LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012622\
Data File : BG052149.D

Acqg On : 26 Jan 2022 15:02
Operator : CG/JU

Sample : N1230-02

Misc :

ALS vial : 6 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_G\Methods\SFAM-EPA-BG010622.M
Title : SVOA CALIBRATION

Signal : TIC: BGO52149.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.538 6 8 10 rBvV3 4511 4789 0.47% 0.049%
2 3.996 83 86 100 rBV 26801 49385 4.84% 0.508%
3 4,349 141 146 149 rBv4 1752 3454 0.34% 0.036%
4 7.380 655 662 674 rBV3 27507 55438 5.44% 0.570%
5 7.544 682 690 697 rBV 85051 145355 14.25% 1.496%

6 7.768 721 728 735 rBV 88321 153302 15.03%
7 8.237 801 808 815 rBV 82720 139010 13.63%
8 8.942 921 928 936 rBV2 85141 142222 13.95%
9 9.406 1000 1007 1016 rVB 115301 205284 20.13%

9.524 1024 1027 1031 rBV2 1195 1722 0.17%
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11  9.824 1074 1078 1084 rBV3 3570 6079  0.60%
12 10.141 1125 1132 1140 rVB 98434 172616 16.93%
13 10.693 1218 1226 1237 rBV 142962 257021 25.20%
14 10.822 1244 1248 1253 rBV3 2223 4180 0.41%
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15 11.075 1283 1291 1299 rBV 116239 208982 20.49% 150%
16 11.204 1306 1313 1322 rVB 105201 194413 19.06%  2.001%
17 12.332 1499 1505 1507 rVB2 1605 2284 0.22% 0.024%
18 12.438 1519 1523 1525 rBV2 2267 3354 ©.33% 0.035%
19 12.467 1527 1528 1532 rVB2 2224 1969 0.19% 0.020%
20 12.649 1556 1559 1568 rVB4 3369 4825 0.47%  ©.050%
21 13.213 1650 1655 1659 rBV3 1244 2495 0.24% 0.026%
22 13.266 1662 1664 1669 rVB3 1997 2454  0.24% 0.025%
23 13.401 1685 1687 1694 rVB2 2211 4228 0.41% 0.044%
24 13.483 1698 1701 1704 rVB 1410 1856 0.18% 0.019%
25 13.689 1732 1736 1740 rBV4 5400 7056 0.69% 0.073%
26 13.759 1745 1748 1750 rBV2 2243 2343 0.23% 0.024%
27 13.836 1756 1761 1762 rBV2 1206 1475 0.14% 0.015%
28 13.889 1767 1770 1778 rVW4 2638 4809 0.47%  0.049%
29 14.270 1829 1835 1841 rBV 342240 487829 47.83% 5.020%
30 14.505 1870 1875 1880 rBV6 3958 7385 0.72% 0.076%
31 14.576 1880 1887 1895 rVV 338785 535403 52.50% 5.509%
32 14.646 1897 1899 1902 rVB2 2073 1767 0.17% 0.018%
33 14.752 1913 1917 1922 rBV2 3492 4878 ©0.48% 0.050%
34 14.823 1928 1929 1932 rBV3 2295 2478 0.24% 0.025%
3.

35 14.881 1932 1939 1947 rVB 213670 328296 32.19%

36 14.958 1947 1952 1953 rBV 1319 2163 0.21%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012622\
Data File : BG052149.D

Acqg On : 26 Jan 2022 15:02
Operator : CG/JU

Sample : N1230-02

Misc :

ALS vial : 6 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_G\Methods\SFAM-EPA-BG010622.M
Title : SVOA CALIBRATION
37 15.064 1966 1970 1978 rBV3 34722 58992 5.78% 0.607%
38 15.422 2027 2031 2036 rBV5 8454 13156 1.29% 0.135%
39 15.504 2036 2045 2050 rVB3 26612 44862 4.40% 0.462%
40 15.604 2058 2062 2065 rBvV4 2392 3312  0.32% 0.034%
41 15.657 2067 2071 2072 rBvV2 4110 4660 0.46% 0.048%
42 15.698 2076 2078 2083 rVB4 2445 3669 0.36% 0.038%
43 15.868 2099 2107 2116 rBV 463322 726739 71.26% 7.478%
44 15.974 2120 2125 2135 rVB2 168136 282576 27.71%  2.908%
45 16.221 2163 2167 2169 rBvV3 2401 3070 0.30% 0.032%
46 16.262 2169 2174 2178 rBV5 3680 4886 0.48% 0.050%
47 16.327 2181 2185 2187 rBV5 2627 3496 0.34% 0.036%
48 16.362 2189 2191 2195 rVB3 2152 2492 0.24% 0.026%
49 16.403 2195 2198 2202 rBV6 1968 3800 0.37% 0.039%
50 16.462 2206 2208 2212 rVB4 2289 2808 0.28% 0.029%
51 16.503 2212 2215 2218 rBV5 3660 5492 ©.54% 0.057%
52 16.538 2220 2221 2225 rW4 4380 5424 0.53% 0.056%
53 16.591 2227 2230 2235 rVV6 8716 14346 1.41% 0.148%
54 16.655 2237 2241 2244 rVB6 1778 2866 0.28% 0.029%
55 16.685 2244 2246 2249 rBvV3 1563 1717 0.17% ©0.018%
56 16.744 2254 2256 2260 rVB5 4434 3782 0.37% 0.039%
57 17.002 2298 2300 2303 rBV4 2329 2370 0.23% 0.024%
58 17.073 2310 2312 2313 rBV 2841 2838 0.28% 0.029%
59 17.278 2337 2347 2356 rBV 559248 866416 84.95% 8.916%
60 17.407 2367 2369 2373 rVB5 5087 6434 0.63% 0.066%
61 17.519 2385 2388 2391 rVB5S 7793 8986 ©0.88% 0.092%
62 17.631 2400 2407 2414 rBV 279839 429310 42.09% 4.418%
63 17.731 2417 2424 2432 rVB2 544389 844151 82.77% 8.687%
64 17.989 2464 2468 2472 rBV6 4806 9435 0.93% 0.097%
65 18.271 2512 2516 2522 rVB 58072 73679 7.22% ©.758%
66 18.494 2551 2554 2559 rBV6 9277 10787 1.06% 0.111%
67 19.434 2710 2714 2717 rVB2 40922 50374 4.94% 0.518%

68 20.010 2806 2812 2821 rVB 710228 1010800 99.11% 10.401%
69 21.942 3135 3141 3149 rVB 276327 483200 47.38% 4.972%
70 23.746 3444 3448 3456 rVB 29311 58839 5.77% ©.605%

71 24.492 3573 3575 3576 rBV2 4685 2037 0.20% 0.021%
72 25.185 3683 3693 3708 rVB2 337801 1019862 100.00% 10.495%
73 25.426 3724 3734 3745 rVB 167348 493672 48.41% 5.080%

Sum of corrected areas: 9717874
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012622\
Data File : BG@52149.D

Acqg On : 26 Jan 2022 15:02
Operator : CG/JU

Sample : N1230-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG052149.D\data.ms
700000

600000
500000
400000
300000

200000

10.693

9.406 114,97
100000 7574768 8237  8.942 ﬁ 10.141 49204

3.996 7.38
N 8 529.824 822 12123mPB49 13.;
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Time-> 350 400 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BG052149.D\data.ms
700000 20.p10

600000 1727817 731

400000

14.218.576
300000 17.631

14.881

21.942

200000

100000 18.271 19.434

5 | g ALAGN917.989 [18.494 e
0 = L e e LA e e o e e e e e [ s e
Time--> 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: BG052149.D\data.ms

700000

600000
500000

400000
25.185

300000
200000 5.426

100000
23.746
I 24.492
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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_G\Data\BG012622\
Data File : BG@52149.D

Acqg On : 26 Jan 2022 15:02
Operator : CG/JU

Sample : N1230-02

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Hexadecanoic acid, methyl e... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.271 3.43 ng/ul 73679  Phenanthrene-d10 17.631
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 97
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 95
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 93
4 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 91
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 87

Abundance Scan 2516 (18.271 min): BG052149.D\data.ms (-2512) (-  m/z 74.15 100.00%
74.2

5000 43.1
143.3 LI e
227.3
H ‘ 9?2 ‘ 171.2199.3 270.5 18.00 18.50
el B S b e ST m/z 87.1@ 65.52%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — —r
43.0 18.00 18.50
143.0 m/z 43.15  43.15%
LLere T romn02210 oo

I
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0

Y

18.00 18.50
5000{ 43.0 m/z 55.10  35.84%

‘ “ M‘h}?lo 130 yg50 2270 270c

m/z--> 20 40 60 80 100120140 160180200220 240260

B

Abundance #109337: Tridecanoic acid, methyl ester
74.0 18.00 18.50
m/z 41.15 33.38%
B [ MWLM
143.0
g g a0 T 1850 2280
e e e e e e — —
m/z--> 20 40 60 80 100120140160 180200220 240260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012622\
Data File : BG@52149.D

Acqg On : 26 Jan 2022 15:02
Operator : CG/JU

Sample : N1230-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 1@-Octadecenoic acid, methy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.434 2.35 ng/ul 50374  Phenanthrene-d10 17.631
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 91
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 91
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 87
4 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 87
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 87

Abundance Scan 2714 (19.434 min): BG052149.D\data.ms (-2710) (- m/z 55.15 100.00%

55.1
5000 87.0
264.3 T
137.2 1795 2222 ‘ 19.50
i ‘MM‘MM] b 1 : m/z 41.15 76.61%
miz--> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester
55.0
5000 R
19.50
264.0 m/z 74.15 61.57%
180.0 222.0 296.0
miz--> 50 100 150 200 250 300
Abundance #194426: 13-Octadecenoic acid, methyl ester /\
55.0
SN - “"N“Mm
19.50
5000 m/z 67.15 53.29%
87.0
264.0
‘HMHM\“ d‘H‘H ‘H‘Zﬁ‘.?hm ! ‘\18(\)0 22%0 h‘ 2960
R R S e L S R
miz--> 50 100 150 200 250 300
Abundance #194421: 14-Octadecenoic acid, methyl ester ——
. 19.50
m/z 69.10 50.40%
5000
264.0
25.0 180.0 222.0 296.0

T
m/z--> 50 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012622\
Data File : BG@52149.D

Acqg On : 26 Jan 2022 15:02
Operator : CG/JU

Sample : N1230-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 trans-Farnesol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

23.746 2.38 ng/ul 58839  Perylene-d12 25.426
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Farnesol 222 C15H260 000106-28-5 64
2 Farnesol isomer a 222 C15H260 1000108-92-4 64
3 2,6,10-Dodecatrien-1-0l1, 3,7,11-... 222 C15H260 003790-71-4 59
4 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 59
5 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 59

Abundance Scan 3448 (23.746 min): BG052149.D\data.ms (-3444) (- m/z 69.15 100.00%

69.2
5000
T =
12311631 207.1 2819 3362 23.50 24.00
““M“ MWLNHMW\WNWM“ P m/z 81.10 45.87%
m/z--> 50 100 150 200 250 300
Abundance #101946: trans-Farnesol
69.0
5000
23.50 24.00
m/z 41.15 22.34%
29. ‘ 09.0
, ‘\“ U ‘\h‘ huuh ‘u‘ H‘ ‘N ‘\‘\‘]"6‘1‘0‘ ’ ‘2‘2‘2‘0‘ e e
m/z--> 50 100 150 200 250 300
Abundance #101957: Farnesol isomer a
69.0
— —
23.50 24.00
5000 ITI/Z 68.20 12.57%
WOQO 161
S \‘\‘ ‘\‘\‘ “\\HM s \H‘ \‘N sl ‘6“ ‘0‘ ‘294‘0‘ P C
m/z--> 50 100 150 200 250 300 mh
Abundance #102002: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-, (Z,E| A M A‘ A n ——
69.0 23.50 24.00
m/z 67.15 11.08%
5000
29. ‘ 07.0
; ‘h“ \;‘ “‘u‘ h\ \Hh jl\‘\ \H‘ \‘H\ ‘““1‘6“1.‘0‘ " “2‘2“2"0‘ T
m/z--> 50 100 150 200 250 300 23.50 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012622\
Data File : BG052149.D

Acqg On : 26 Jan 2022 15:02
Operator : CG/JU

Sample : N1230-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.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|

Hexadecanoic ac... 18.271 3.4 ng/ul 73679 4 17.631 429310 20.0
10-Octadecenoic... 19.434 2.4 ng/ul 50374 4 17.631 429310 20.0
trans-Farnesol 23.746 2.4 ng/ul 58839 6 25.426 493672 20.0
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