LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM030421\
Data File : BM028984.D

Aca On : 04 Mar 2021 11:37

Operator : CG/JU

Sample : M1558-06

Misc :

ALS Vial : 6 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 20 23 29 rvB 3003 3721 1.36% 0.146%
2 3.775 132 134 138 rBB 463 731 0.27% 0.029%
3 3.881 150 152 154 rBB 621 543 0.20% 0.021%
4 6.951 670 674 683 rBB2 10744 16484 6.03% 0.645%
5 7.104 695 700 708 rBB 38919 58720 21.47% 2.297%
6 7.298 728 733 742 rBB 46172 71523 26.16% 2.798%
7 7.763 807 812 820 rBB 48450 72537 26.53% 2.838%
8 8.498 932 937 947 rBB 29335 45838 16.76% 1.793%
9 8.939 1007 1012 1022 rBB 51168 81836 29.93% 3.201%
10 9.657 1129 1134 1142 rBB 43449 68312 24.98% 2.672%
11 10.198 1221 1226 1238 rBB 58044 93003 34.01% 3.638%
12 10.563 1282 1288 1296 rBB 60785 96397 35.25% 3.771%
13 10.733 1313 1317 1324 rBB 1019 1835 0.67% 0.072%
14 12.163 1559 1560 1562 rBV 375 335 0.12% 0.013%

15 13.845 1840 1846 1851 rBV 110127 141474 51.74% 5.535%

16 13.886 1851 1853 1857 rVB 690 952 0.35% 0.037%
17 14.121 1887 1893 1902 rBB 122980 166958 61.06% 6.531%
18 14.427 1940 1945 1951 rBB 82271 113654 41.56% 4._.446%
19 14.680 1985 1988 1995 rBB 3846 6128 2.24% 0.240%
20 15.421 2109 2114 2121 rBB 154456 204070 74.63% 7.983%

21 15.568 2135 2139 2146 rBB 49776 62210 22.75% 2.434%
22 15.662 2153 2155 2158 rBB 656 666 0.24% 0.026%
23 17.168 2406 2411 2417 rBV 86818 118812 43.45% 4.648%
24 17.268 2423 2428 2438 rVB2 166714 221004 80.82% 8.646%

25 17.509 2465 2469 2471 rBB2 320 282 0.10% 0.011%
26 17.798 2515 2518 2521 rBV 204 388 0.14% 0.015%
27 17.868 2529 2530 2533 rBvV 309 288 0.11% 0.011%
28 17.933 2540 2541 2544 rBV 407 418 0.15% 0.016%
29 18.056 2558 2562 2574 rBV 17659 22237 8.13% 0.870%
30 18.345 2609 2611 2612 rBV 524 329 0.12% 0.013%
31 18.539 2640 2644 2648 rBV2 1100 1406 0.51% 0.055%
32 18.609 2654 2656 2658 rBV 356 295 0.11% 0.012%
33 18.803 2686 2689 2692 rVB 4347 4739 1.73% 0.185%
34 18.897 2700 2705 2707 rBV2 872 1138 0.42% 0.045%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM030421\
Data File : BM028984.D

Aca On : 04 Mar 2021 11:37

Operator : CG/JU

Sample : M1558-06

Misc :

ALS Vial : 6 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\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM022721MA_.M
Title = SVOA CALIBRATION

35 18.980 2714 2719 2721 rVV 386 596 0.22% 0.023%
36 19.068 2733 2734 2737 rVV 309 301 0.11% 0.012%
37 19.127 2740 2744 2749 rBV2 743 1280 0.47% 0.050%
38 19.192 2752 2755 2759 rBV2 1093 1924 0.70% 0.075%
39 19.339 2775 2780 2788 rVVv2 11580 15724 5.75% 0.615%
40 19.445 2795 2798 2803 rVB2 1097 1543 0.56% 0.060%
41 19.556 2812 2817 2823 rBVY 193376 246516 90.15% 9.644%
42 19.627 2826 2829 2831 rBV2 333 414 0.15% 0.016%
43 19.703 2840 2842 2844 rBV2 469 344 0.13% 0.013%
44 19.721 2844 2845 2849 rBV2 614 576 0.21% 0.023%
45 19.756 2849 2851 2853 rBVY 319 275 0.10% 0.011%
46 19.786 2853 2856 2857 rBVY 444 530 0.19% 0.021%
47 19.856 2866 2868 2870 rBV2 691 665 0.24% 0.026%
48 19.933 2876 2881 2884 rBV2 972 1579 0.58% 0.062%
49 20.068 2903 2904 2906 rBV2 682 658 0.24% 0.026%
50 20.215 2928 2929 2930 rBV 1211 647 0.24% 0.025%
51 20.662 3003 3005 3008 rBv4 945 795 0.29% 0.031%
52 21.044 3066 3070 3077 rBV2 25032 33026 12.08% 1.292%

53 21.338 3115 3120 3125 rBV 107366 135871 49.69% 5.315%
54 23.397 3464 3470 3477 rVB 163424 273445 100.00% 10.697%
55 23.532 3488 3493 3499 rVB2 80540 139925 51.17% 5.474%

56 24.021 3571 3576 3583 rVB3 10718 20314 7.43% 0.795%

Sum of corrected areas: 2556211
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM030421\
Data File : BM028984.D

Aca On : 04 Mar 2021 11:37

Operator : CG/JU

Sample : M1558-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM028984.D
150000
100000
10.2010.56
30 7.76 8.94
50000 7.13 9.66
8.50
6.9
o 3/.\12 3.388 A 0.73
= - — — — i =
Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM028984.D
19,56
17.27
15.42
150000
14.12
13.84
100000
14.43 17.37
50000 15.57
18.06 19.34
ol_12.16 18.89 14.68 66 17.511@9#@ 18.3;35&&&@@&%@%
R R A = A e A e e I B e e S = e
Time--> 12.00 12.50 13.00 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
Abundance TIC: BM028984.D
24.40
150000
21.34
03.53
100000
50000 24.02
21.04 LJ,N’/4d)w*¢~M~ﬂwvn-~fk-A~,qm An — A .
lﬁﬁ/«kvﬂj
O T o o S A B e S
Time--> 21.00 21.50 22.00 22.50 23.00 23.50 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\HPCHEMI1\BNA M\DATA\BM030421\
Data File : BM028984.D

Aca On : 04 Mar 2021 11:37

Operator : CG/JU

Sample : M1558-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM022721MA_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.
18.06  3.74 ng/ul 22237  Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99

2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
Abundance Scan 2563 (18.062 min): BM028984.D (-2558) (-) m/z 43.10 100.00%

43.1 73.0
5000 1291
97.1 171.0 213.1 ---|----|----|---/\-|----
| hl || | |. | 256.1 17.80 18.00 18.20 18.40
ol SN B | A Y NS S m/z 73.00 91.33%
20 40

m/z--> 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

83.0 0
1570 1g50 2130 256.0 m/z 41.00 81.47%
[0} 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 73.0
\
I N N RAEE
17.80 18.00 18.20 18.40
5000 129.0 m/z 60.00 77 .46%
ol15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid S Emm e
73.0 17.80 18.00 18.20 18.40
43.0 m/z 55.10 73.19%
5000 129.0
0 15.0
- IIIIIIIIIIIIIIIIIIIII
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 : BM028984.D

Aca On : 04 Mar 2021 11:37

Operator : CG/JU

Sample : M1558-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM022721MA_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 unknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.34 2.31 ng/ul 15724 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 47
2 Dodecanoic acid 200 C12H2402 000143-07-7 43
3 Decanoic acid. silver(l+) salt 278 C10H19Aa02 013126-67-5 43
4 Octanoic acid 144 C8H1602 000124-07-2 38
5 n-Decanoic acid 172 C10H2002 000334-48-5 38
Abundance Scan 2780 (19.339 min): BM028984.D (-2775) (-) m/z 43.10 100.00%
431
73.0
5000
129.0

m | 18?'1 241.1 19.00 19.20 19.40 19.60
0 b |  m/z 41.00 84.73%

m/z--> 50 100 150 200 250 300 350
Abundance #84453: Tetradecanoic acid
73.0
43.0
L i
5000 LA L L L L LB L BB LB |
129.0 19.00 19.20 19.40 19.60
13T0 228.0 m/z 55.00 81.07%
0 e e e e R I
m/z--> 50 100 150 200 250 300 350
Abundance #61117: Dodecanoic acid
73.0
\ -
430 I|IIII|IIII|IIII|IIII|

19.00 19.20 19.40 19.60
5000 m/z 57.10 72 .53%

129.0
’ 157.0 200.0
JJ m 4 yl

ol i 4 ‘....f... S —

miz--> 50 100 150 200 250 300 350 A i
Abundance #125286: Decanoic acid, silver(1+) salt S EEAREREELE
73.0 19.00 19.20 19.40 19.60
m/z 60.00 66.07%
155.0
5000
I 115.0
o bl Lm0 oo smo  sol ||
miz--> 50 100 150 200 250 300 350 19100 1920 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM030421\
Data File : BM028984.D

Aca On : 04 Mar 2021 11:37

Operator : CG/JU

Sample : M1558-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM022721MA_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 3 Trifluoroacetoxy hexadecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.04 4.86 ng/ul 33026 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 93
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 93
3 1-Docosene 308 C22H44 001599-67-3 93
4 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 90
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 90
Abundance Scan 3069 (21.038 min): BM028984.D (-3066) (-) m/z 43.10 100.00%
431
83.1
5000
111.0
l 176.9 597 0 266.9 355.0 20.80 21.00 21.20 21.40
ob—— | Ay L m/z 57.10 97.85%
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
5000
20.80 21.00 21.20 21.40
29.0 25.0 m/z 55.05 82.64%
o | | | 540 19602240 2690 3200
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43.0
83.0
20.80 21.00 21.20 21.40
5000 m/z 41.10 71.04%
111.0
0! ' J‘ il \‘L I L:.L3?.Ox167'0196'0224'0
m/z--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene
58.0 20.80 21.00 21.20 21.40
m/z 83.10 67 .43%
97.0
5000
28.0 125.0
ol W‘k‘,h.l. J|,i; A ,L,J}ﬁ3f)}8}-9 S 2 — SN A W—TY:V
m/z--> 50 100 150 200 250 300 350 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM030421\
Data File : BM028984.D

Aca On : 04 Mar 2021 11:37

Operator : CG/JU

Sample : M1558-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM022721MA_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 4 unknown-02 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24 .02 2.90 ng/ul 20314 Perylene-d12 23.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonahexacontanoic acid 999 C69H13802 040710-32-5 43
2 Hexadecane 226 C16H34 000544-76-3 38
3 Docosane. 1ll-decvl- 451 C32H66 055401-55-3 38
4 2-methvloctacosane 408 C29H60 1000376-72-8 38
5 Tetratetracontane 619 C44H90 007098-22-8 38
Abundance Scan 3576 (24.021 min): BM028984.D (-3571) (-) m/z 57.10 100.00%
57.1
5000
207.0

23.80 24.00 24.20 24.40

3411

oL LY e || M/Z 43.00  70.24%

m/z--> 0 100 200 300 400 500 600 700 800 900 1000

Abundance #243830: Nonahexacontanoic acid
571.0

5000 TTTT LR B LELELE N I
23. 80 24. OO 24 20 24. 40
m/z 71.05 51.83%

0 96.0 2530 350.0 899.0 998.0

m/z--> 0 100 200 300 400 500 600 700 800 900 1000

Abundance #83027: Hexadecane
57.0
23.80 24.00 24.20 24.40
5000 m/z 85.10 39.97%
226 0
O o I o o o o B L e e e o
m/z--> 0 100 200 300 400 500 600 700 800 900 1000 |
Abundance #227195: Docosane, 11-decyl- s
57.0 23.80 24.00 24.20 24.40
m/z 207.00 33.98%
NP A N A g AV A MAA A M
5000
| 4550 300
O e e o L o B e o o o e e e R N N o
m/z--> 0 100 200 300 400 500 600 700 800 900 1000 23. 80 24, OO 24 20 24. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM030421\
Data File : BM028984.D

Acq On : 04 Mar 2021 11:37

Operator : CG/JU

Sample : M1558-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM022721MA_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 18.06 3.7 ng/ul 22237 4 17.17 118812 20.0
unknown-01 19.34 2.3 ng/ul 15724 5 21.34 135871 20.0
Trifluoroacetoxy ... 21.04 4.9 ng/ul 33026 5 21.34 135871 20.0
unknown-02 24.02 2.9 ng/ul 20314 6 23.53 139925 20.0
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