LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019559.D

Acq On : 29 Mar 2019 02:14

Operator : JU/SJ

Sample : K2065-14

Misc :

ALS Vial : 22 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\SOM-EPA-BM032219MA_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 3.128 21 24 33 rvB 20528 35974 1.24% 0.131%
2 3.634 107 110 116 rVB7 4328 7423 0.26% 0.027%
3 3.728 121 126 134 rVB 12656 23219 0.80% 0.084%
4  4.722 291 295 302 rvVB 10622 16576 0.57% 0.060%
5

6.763 637 642 660 rBvV 205240 448291 15.40% 1.629%

6.934 666 671 694 rBvV 181325 367270 12.62% 1.335%
7.116 696 702 717 rVB 267253 475941 16.35% 1.730%
rBv 402603 685349 23.54% 2.491%
8.298 897 903 923 rBV 222540 450548 15.48% 1.638%
8.434 923 926 930 rVB3 2484 4087 0.14% 0.015%
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11 8.751 972 980 1001 rBV 231317 442562 15.20% 1.609%
12 9.081 1030 1036 1040 rVB3 5401 8532 0.29% 0.031%
13 9.463 1095 1101 1119 rBV 187048 362149 12.44% 1.316%
14 9.998 1186 1192 1209 rBV 231143 519965 17.86% 1.890%
15 10.363 1246 1254 1269 rBV 587344 1016548 34.92% 3.695%

16 10.534 1276 1283 1303 rBV 173791 472949 16.25% 1.719%
17 12.004 1526 1533 1537 rBV2 3164 6677 0.23% 0.024%
18 13.663 1808 1815 1820 rBV 636101 961645 33.04% 3.495%
19 13.710 1820 1823 1835 rVB 111286 171801 5.90% 0.624%
20 13.933 1854 1861 1877 rBV 744251 1112290 38.21% 4.043%

21 14.239 1907 1913 1926 rBV2 976788 1477954 50.77% 5.372%
22 14.504 1952 1958 1979 rBV2 76022 266984 9.17% 0.970%
23 15.016 2040 2045 2051 rVB3 4691 10474 0.36% 0.038%
24 15.080 2053 2056 2060 rVB2 4247 4628 0.16% 0.017%
25 15.239 2077 2083 2101 rBV 949488 1446805 49.70% 5.259%

26 15.392 2103 2109 2122 rVV 194564 342846 11.78% 1.246%

27 15.486 2122 2125 2129 rVB2 10444 15563 0.53% 0.057%
28 15.951 2199 2204 2208 rBV4 3756 5556 0.19% 0.020%
29 16.416 2279 2283 2286 rBV2 3274 4192 0.14% 0.015%
30 16.551 2302 2306 2314 rVB4 4416 6829 0.23% 0.025%
31 16.792 2343 2347 2350 rBV2 4060 4916 0.17% 0.018%
32 16.904 2361 2366 2373 rBv4 9810 20567 0.71% 0.075%

33 16.998 2376 2382 2393 rVB 1278435 1766942 60.70% 6.423%
34 17.098 2393 2399 2412 rBV2 1031527 1514948 52.05% 5.507%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019559.D

Acq On : 29 Mar 2019 02:14

Operator : JU/SJ

Sample : K2065-14

Misc :

ALS Vial : 22 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\SOM-EPA-BM032219MA_.M
Title = SVOA CALIBRATION

35 17.480 2459 2464 2468 rBV5 2227 3575 0.12% 0.013%
36 17.639 2486 2491 2494 rBV3 3767 5242 0.18% 0.019%
37 17.774 2510 2514 2516 rBV2 4477 4720 0.16% 0.017%
38 17.833 2519 2524 2529 rBV3 14656 20888 0.72% 0.076%
39 17.892 2529 2534 2545 rBV 199244 322796 11.09% 1.173%
40 18.080 2562 2566 2567 rBV4 2896 3115 0.11% 0.011%
41 18.192 2580 2585 2590 rVB6 7483 12960 0.45% 0.047%
42 18.333 2607 2609 2612 rVB3 3570 4018 0.14% 0.015%
43 18.574 2647 2650 2652 rBV4 3639 5471 0.19% 0.020%
44 18.692 2667 2670 2673 rBV5 4147 6210 0.21% 0.023%
45 18.762 2678 2682 2685 rVV5 4626 6865 0.24% 0.025%
46 18.815 2688 2691 2697 rVV6 5018 8915 0.31% 0.032%
47 18.974 2716 2718 2723 rVB6 3153 3423 0.12% 0.012%
48 19.039 2724 2729 2730 rBV3 22458 25927 0.89% 0.094%

49 19.068 2730 2734 2748 rVB2 64874 149214 5.13% 0.542%
50 19.180 2749 2753 2764 rVV2 76876 135740 4.66% 0.493%

51 19.292 2770 2772 2776 rVB 7801 8332 0.29% 0.030%
52 19.404 2786 2791 2802 rBV2 1270705 1826741 62.76% 6.640%
53 19.780 2853 2855 2859 rVB4 11658 11757 0.40% 0.043%
54 19.915 2874 2878 2880 rBv4 13754 19634 0.67% 0.071%
55 20.751 3018 3020 3023 rVB4 19352 18534 0.64% 0.067%

56 20.904 3042 3046 3053 rBvV 382865 448886 15.42% 1.632%
57 21.203 3091 3097 3106 rBV 1852286 2420253 83.15% 8.797%
58 21.339 3118 3120 3128 rVB2 52631 58168 2.00% 0.211%
59 21.762 3189 3192 3195 rBV 87941 106736 3.67% 0.388%
60 22.215 3266 3269 3274 rVB 140267 169971 5.84% 0.618%

61 22.709 3349 3353 3357 rBvV 176230 227499 7.82% 0.827%
62 23.268 3441 3448 3463 rVV 1479735 2767758 95.09% 10.060%
63 23.409 3465 3472 3486 rVB 1548479 2910825 100.00% 10.580%
64 23.886 3548 3553 3560 rVB 202595 370073 12.71% 1.345%
65 24.615 3671 3677 3691 rVB5 375129 948345 32.58% 3.447%

Sum of corrected areas: 27511591
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019559.D

Acq On : 29 Mar 2019 02:14

Operator : JU/SJ

Sample : K2065-14

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM019559.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019559.D

Acq On : 29 Mar 2019 02:14

Operator : JU/SJ

Sample : K2065-14

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 3
R.T. EstConc Area Relative to ISTD R.T.
17.89 3.65 ng/ul 322796 Phenanthrene-d10 17.00
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 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 2534 (17.892 min): BM019559.D (-2529) (-) m/z 73.00 100.00%
73
60
43
5000
o 129
il M 115 143157171185199213227 256 0 17.60 17.80 18.00 18.20
O Pl m/z 60.00 66.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000{ 29 256 LR S U SUURILN UL

17.60 17.80 18.00 18.20
m/z 43.05 57.76%

213
T , BRRER
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 go 73
R e e AR
17.60 17.80 18.00 18.20
5000] 29 m/z 57.10 57.62%

15 143157171185199213597

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid

43 17.60 17.80 18.00 18.20

m/z 41.00 48.94%
60 73
5000
129 256
0 LS \H 0115 7 143157171185199213297 247"

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17. 80 18. 00 18 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019559.D

Acq On : 29 Mar 2019 02:14

Operator : JU/SJ

Sample : K2065-14

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Trichloroacetic acid, hexad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.90 3.71 ng/ul 448886 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
4 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
5 Isoheptadecanol 256 C17H360 057289-07-3 87
Abundance Scan 3045 (20.898 min): BM019559.D (-3042) (-) m/z 57.10 100.00%
57
5000 111
3 J 139 207 226 20.60 20.80 21.00 21.20
o | A7 167 189207226 253 283 325 3% g3 05 3.84%
m/z--> 50 100 150 200 250 300 350
Abundance #152927: Trichloroacetic acid, hexadecy! ester
69
5000 U U SUURI SR SULR
20.60 20.80 21.00 21.20
125 m/z 69.10 88.92%
o ”‘“‘”‘“‘..19|6.2.2‘}.|....|....|.
m/z--> 50 200 250 300 350
Abundance
43
83
20.60 20.80 21.00 21.20
5000 m/z 55.10 87 .15%
111
o 26 65 139 182 210
m/z--> 50 100 150 200 250 300 350
Abundance #106400: 3-Eicosene, (E)-
20.60 20.80 21.00 21.20
m/z 43.05 84 .10%
5000
111
o 139 167 196 224 252 280
m/z--> 1éo 200 250 300 350 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019559.D

Acq On : 29 Mar 2019 02:14

Operator : JU/SJ

Sample : K2065-14

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

23.89 2.54 ng/ul 370073 Perylene-d12 23.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 87
3 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 86
4 Octacosane 394 C28H58 000630-02-4 80
5 Eicosane 282 C20H42 000112-95-8 76

Abundance Scan 3554 (23.892 min): BM019559.D (-3548) (-) m/z 57.05 100.00%

85
5000

141 169 197 224 281 23. 60 23. 80 24. 00 24 20
o 251 328 369 m/z 71.05 91.51%

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
57
85

5000
23 60 23.80 24.00 24.20
m/z 85.10 60.81%

29
I ‘ “\ h h‘ u‘ \ \1\169 197 225 253 296
T T e T e T
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance
43

o

71 23 60 23.80 24.00 24.20
5000 m/z 43.05 54_.12%
9 127
o 155183 225253 295 337
T T T T T T T e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #147095: Eicosane, 7-hexyl- T T T T T
57 23. 60 23. 80 24. 00 24 20

m/z 69.10 23.06%

- ] \/N—MJ\JLV\
113
J |

141 182317 p5p 281 308 337

N S M

m/z--> 0 50 100 150 200 250 300 350 400 450 23. 60 23. 80 24. 00 24 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019559.D

Acq On : 29 Mar 2019 02:14

Operator : JU/SJ

Sample : K2065-14

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 26-Nor-5-cholesten-3.beta.-... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24 .62 6.52 ng/ul 948345 Perylene-d12 23.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 26-Nor-5-cholesten-3.beta.-o0l-25... 386 C26H4202 007494-34-0 94
2 Cholesterol 386 C27H460 000057-88-5 90
3 17-(1,5-Dimethylhexyl)-10,13-dim... 386 C27H460 1000210-38-4 84
4 26-Nor-5-cholesten-3.beta.-ol-25... 386 C26H4202 007494-34-0 84
5 Octadecane 254 C18H38 000593-45-3 74
Abundance Scan 3678 (24.621 min): BM019559.D (-3671) (-) m/z 57.10 100.00%
5000 ’\
2440 24.60 24.80 25.00
o4y m/z 43.10 89.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #153148: 26-Nor-5-cholesten-3.beta.-ol-25-one
48
5000 L B B BRI B
mmmmmm%m
81 105 1 386 m/z 71.10 85.91%
275 301 353
0 —— I‘ H‘ \“H ‘H HHJ‘M H‘ ‘h\ \H \\ H \ 2|4‘.|7‘ I\‘ | 3|2|6| Ill ‘: |L| R
m/z--> 5 200 250 300 350 400
Abundance
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—ﬁ
247 24.40 24.60 24.80 25.00
5000{ 1o 213 m/z 55.10 47 .38%
275
173 301
325
L W L L UL WL W
m/z--> 50 100 150 200 250 300 350 400
Abundance #153226: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-2,3,4,7,8,9... M s )
48 24.40 24.60 24.80 25.00
386 m/z 85.10 42.24%
5000 ~_A~MA%J“~0J/\»-LNN—VVNNWJ
0 R R et
m/z--> mmmmmm%m
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019559.D

Acq On : 29 Mar 2019 02:14

Operator : JU/SJ

Sample : K2065-14

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
n-Hexadecanoic acid 17.89 3.6 ng/ul 322796 4 17.00 1766940 20.0
Trichloroacetic a... 20.90 3.7 ng/ul 448886 5 21.20 2420250 20.0
(DEL) Alkane: Str... 23.89 2.5 ng/ul 370073 6 23.41 2910830 20.0
26-Nor-5-choleste... 24.62 6.5 ng/ul 948345 6 23.41 2910830 20.0
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