LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM051021\
Data File : BM029999.D

Acq On : 13 May 2021 01:49

Operator : CG/JU

Sample : M2232-11

Misc :

ALS Vial : 98 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 - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721 .M
Title : SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.063 27 30 37 rvB 21996 30803 1.35% 0.103%
2 3.487 100 102 129 rBvY 133880 409958 18.01% 1.375%
3 3.769 148 150 156 rVvB4 10247 15415 0.68% 0.052%
4  4.687 303 306 312 rvB2 10636 18051 0.79% 0.061%
5 5.787 490 493 496 rBV5 2654 3481 0.15% 0.012%
6 6.728 647 653 673 rVvV 369563 792502 34.82% 2.659%
7 6.887 675 680 694 rvv 280567 508946 22.36% 1.707%
8 7.075 706 712 726 rBV 434147 749040 32.91% 2.513%
9 7.539 785 791 802 rBVY 533326 894242 39.29% 3.000%
10 8.257 906 913 935 rBV 481920 938065 41.21% 3.147%
11 8.698 981 988 1008 rBVY 370943 724180 31.81% 2.429%
12 8.875 1015 1018 1021 rBV5 2724 2689 0.12% 0.009%
13 9.110 1054 1058 1064 rvB4 7997 11475 0.50% 0.038%
14 9.416 1102 1110 1127 rBV 309724 609566 26.78% 2.045%
15 9.869 1181 1187 1189 rBV6 2716 4806 0.21% 0.016%

16 9.951 1194 1201 1221 rBV 427500 924580 40.62% 3.102%
17 10.316 1254 1263 1272 rBV 784355 1352878 59.44% 4 _539%
18 10.469 1282 1289 1311 rBV 361463 889187 39.06% 2.983%

19 11.933 1533 1538 1542 rVV6 4884 7867 0.35% 0.026%
20 12.139 1569 1573 1578 rVB6 1640 2719 0.12% 0.009%
21 12.539 1637 1641 1643 rVB3 2243 2329 0.10% 0.008%
22 12.792 1681 1684 1688 rBv4 2933 3550 0.16% 0.012%
23 13.016 1719 1722 1727 rBvV4 6645 10991 0.48% 0.037%
24 13.092 1731 1735 1742 rVV2 14735 23420 1.03% 0.079%
25 13.169 1745 1748 1757 rVB7 2768 6981 0.31% 0.023%

26 13.610 1816 1823 1828 rBV 1023489 1472171 64.68% 4_.939%
27 13.657 1828 1831 1842 rVB 93845 149288 6.56% 0.501%
28 13.880 1858 1869 1883 rBV 1151663 1731819 76.08% 5.810%
29 14.098 1901 1906 1912 rVB4 9052 16332 0.72% 0.055%
30 14.186 1915 1921 1934 rBV 1141463 1735617 76.25% 5.823%

31 14.339 1942 1947 1950 rBV5 1927 2603 0.11% 0.009%
32 14.445 1960 1965 1982 rBV2 76377 304237 13.37% 1.021%
33 14.745 2012 2016 2020 rBV7 2963 4133 0.18% 0.014%
34 14.833 2028 2031 2033 rVB4 2645 2453 0.11% 0.008%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM051021\
Data File : BM029999.D

Acq On : 13 May 2021 01:49

Operator : CG/JU

Sample : M2232-11

Misc :

ALS Vial : 98 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 - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721 .M
Title = SVOA CALIBRATION

35 14.992 2055 2058 2060 rBv4 3326 4113 0.18% 0.014%
36 15.057 2067 2069 2075 rVB4 7732 9608 0.42% 0.032%

37 15.186 2084 2091 2103 rBV 1444438 2130786 93.61% 7.148%
38 15.327 2110 2115 2128 rBV 251739 415715 18.26% 1.395%

39 15.433 2128 2133 2138 rVB 16011 25753 1.13% 0.086%
40 15.557 2149 2154 2155 rBV4 2857 3177 0.14% 0.011%
41 15.615 2162 2164 2169 rVB6 3976 5781 0.25% 0.019%
42 15.674 2169 2174 2177 rBV6 3544 6652 0.29% 0.022%
43 15.757 2184 2188 2190 rBV5 4593 4768 0.21% 0.016%
44 15.827 2198 2200 2204 rVB5 2255 2698 0.12% 0.009%
45 15.874 2205 2208 2211 rVV5 4511 7391 0.32% 0.025%
46 15.910 2211 2214 2220 rVV5 10673 19945 0.88% 0.067%
47 15.980 2221 2226 2230 rVB6 11308 17103 0.75% 0.057%
48 16.086 2240 2244 2245 rBV4 4555 4590 0.20% 0.015%
49 16.174 2254 2259 2264 rBVY 13247 21366 0.94% 0.072%
50 16.268 2271 2275 2278 rBV5 3617 5763 0.25% 0.019%
51 16.327 2281 2285 2289 rBV4 4540 7828 0.34% 0.026%
52 16.427 2300 2302 2305 rBV3 2927 3381 0.15% 0.011%
53 16.492 2311 2313 2321 rVBS8 2647 4497 0.20% 0.015%
54 16.680 2339 2345 2347 rBV2 21154 31357 1.38% 0.105%

55 16.933 2382 2388 2399 rBV 1218930 1770159 77.77% 5.938%

56 17.033 2399 2405 2420 rVV 1440904 2138775 93.96% 7.175%
57 17.845 2538 2543 2551 rBV2 114347 195433 8.59% 0.656%

58 18.333 2624 2626 2629 rBv4 5448 6198 0.27% 0.021%
59 18.433 2641 2643 2649 rVB6 6785 8784 0.39% 0.029%
60 18.598 2668 2671 2676 rVB3 7360 8920 0.39% 0.030%
61 18.968 2730 2734 2738 rBV2 14211 24007 1.05% 0.081%
62 19.015 2739 2742 2744 rVB 15127 17444 0.77% 0.059%
63 19.133 2759 2762 2769 rBV5 22963 34100 1.50% 0.114%
64 19.221 2774 2777 2781 rVB2 15479 18695 0.82% 0.063%
65 19.333 2790 2796 2805 rBV 1705552 2276225 100.00% 7.636%
66 19.398 2805 2807 2812 rVB4 18454 23215 1.02% 0.078%
67 19.862 2884 2886 2889 rBv4 12945 16429 0.72% 0.055%

68 20.850 3050 3054 3062 rBV 397760 583802 25.65% 1.958%
69 21.121 3096 3100 3114 rBV 1145474 1638518 71.98% 5.497%
70 23.138 3437 3443 3455 rVB2 1178408 2262186 99.38% 7.589%
71 23.274 3460 3466 3476 rVB2 911086 1697173 74.56% 5.694%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM051021\
Data File : BM029999.D

Acq On : 13 May 2021 01:49

Operator : CG/JU

Sample : M2232-11

Misc :

ALS Vial : 98 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721 .M
SVOA CALIBRATION

Sum of corrected areas: 29808709
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM051021\
Data File : BM029999.D

Acq On : 13 May 2021 01:49

Operator : CG/JU

Sample : M2232-11

Misc :

ALS Vial : 98 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM029999.D
1500000
1000000

10.32

500000 7.07 8.26 9.95
6.73 8.70 0.47
. 9.42
3.49
306 N\ 377 4.69 5.79 8.87.11 9.

O T o e e e e e e e oo orr
Time-->  3.00 3.50 400 4.50 500 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BM029999.D
19.33
1500000 15.19 17.03
16.93
13.8814.19
13.61
1000000
500000
15.33
18.66 14.44 17.84 19.86
ol1192.14 12.582. 783997 14.104.34 1474 CLEEHRRR A0TERA0. 68 A 18853 60 160082.39.40
Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM029999.D
23.14
1500000
1000000
20.85
500000
Ol e e T e e
Time--> 21.00 21.50 22.00 2250 23.00 2350 24.00 2450 25.00 25,50 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\BM051021\
Data File : BM029999.D

Acq On : 13 May 2021 01:49

Operator : CG/JU

Sample : M2232-11

Misc :

ALS Vial : 98 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.84 2.21 ng/ul 195433 Phenanthrene-d10 16.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
3 Tridecanoic acid 214 C13H2602 000638-53-9 95
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
5 Tridecanoic acid 214 C13H2602 000638-53-9 89
Abundance Scan 2542 (17.839 min): BM029999.D (-2538) (-) m/z 43.05 100.00%
78
5000 ,M_MW_Mﬁ_A~ﬁ~A/\“v;ﬁuv,Nwﬂfx,
129
97 213 HREURE SR SR BN SR
157 185 256 g1 211 17.60 17.80 18.00 18.20
m/z 73.10 98.94Y%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107549: n-Hexadecanoic acid

5000 129 e L e e
83 1760 1780 1800 1820
0,
o 157 g5 213 256 m/z 60.00 89.46%
h :th” ‘H‘\ fud | ‘ ‘ ‘ ! ‘ 239
||| |||||||||||||||||||||||||||||||||||||||||||||||||||

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

%

%

Abundance
43 73
17.60 17.80 18.00 18.20
5000 256 m/z 41.05 80.87%
129
97 157 185 213
26 239
mmmmmmmmmr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #72647: Tridecanoic acid Bl B LI E i am o B .
73 17.60 17.80 18.00 18.20

m/z 55.05 68.81%

5000 129
171
214

A Il L ‘ H MIJH 5% ‘ 197 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17. 60 17. 80 18. 00 18 20

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM051021\
Data File : BM029999.D

Acq On : 13 May 2021 01:49

Operator : CG/JU

Sample : M2232-11

Misc :

ALS Vial : 98 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.85 7.13 ng/ul 583802 Chrysene-d12 21.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 98
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 94
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
Abundance Scan 3054 (20.850 min): BM029999.D (-3050) (-) m/z 57.10 100.00%
97 g3
. J\\_~“v_,_M_J\u\v_ﬂNﬂ_,_ﬂv
AU SR SR B
139 20.60 20.80 21.00 21.20
167 207 252280 325349 n/z 43.10 99 .83%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #127769: 5-Eicosene, (E)-
55
5000 N AR RN AR AR
20.60 20.80 21.00 21.20
29 111 m/z 55.10 95.28%
AL \\“ 4 \ 4167196203 252280
m/z--> 50 150 200 250 300 350 400 450
Abundance
43
69 AU SR SR B
97 20.60 20.80 21.00 21.20
5000 m/z 83.10 84 _.25%
125
153 196 224
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #197885: Trichloroacetic acid, pentadecy! ester R R e
4 20.60 20.80 21.00 21.20
83 m/z 69.05 81.41%
5000
139 182210
m/z--> 50 100 150 200 250 300 350 400 450 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM051021\
Data File : BM029999.D

Acq On : 13 May 2021 01:49

Operator : CG/JU

Sample : M2232-11

Misc :

ALS Vial : 98 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721 .M
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 acid 17.84 2.2 ng/ul 195433 4 16.93 1770160 20.0
(DEL) Alkane: Str... 20.85 7.1 ng/ul 583802 5 21.12 1638520 20.0
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