LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83021\
Data File : BM@31944.D

Acqg On ¢ 30 Aug 2021 11:03
Operator : CG/JU

Sample : M3365-07

Misc :

ALS vial : 5 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-BM@82821.M
Title : SVOA CALIBRATION

Signal : TIC: BM@31944.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 5 8 13 rVB 9232 10365 ©0.54% 0.051%
2 3.534 72 76 87 rBV 74388 151943 7.85% 0.746%
3 3.622 87 91 99 rVB3 17175 31420 1.62% 0.154%
4 3,728 105 109 119 rVB 13201 24912 1.29% 0.122%
5 3.816 122 124 133 rVB5 6144 9946 ©.51% 0.049%
6 3.981 149 152 154 rBV3 2293 2601 0.13% 0.013%
7 4.352 212 215 220 rVB6 3918 5626 ©0.29% 0.028%
8 4.693 269 273 279 rBV 5997 8304 0.43% 0.041%
9 4.822 291 295 298 rBV5 1904 3153 0.16% 0.015%
106 5.563 418 421 425 rVB5S 1589 1953 0.10% 0.010%
11 6.398 557 563 564 rBv4 2049 2624 0.14% 0.013%
12 6.704 609 615 625 rBV 204651 333572 17.24% 1.639%
13 6.869 637 643 656 rBV 147657 246756 12.76%  1.212%
14 7.051 667 674 685 rBV 211098 345360 17.85% 1.697%
15 7.134 685 688 693 rVB6 2796 4728 0.24% 0.023%
16 7.510 744 752 762 rBV 316029 498114 25.75% 2.447%
17 8.222 866 873 885 rBV 202316 345615 17.87% 1.698%
18 8.339 888 893 903 rVB4 7145 14554 0.75% 0.071%
19 8.663 941 948 958 rBvV 203186 344217 17.79% 1.691%
20 9.051 1009 1014 1018 rVB5 1763 2616 0.14% 0.013%

21  9.369 1062 1068 1083 rBV 175215 301066 15.56%
22 9.994 1152 1159 1172 rBV 253518 471252 24.36%
23 10.104 1188 1193 1201 rBV3 9312 23157 1.20%
24 10.269 1214 1221 1232 rVB 454644 748790 38.71%
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25 10.428 1241 1248 1270 rBV 182702 380870 19.69% 871%
26 11.869 1491 1493 1501 rVB4 3439 6123 0.32% 0.030%
27 12.492 1594 1599 1604 rBV6 1404 2259 0.12% 0.011%
28 12.751 1639 1643 1650 rVB3 2602 3767 ©0.19% 0.019%
29 12.980 1678 1682 1685 rBV4 1589 2490 0.13% 0.012%
30 13.045 1690 1693 1699 rBV3 1828 3180 ©.16% ©0.016%

31 13.574 1777 1783 1799 rBV 519376 765069 39.55%
32 13.839 1821 1828 1837 rBV 616644 902359 46.65%
33 14.151 1874 1881 1890 rBV 738143 1105658 57.16%
34 14.345 1911 1914 1917 rVB3 1690 2263 0.12%
35 14.398 1917 1923 1942 rBV 112013 280397 14.50%
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36 14.604 1955 1958 1962 rVB4 3670 5840 0.30%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83021\
Data File : BM@31944.D

Acqg On ¢ 30 Aug 2021 11:03
Operator : CG/JU

Sample : M3365-07

Misc :

ALS vial : 5 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-BM082821.M
Title : SVOA CALIBRATION
37 14.968 2016 2020 2023 rVB4 2364 2608 0.13% 0.013%
38 15.004 2023 2026 2028 rBV4 1574 1938 0.10% 0.010%
39 15.151 2045 2051 2060 rBV 839506 1201323 62.10% 5.902%
40 15.298 2069 2076 2089 rBV 192894 297191 15.36% 1.460%
41 15.398 2089 2093 2097 rVB3 4933 6483 0.34% 0.032%
42 15.898 2173 2178 2183 rVV4 3483 6252 0.32% 0.031%
43 16.339 2250 2253 2255 rVB3 2710 1949 0.10% 0.010%
44 16.468 2271 2275 2280 rVB4 4143 6334 0.33% 0.031%
45 16.515 2280 2283 2288 rBV5 1652 2142 0.11% 0.011%
46 16.574 2288 2293 2294 rBvV4 1871 2598 0.13% 0.013%
47 16.698 2308 2314 2316 rBV5 4473 6768 0.35% 0.033%
48 16.721 2316 2318 2324 rVB6 2169 4176  ©.22% 0.021%
49 16.833 2334 2337 2339 rBV3 2734 3428 0.18% 0.017%
50 16.904 2343 2349 2354 rVWW 994669 1393472 72.04%  6.846%
51 16.945 2354 2356 2361 rVV 67121 85447  4.42%  0.420%
52 17.004 2361 2366 2379 rVV 912081 1287515 66.56% 6.325%
53 17.110 2381 2384 2385 rVwv2 5090 5184 ©.27% 0.025%
54 17.127 2385 2387 2392 rVB6 4711 5869 ©.30% 0.029%
55 17.333 2418 2422 2427 rVB3 5352 9151 0.47%  0.045%
56 17.427 2435 2438 2440 rBV4 2408 3365 0.17% 0.017%
57 17.451 2440 2442 2447 rVB5 2485 3257 0.17% 0.016%
58 17.592 2463 2466 2471 rBV5 4302 7390 0.38% 0.036%
59 17.704 2479 2485 2489 rBVS8 11194 20071 1.04% 0.099%
60 17.792 2495 2500 2501 rBV3 5073 8177 0.42% 0.040%
61 17.821 2501 2505 2513 rVV3 102239 148883 7.70% ©.731%
62 17.892 2514 2517 2520 rVV2 5029 5398 0.28% 0.027%
63 17.980 2528 2532 2535 rBV 16631 23919 1.24% 0.118%
64 18.015 2535 2538 2541 rVB5 5755 7342 0.38% 0.036%
65 18.298 2582 2586 2589 rBV4 7794 12387 ©0.64% 0.061%
66 18.339 2590 2593 2600 rVB3 15805 23781 1.23% 0.117%
67 18.498 2618 2620 2624 rVB4 3585 3594 0.19% 0.018%
68 18.533 2624 2626 2628 rBV3 3264 4013 0.21% ©0.020%
69 18.627 2639 2642 2647 rBV6 3973 6373 0.33% 0.031%
70 18.709 2652 2656 2660 rBV5 8009 14153 0.73% ©.070%
71 18.868 2678 2683 2689 rBV5 15543 27499 1.42% ©.135%
72 18.974 2692 2701 2707 rBV 282362 408392 21.11% 2.006%
73 19.115 2721 2725 2732 rBV3 54077 77244  3.99% 0.379%
74 19.186 2735 2737 2739 rVV3 6070 7213 0.37% ©.035%
75 19.221 2741 2743 2747 rVB2 12905 13583 0.70% ©0.067%

76 19.309 2752 2758 2762 rBV 1366538 1863785 96.35% 9.156%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83021\
Data File : BM@31944.D

Acqg On ¢ 30 Aug 2021 11:03
Operator : CG/JU

Sample : M3365-07

Misc :

ALS vial : 5 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-BM082821.M
Title : SVOA CALIBRATION

77 19.662 2816 2818 2819 rBV2 9971 6263 0.32% 0.031%
78 19.845 2846 2849 2852 rVB 27302 35800 1.85% 0.176%
79 19.945 2863 2866 2870 rVB2 21351 22961 1.19% 0.113%
80 20.756 3002 3004 3007 rVB 31481 29701 1.54% 0.146%
81 20.845 3016 3019 3026 rVB4 62573 89498 4.63% 0.440%
82 21.109 3058 3064 3068 rBV 1475347 1934355 100.00% 9.503%
83 21.145 3068 3070 3074 rVB 164326 184046 9.51% 0.904%
84 22.621 3316 3321 3325 rBV = 223943 409191 21.15% 2.010%
85 23.115 3400 3405 3410 rBV 924193 1483056 76.67% 7.286%

86 23.250 3422 3428 3443 rVB2 931228 1748538 90.39%  8.590%

Sum of corrected areas: 20355975
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83021\
Data File : BM@31944.D

Acqg On : 30 Aug 2021 11:03
Operator : CG/JU

Sample : M3365-07

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM082821.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM031944.D\data.ms
1600000

1400000
1200000
1000000

800000

600000

10.269

400000 7.510

200000 6. 7847 §51 8222 8663 g 369 0. 428
134 °3 %&981 435248982 5563 . 398 ggg K 9.051 0.10

Time--> 350 4. 00 4. 50 500 550 6.00 650 7. 00 7.50 8 00 8.50 9.00 .5 10.00 10. 50 11.00 11.50

Abundance TIC: BM031944.D\data.ms
1600000

o

1400000 19.309

1200000

16.904
1000000 17.004

15.151
800000 14.151

13.839
600000 13.574

400000

15.298

200000

14.398
369 12.492. TEIDBE5 4. eihg eo%mﬂg 398 15,8981

Time--> 12.00 12,50 13.00 13 50 14.00 14. 50 15. OO 15. 50 16. OO 16. 50 17.00 17.50 18. OO 18.50 19.00 19.50 20.00

Abundance TIC: BM031944.D\data.ms
1600000 21.109

o

1400000 23.11

23.250
1200000
1000000

800000

600000 22.621

400000 211145

200000 gg' él 5

O L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ L ’ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ L
Time--> 21.00 2150 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@83021\
Data File : BM@31944.D

Acqg On : 30 Aug 2021 11:03
Operator : CG/JU

Sample : M3365-07

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM082821.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.821 2.14 ng/ul 148883  Phenanthrene-die 16.904
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 92
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Pentadecanoic acid 242 C15H3002 001002-84-2 83

Abundance Scan 2505 (17.821 min): BM031944.D\data.ms (-2501) (- m/z 73.00 100.00%
43.0 ,73.0

5000 129.1
213.2

s

nlll Ul \ o)

L HW‘H“HwVw‘“H_uu‘uuﬁu‘wu‘““ m/z 60.00 91.73%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Obp b i
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T S

17.50 18.00
m/z 43.05 88.63%

157.0 185.0 213.0 256.0
O\‘\\Hi‘}‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
o, e
17.50 18.00
5000 256.0 ITI/Z 41.05 78.36%
129.0
213.0
L) H‘l 1.0 15701850
I G N W
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107547: n-Hexadecanoic acid ™ —
43.0 73.0 17.50 18.00
m/z 55.05 69.16%
5000
129.0
213.0 256.0
VAL 29k, | 15701850
o (7 o, O e M B it W e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83021\
Data File : BM@31944.D

Acqg On : 30 Aug 2021 11:03
Operator : CG/JU

Sample : M3365-07

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM082821.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|

n-Hexadecanoic ... 17.821 2.1 ng/ul 148883 4 16.904 1393470 20.0
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