LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM030421\
Data File : BM028988.D

Aca On : 04 Mar 2021 14:04

Operator : CG/JU

Sample : M1558-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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\HPCHEM1I\BNA_ M\METHODS\SOM-EPA-BM022721MA.M
Title - SVOA CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 3.122 19 23 28 rBv 3262 3778 0.81% 0.108%
2 6.234 549 552 554 rBB 464 542 0.12% 0.016%
3 6.951 670 674 683 rBB 11012 16488 3.54% 0.472%
4 7.104 695 700 708 rBB 38357 58178 12.47% 1.664%
5 7.298 727 733 741 rBV 46273 73594 15.78% 2.105%
6 7.763 807 812 820 rBB 36433 54545 11.70% 1.560%
7 8.134 871 875 879 rBB 2385 3325 0.71% 0.095%
8 8.492 932 936 947 rBB 31537 48340 10.37% 1.383%
9 8.940 1006 1012 1021 rBV 53647 83760 17.96% 2.396%
10 9.657 1129 1134 1141 rBB 46449 70835 15.19% 2.026%
11 9.810 1157 1160 1164 rBB 359 602 0.13% 0.017%
12 10.198 1221 1226 1237 rBB 61202 98119 21.04% 2.806%
13 10.563 1282 1288 1295 rBB 45751 73389 15.74% 2.099%
14 10.669 1303 1306 1309 rBB 533 639 0.14% 0.018%
15 10.739 1313 1318 1323 rBB2 3294 5025 1.08% 0.144%
16 11.681 1475 1478 1482 rBB 935 1243 0.27% 0.036%
17 12.128 1549 1554 1558 rBvV2 1658 2494 0.53% 0.071%
18 12.163 1558 1560 1563 rvB2 448 492 0.11% 0.014%
19 13.163 1726 1730 1737 rBB2 8218 11912 2.55% 0.341%
20 13.257 1741 1746 1751 rBB 3456 4731 1.01% 0.135%
21 13.480 1780 1784 1790 rBB 2940 4216 0.90% 0.121%
22 13.580 1798 1801 1803 rBB 799 757 0.16% 0.022%
23 13.845 1840 1846 1852 rBV 127340 162840 34.92% 4_.657%
24 13.892 1852 1854 1857 rVB 573 674 0.14% 0.019%
25 14.122 1887 1893 1899 rBV 131500 182284 39.09% 5.214%
26 14.427 1940 1945 1951 rBB 63738 88520 18.98% 2.532%
27 14.522 1958 1961 1963 rBB 613 685 0.15% 0.020%
28 14.674 1984 1987 1996 rBB2 7068 11498 2.47% 0.329%
29 14.833 2010 2014 2017 rBB 1597 2032 0.44% 0.058%
30 14.986 2037 2040 2043 rBB 2168 2250 0.48% 0.064%
31 15.033 2046 2048 2050 rBB 673 498 0.11% 0.014%
32 15.063 2050 2053 2057 rBB 3109 3302 0.71% 0.094%
33 15.421 2108 2114 2120 rBV 169270 227325 48.74% 6.502%
34 15.480 2120 2124 2128 rVB 6808 8413 1.80% 0.241%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM030421\
Data File : BM028988.D

Aca On : 04 Mar 2021 14:04

Operator : CG/JU

Sample : M1558-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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
Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM022721MA_M
SVOA CALIBRATION

35 15.574 2135 2140 2148 rBV2 228985 347897 74.60% 9.950%

36 15.663 2152 2155 2157 rVB 742 763 0.16% 0.022%
37 15.769 2171 2173 2177 rBB 673 886 0.19% 0.025%
38 16.463 2287 2291 2297 rBB2 1507 2733 0.59% 0.078%
39 16.527 2298 2302 2308 rBB 1982 2753 0.59% 0.079%
40 16.627 2316 2319 2322 rBB 692 765 0.16% 0.022%
41 16.827 2348 2353 2365 rBY 350781 466374 100.00% 13.339%
42 16.992 2378 2381 2384 rBB 1394 1527 0.33% 0.044%
43 17.074 2391 2395 2397 rBB 641 773 0.17% 0.022%

44 17.168 2406 2411 2417 rBB 74877 101104 21.68% 2.892%
45 17.268 2422 2428 2437 rBB 197335 262202 56.22% 7.499%

46 17.380 2444 2447 2450 rBB 1182 1334 0.29% 0.038%
47 17.927 2536 2540 2544 rBB2 599 943 0.20% 0.027%
48 18.057 2557 2562 2573 rBVY 20097 26145 5.61% 0.748%
49 18.133 2573 2575 2578 rVvVv 678 606 0.13% 0.017%
50 18.168 2578 2581 2584 rVB2 896 674 0.14% 0.019%
51 18.239 2591 2593 2595 rBV2 646 588 0.13% 0.017%
52 18.533 2640 2643 2644 rBV 1501 1353 0.29% 0.039%
53 18.798 2683 2688 2695 rVB 6679 8799 1.89% 0.252%
54 18.851 2695 2697 2700 rBV2 396 490 0.11% 0.014%
55 18.892 2700 2704 2707 rBV2 1610 2083 0.45% 0.060%
56 18.957 2712 2715 2717 rBV2 572 587 0.13% 0.017%
57 19.198 2752 2756 2759 rBV2 1812 2510 0.54% 0.072%
58 19.262 2764 2767 2768 rBV 495 595 0.13% 0.017%
59 19.339 2775 2780 2787 rVV 12058 15790 3.39% 0.452%
60 19.392 2787 2789 2792 rVB2 802 819 0.18% 0.023%
61 19.421 2792 2794 2795 rBV 792 608 0.13% 0.017%
62 19.445 2795 2798 2802 rVB2 1913 2339 0.50% 0.067%
63 19.486 2802 2805 2806 rBV 934 739 0.16% 0.021%
64 19.504 2806 2808 2809 rVB2 932 486 0.10% 0.014%
65 19.557 2811 2817 2826 rVB 244145 311990 66.90% 8.923%
66 19.680 2835 2838 2839 rBV2 565 511 0.11% 0.015%
67 19.698 2839 2841 2843 rVV3 541 468 0.10% 0.013%
68 19.768 2851 2853 2856 rVV3 767 883 0.19% 0.025%
69 19.809 2856 2860 2861 rVV3 1163 1144 0.25% 0.033%
70 19.839 2861 2865 2867 rVV5 1067 1474 0.32% 0.042%
71 20.004 2891 2893 2894 rBV2 791 474 0.10% 0.014%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM030421\
Data File : BM028988.D

Aca On : 04 Mar 2021 14:04

Operator : CG/JU

Sample : M1558-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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 = Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM022721MA_.M
Title = SVOA CALIBRATION

72 20.056 2901 2902 2903 rBV2 930 494 0.11% 0.014%
73 20.280 2938 2940 2942 rBV2 943 756 0.16% 0.022%
74 21.045 3066 3070 3073 rBV2 19310 24049 5.16% 0.688%

75 21.333 3115 3119 3125 rBV 100790 122396 26.24% 3.501%
76 23.392 3463 3469 3477 rVB 197920 342846 73.51% 9.806%
77 23.527 3487 3492 3500 rVB2 70793 126250 27.07% 3.611%

Sum of corrected areas: 3496325
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM030421\
Data File : BM028988.D

Aca On : 04 Mar 2021 14:04

Operator : CG/JU

Sample : M1558-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM022721MA_M
Quant Title : SVOA CALIBRATION

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

Abundance :
350000 TIC: BM028988.D

300000
250000
200000
150000

100000

0
8.94 9.66 10.56

50000 71630 776 8.49 h
3.12 6.23 eﬁh [\ 813 | J\ A9.81 ﬁ@.asﬂ 1161

e A R RRSRTNL L - MR o S

Time--> 3.00 350 400 450 500 550 600 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50

Abundance TIC: BM028988.D
350000 16l83

300000

19.56
250000 15.57

200000 1r.27
15.4]
150000
100000

50000

oL _I2: " A3.3%814.89) | 14:5200 BEPEE 16! 3653 L6 R77. 7. JEBRIPA 8. S3HEY :
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
Abugéj&r)‘lc():g TIC: BM028988.D

300000
250000 23.39
200000

150000
21.33

?3.53
100000

50000

21.04 A A A A N

e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 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\HPCHEMI1\BNA M\DATA\BM030421\
Data File : BM028988.D

Aca On : 04 Mar 2021 14:04

Operator : CG/JU

Sample : M1558-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM022721MA_M
Quant Title : 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 Phenol, 3,5-dichloro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.16 2.69 ng/ul 11912 Acenaphthene-d10 14.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 3.5-dichloro- 162 C6H4CI120 000591-35-5 94
2 Phenol. 3.4-dichloro- 162 C6H4CI120 000095-77-2 93
3 Phenol. 3.4-dichloro- 162 C6H4CI120 000095-77-2 93
4 Phenol. 3.4-dichloro- 162 C6H4CI20 000095-77-2 81
5 Phenol, 2,5-dichloro- 162 C6H4CI20 000583-78-8 76
Abundance Scan 1730 (13.163 min): BM028988.D (-1726) (-) m/z 161.90 100.00%
16019
5000 63.0 99.0
49.0 132.9 1I28IOI ;I.éOIOI IléZIOI IZI.I34IOI o
0 m/z 163.90 67 .52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #32514: Phenol, 3,5-dichloro-
162.0

5000

12.80 13.00 13.20 13.40
m/z 63.00 46.82%

14.0 29.0

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #32511: Phenol, 3,4-dichloro-
162.0
R e R
12.80 13.00 13.20 13.40
5000 m/z 99.00 40.50%
99.0
63.0
0o |
o S O e e R 1 B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #32497: Phenol, 3,4-dichloro- e
162.0 12.80 13.00 13.20 13.40
m/z 62.00 20.56%
5000 9.0
63.0
o140 200, “90 | 810 || 1130 13301460 ||
e e et e e e R e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM030421\
Data File : BM028988.D

Aca On : 04 Mar 2021 14:04

Operator : CG/JU

Sample : M1558-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM022721MA_M
Quant Title : 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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.06 5.17 ng/ul 26145 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 2563 (18.062 min): BM028988.D (-2557) (-) m/z 43.10 100.00%
481 | 73.0
5000 129.1
97.0 213.2
| | H ‘I“ || | 15|7-° | 18?-1 17.80 18.00 18.20 18.40
ol O SN BN S HMMAS MMM m/z 41.10 96.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
17.80 18.00 18.20 18.40
J‘u 1570 1gso 2130 2560 | M/Z 60.00  92.83%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
73.0
3.0 | 17.80 18.00 18.20 18140
5000 m/z 55.10 90.64%
129.0
‘ 710 2140
ol 18(.)‘.‘..,...”.”‘.‘:“.‘ h‘\ HM A 19,9 ‘ TS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
430 | 730 17.80 18.00 18.20 18.40
: m/z 73.00 85.32%
5000
129.0
s | e, e
0 ”II””\I‘I\”HI‘ L “l‘...”,‘....|....|.... S A N R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM030421\
Data File : BM028988.D

Aca On : 04 Mar 2021 14:04

Operator : CG/JU

Sample : M1558-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM022721MA_M
Quant Title : 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 3 Dodecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.34 2.58 ng/ul 15790 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 50
2 Decanoic acid. silver(l+) salt 278 C10H19Aa02 013126-67-5 47
3 n-Capric acid isopropvl ester 214 C13H2602 002311-59-3 43
4 n-Decanoic acid 172 C10H2002 000334-48-5 43
5 n-Decanoic acid 172 C10H2002 000334-48-5 43
Abundance Scan 2780 (19.339 min): BM028988.D (-2775) (-) m/z 43.00 100.00%
43.0
73.0
5000
129.1
185.0 241.1
m” | | 19.00 19.20 19.40 19.60
obr—— Ay m/z 41.00 91.90%
m/z--> 50 100 150 200 250 300 350
Abundance #61120: Dodecanoic acid
5000
129.0 19.00 19.20 19.40 19.60
m/z 55.00 85.97%
P7102000
0 by el [Trr Tt
m/z--> 50 100 150 200 250 300 350
Abundance #125286: Decanoic acid, silver(1+) salt
73.0
43.0 19.00 19.20 19.40 19.60
5000 155.0 m/z 57.10 85.66%
na%
o] I&”W o\ ud 2170 2790 3300 3870
m/z--> 50 100 150 200 250 300 350 A I
Abundance #72684: n-Capric acid isopropy! ester e e A REmES
43.0 19.00 19.20 19.40 19.60
m/z 60.00 76.64%
5000
H J 73.0 102.0 155.0
o bl T P00
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM030421\
Data File : BM028988.D

Aca On : 04 Mar 2021 14:04

Operator : CG/JU

Sample : M1558-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM022721MA_M
Quant Title : 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 4 1-Heneicosyl formate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.04 3.93 ng/ul 24049 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
3 Octacosanol 410 C28H580 000557-61-9 91
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
5 1-Heptacosanol 396 C27H560 002004-39-9 91

Abundance Scan 3069 (21.039 min): BM028988.D (-3066) (-) m/z 43.05 100.00%

43.0

83.1
5000
25.0
ll 162.9 208.0 281.0 354.9 20.80 21.00 21.20 21.40
oﬁ—rWﬂrMJ.h..|un,J...,a.. R m/z 57.10 94.29%

m/z--> 50 100 150 200 250 300 350
Abundance #177132: 1-Heneicosyl formate
57.0
97.0
5000
20.80 21.00 21.20 21.40
L m/z 55.10 91.12%
26.0 294.0
ob—L, I e A e I
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43.0
83.0 e
20.80 21.00 21.20 21.40
5000 m/z 83.10 66.54%

25.0
l J | [ t \.15;5'0 196'0225-0
T I L

o Ll o
miz--> 50 100 150 200 250 300 350
Abundance #215904: Octacosanol b S mmaay
57.0 20.80 21.00 21.20 21.40
91.0 m/z 97.00 63.37%
5000
e
ol27:0] | L L, 1810 222.0251.0 292.0322.0 362.0392.0
T T T ] T T T T T T e T e I
miz--> 50 100 150 200 250 300 350 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM030421\
Data File : BM028988.D

Acq On : 04 Mar 2021 14:04

Operator : CG/JU

Sample - M1558-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM022721MA_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]
Phenol, 3,5-dichl... 13.16 2.7 ng/ul 11912 3 14.43 88520 20.0
n-Hexadecanoic acid 18.06 5.2 ng/ul 26145 4 17.17 101104 20.0
Dodecanoic acid 19.34 2.6 ng/ul 15790 5 21.33 122396 20.0
1-Heneicosyl formate 21.04 3.9 ng/ul 24049 5 21.33 122396 20.0
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