LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121219\
Data File : BM024055.D

Acq On : 12 Dec 2019 12:59

Operator : JU

Sample - K6088-14

Misc :

ALS Vial : 7 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-BM112719MA_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 3.034 22 25 32 rvB 46691 72233 1.14% 0.089%
2 3.646 124 129 135 rVB2 51334 83786 1.32% 0.104%
3 3.728 140 143 147 rVB4 21061 27720 0.44% 0.034%
4 4.634 293 297 303 rBvY 54174 82711 1.30% 0.102%
5

6.663 636 642 655 rBvV 899439 1558557 24.57% 1.925%

6.822 663 669 685 rBvV 743306 1241233 19.57% 1.533%
7.010 694 701 713 rBV 977776 1603101 25.27% 1.980%
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rvB5 6428 8244 0.13% 0.010%

7.469 773 779 790 rBV 1576401 2547238 40.16% 3.147%

1 7.563 793 795 800 rvVvB6 7060 10623 0.17% 0.013%
11 8.192 894 902 917 rBV 1085971 1872571 29.52% 2.313%
12 8.310 919 922 929 rVB 27455 45799 0.72% 0.057%
13 8.628 969 976 991 rBV 880924 1557758 24.56% 1.924%
14 8.804 1003 1006 1011 rVB5 6612 9887 0.16% 0.012%
15 9.063 1044 1050 1056 rBV 26437 44938 0.71% 0.056%

16 9.339 1091 1097 1114 rBV 713701 1237952 19.52% 1.529%
17 9.880 1181 1189 1210 rBV 1080296 2005967 31.63% 2.478%
18 10.239 1243 1250 1261 rBV 2293542 3812302 60.11% 4_.709%
19 10.392 1269 1276 1296 rBV 894126 1819944 28.69% 2.248%

20 11.857 1519 1525 1534 rBV4 14974 35210 0.56% 0.043%
21 12.457 1622 1627 1634 rBV3 22368 45805 0.72% 0.057%
22 12.527 1634 1639 1650 rVvVv 59858 132962 2.10% 0.164%
23 12.980 1711 1716 1723 rBVS 16170 37482 0.59% 0.046%
24 13.068 1725 1731 1739 rVV6 21333 51519 0.81% 0.064%
25 13.145 1739 1744 1750 rVVv2 33298 71555 1.13% 0.088%
26 13.210 1750 1755 1765 rVB3 37297 78920 1.24% 0.097%
27 13.468 1796 1799 1804 rVB6 9196 11420 0.18% 0.014%

28 13.557 1807 1814 1818 rBV 2380656 3312601 52.23% 4.092%
29 13.604 1818 1822 1829 rVB 383318 555430 8.76% 0.686%
30 13.821 1851 1859 1875 rBV 2679336 3883956 61.23% 4._.798%

31 14.063 1895 1900 1905 rVB7 5094 9055 0.14% 0.011%
32 14.133 1905 1912 1927 rBV 3690743 5454717 86.00% 6.738%
33 14.368 1947 1952 1974 rBV 456609 1032043 16.27% 1.275%
34 14.580 1983 1988 1997 rVB3 76714 127515 2.01% 0.158%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121219\
Data File : BM024055.D

Acq On : 12 Dec 2019 12:59

Operator : JU

Sample - K6088-14

Misc :

ALS Vial : 7 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-BM112719MA_M
Title = SVOA CALIBRATION

35 14.962 2048 2053 2055 rBv4 8617 13759 0.22% 0.017%
36 15.021 2059 2063 2069 rVB5 9523 15352 0.24% 0.019%

37 15.133 2075 2082 2101 rBV 3576066 5072374 79.97% 6.266%
38 15.280 2101 2107 2119 rBV 798062 1228477 19.37% 1.518%

39 15.374 2119 2123 2128 rVB2 37942 55358 0.87% 0.068%
40 15.521 2146 2148 2153 rVB5 6057 6963 0.11% 0.009%
41 15.580 2153 2158 2163 rVB6 13615 20986 0.33% 0.026%
42 15.633 2163 2167 2170 rBV5 3780 7151 0.11% 0.009%
43 15.827 2196 2200 2201 rBV4 5785 7683 0.12% 0.009%
44 15.880 2206 2209 2213 rBV6 8287 12366 0.19% 0.015%
45 15.921 2213 2216 2221 rVB5 13724 18872 0.30% 0.023%
46 16.451 2301 2306 2308 rBV6 5547 8820 0.14% 0.011%
47 16.568 2322 2326 2331 rBV6 6999 10498 0.17% 0.013%
48 16.674 2340 2344 2348 rBVY 26533 38897 0.61% 0.048%

49 16.886 2374 2380 2391 rBV 4650296 6247951 98.51% 7.718%
50 16.986 2391 2397 2412 rVV 3969667 5585372 88.06% 6.900%

51 17.104 2415 2417 2422 rVB6 10634 16492 0.26% 0.020%
52 17.304 2449 2451 2457 rVB7 5434 8128 0.13% 0.010%
53 17.415 2467 2470 2473 rBvV4 7274 8958 0.14% 0.011%
54 17.486 2479 2482 2483 rBV3 5681 6492 0.10% 0.008%
55 17.592 2498 2500 2503 rVB4 11801 9786 0.15% 0.012%
56 17.692 2511 2517 2518 rBV5 5565 9138 0.14% 0.011%
57 17.809 2532 2537 2546 rBV 282514 433916 6.84% 0.536%
58 18.109 2584 2588 2595 rVB9 7159 12094 0.19% 0.015%
59 18.750 2694 2697 2700 rVB3 11130 12245 0.19% 0.015%
60 18.927 2723 2727 2730 rBV2 36150 50924 0.80% 0.063%
61 18.956 2730 2732 2735 rVV 27271 30129 0.48% 0.037%
62 19.103 2753 2757 2762 rBvV4 84666 126023 1.99% 0.156%
63 19.174 2766 2769 2777 rVV3 38714 61755 0.97% 0.076%
64 19.292 2783 2789 2802 rBV 4685335 6342730 100.00% 7.835%
65 19.874 2886 2888 2891 rVB4 27312 27724 0.44% 0.034%

66 20.839 3047 3052 3064 rBvV 901788 1576898 24.86% 1.948%
67 21.097 3090 3096 3107 rBV 4062249 5572072 87.85% 6.883%
68 21.274 3123 3126 3131 rBV 166774 209758 3.31% 0.259%
69 21.697 3194 3198 3207 rBV 328682 542885 8.56% 0.671%
70 22.138 3269 3273 3278 rVB 427571 548372 8.65% 0.677%

71 22.615 3350 3354 3360 rBV 617070 829499 13.08% 1.025%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121219\
Data File : BM024055.D

Acq On : 12 Dec 2019 12:59

Operator : JU

Sample - K6088-14

Misc :

ALS Vial : 7 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\SOM-EPA-BM112719MA_M
= SVOA CALIBRATION

72 23.097 3430 3436 3441 rBV 2833341 4805284 75.76% 5.936%
73 23.150 3442 3445 3452 rVB 609761 878902 13.86% 1.086%
74 23.233 3453 3459 3469 rVB 2782331 4940944 77 .90% 6.104%
75 23.756 3544 3548 3554 rVB 639876 1055020 16.63% 1.303%

Sum of corrected areas: 80949801
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121219\
Data File : BM024055.D

Acq On : 12 Dec 2019 12:59

Operator :© JU

Sample : K6088-14

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_M
SVOA CALIBRATION

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

Abundance TIC: BM024055.D
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Abundance TIC: BM024055.D
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Time--> 12,00 1250 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: BM024055.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121219\
Data File : BM024055.D

Acq On : 12 Dec 2019 12:59

Operator :© JU

Sample : K6088-14

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_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 (DEL) Alkane: Cyclic20.84 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.84 5.66 ng/ul 1576900 Chrysene-d12 21.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 97
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
3 1-Heptacosanol 396 C27H560 002004-39-9 90
4 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 87
5 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 87
Abundance Scan 3052 (20.839 min): BM024055.D (-3047) (-) m/z 57.10 100.00%
57 g3
5000
20.60 20.80 21.00 21.20
208
o 108 229251 201 308 355 m/z 83.05 83.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance
55 g3
5000 AR AR AR R
29 111 20.60 20.80 21.00 21.20
m/z 69.10 80.65%
139 167 196 224
Ob gy T T T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #227401: Heptadecy! heptafluorobutyrate
57
___N\_
83 IR AR AR AL A
20.60 20.80 21.00 21.20
5000 m/z 43.05 79.93%
111
29 169 238
0 IJ‘I A I\‘\ |l139|| — |2:!-0| |‘| — |2|83| —
m/z--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol R R E . ;
57 | 97 20.60 20.80 21.00 21.20
m/z 55.05 77.60%
5000
125
0 29| | i L1?3.181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121219\
Data File : BM024055.D

Acq On : 12 Dec 2019 12:59

Operator :© JU

Sample : K6088-14

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_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 4
R.T. EstConc Area Relative to ISTD R.T.

22.61 3.36 ng/ul 829499 Perylene-d12 23.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 89

Abundance Scan 3353 (22.609 min): BM024055.D (-3350) (-) m/z 57.10 100.00%

5000

|

99 TIrTrT TrT TT 711 TT T T T
2220 2240 22.60 22.80 23.00
141177208 252 559 355 401 489

0 m/z 71.10 85.11%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
5000: L L e

22 20 22. 40 22 60 22. 80 23. OO
m/z 43.05 58.49%

99
0 26 141 183 225 281 337 394
[ T [ T e T T T T e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57

22 20 22. 40 22 60 22. 80 23.00

5000 m/z 85.05 56.63%
0 2§‘h | | H‘\‘4¥ 183 225 267 309 351 393 435 491 535 574 617
s R B w e AN LS L Nt S e R
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185535: Heptadecane, 9-octyl- REERN RS ey ey
57 22.20 22.40 22.60 22.80 23.00

m/z 55.05 23.78%

- j\‘“A“&A‘
99
Jd; 141 183 239 551 g3

N A e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 22 20 22. 40 22 60 22. 80 23. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121219\
Data File : BM024055.D

Acq On : 12 Dec 2019 12:59

Operator :© JU

Sample : K6088-14

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_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 2-Bromo dodecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

23.15 3.56 ng/ul 878902 Perylene-d12 23.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 Octacosane 394 C28H58 000630-02-4 87
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 86
4 Heneicosane 296 C21H44 000629-94-7 86
5 Docosane 310 C22H46 000629-97-0 86

Abundance Scan 3445 (23.150 min): BM024055.D (-3442) (-) m/z 57.10 100.00%

5000

22.80 23.00 23.20 23.40

113
141 169 207 238 281 309

358

o m/z 71.10 81.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
5000 85 LI L L L L L B L
22.80 23.00 23.20 23.40
29 m/z 85.10 55.93%
113 169
0 140 248
L i o o e i I RN o o i o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
T T T Y
22. 80 23. 00 23.20 23.40
5000 85 m/z 43.10 54 .48%
29 113
0 T L 141 169 197 225 253 281 309 337 365 394
T T T T e e e T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #141432: Pentadecane, 8-hexyl- T T T
57 22. 80 23. 00 23. 20 23. 40
m/z 55.10 21.47%
85
5000
29\ dll3 141 o 196
RO S P o S S
m/z--> 50 100 150 200 250 300 350 400 22. 80 23. 00 23. 20 23. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121219\
Data File : BM024055.D

Acq On : 12 Dec 2019 12:59

Operator :© JU

Sample : K6088-14

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.76 4.27 ng/ul 1055020 Perylene-di12 23.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Docosane, 1l1l-butyl- 366 C26H54 013475-76-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
Abundance Scan 3549 (23.762 min): BM024055.D (-3544) (-) m/z 57.10 100.00%
57
85
5000
I “113 141 169 197 239260283 309 337 _ 385 416 2340 2360 2380 24.00
0 ....,.... e e e e m/z 71.10 84 .85%
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
5000 85 AUV
23140 23.60 23.80 24.00
113 m/z 85.10 60.15%
0 29 141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
o 23.40 23.60 23.80 24.00
5000 m/z 43.10 53.31%
29 113
0 \‘ JE b “\ it h‘ u‘ w\lﬂil 169 197 225 253 296
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #194493: Hexacosane LI L B L L L B
57 23.40 23.60 23.80 24.00
m/z 55.05 22.98%
5000 85
29 113 141
oL A T 109 107 225 253 295 33 %67 e Y s
m/z--> 50 100 150 200 250 300 350 400 23140 23.60 23.80 24.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121219\
Data File : BM024055.D

Acq On : 12 Dec 2019 12:59

Operator : JU

Sample - K6088-14

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_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]
(DEL) Alkane: Cyc... 20.84 5.7 ng/ul 1576900 5 21.10 5572070 20.0
(DEL) Alkane: Str... 22.61 3.4 ng/ul 829499 6 23.23 4940940 20.0
2-Bromo dodecane 23.15 3.6 ng/ul 878902 6 23.23 4940940 20.0
(DEL) Alkane: Str... 23.76 4.3 ng/ul 1055020 6 23.23 4940940 20.0
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