 81.31%
m/z--> 50 100 150 200 250
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000
213.0 17.50 18.00
171.0 m/Z 60.00 69.24%
: ‘\“ \“\‘u‘u‘ W \M ‘}‘H‘\ | “\L | ‘\‘ “‘ “\‘\“ A “ : “‘ S
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.
0 0 256.0
‘ T T A‘ T \A \/\
17.50 18.00
5000 m/z 55.05 57.06%
129.0
213.0
L,
X 01 T P A
m/z--> 50 100 150 200 250
Abundance #126203: Pentadecanoic acid
43.0 73.0 17.50 18.00
m/z 41.05 56.35%
5000 129.0
m 199.0 2420
. H\\‘HH h“ ) ‘\\hu\ M‘M “‘1‘5?(‘? ;“‘ . i —
m/z--> 50 100 150 200 250 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41724\
Data File : BM@45351.D

Acqg On : 18 Apr 2024 12:28
Operator : MA/JU

Sample : P2053-08

Misc

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 Supraene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.368 4.67 ng/ul 175986  Perylene-di12 23.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 83
2 3,7,11-Trimethyl-2,6,10-dodecatr... 217 C15H23N 029789-67-1 64
3 Farnesol (E), methyl ether 236 C16H280 1000352-67-3 64
4 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 64
5 1,6-Octadiene, 3,5-dimethyl-, tr... 138 C10H18 074630-87-8 59
Abundance Scan 3278 (22.368 min): BM045351.D\data.ms (-3274) - m/z 69.05 100.00%
69.0
5000
2506 52%6
137.1 - .
281.0
obdp by 2000 25203269 4010 ./, g1.00 40.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 = oo
22.00 22.50
m/z 41.00 19.48%
137.0
6.0 4 | k1 gy |, 1910 273.0 3410 410.0
\\\’\\\]\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350 400
Abundance  #95506: 3,7,11-Trimethyl-2,6,10-dodecatrienenitrile
69.0
R —
22.00 22.50
5000 m/z 68.10 12.27%
i 1870 2170
e B e o
miz--> 50 100 150 200 250 300 350 400
Abundance #118839: Farnesol (E), methyl ether )
69.0 22.00 22.50
m/z 66.95 10.23%
5000
136.0
236.0
o0 ULl 1900780
m/z--> 50 100 150 200 250 300 350 400 22.00 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41724\
Data File : BM@45351.D

Acqg On : 18 Apr 2024 12:28
Operator : MA/JU

Sample : P2053-08

Misc

ALS Vvial : 43 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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|

Tetrachloroethy... 4.352 5.9 ng/ul 81535 1 7.569 276727 20.0
n-Hexadecanoic ... 17.898 3.0 ng/ul 77470 4 16.980 522826 20.0
Supraene 22.368 4.7 ng/ul 175986 6 23.392 753596 20.0
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