LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120619\
Data File : BM024027.D

Aca On : 06 Dec 2019 21:40

Operator :© JU

Sample : K6e007-17

Misc :

ALS Vial : 17 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-BM112719MA.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 3.034 21 25 40 rVB 74983 138406 1.82% 0.155%
2 3.734 140 144 150 rvB2 18832 28764 0.38% 0.032%
3 4.646 297 299 306 rVB2 7814 12759 0.17% 0.014%
4 5.669 470 473 477 rBV6 4233 7728 0.10% 0.009%
5 6.669 636 643 656 rBY 1207106 2103909 27.60% 2.357%
6 6.828 664 670 686 rBY 1029456 1683242 22.08% 1.886%
7 7.010 695 701 716 rVB 1343108 2207985 28.97% 2.474%
8 7.387 761 765 769 rBV6 4672 9317 0.12% 0.010%
9 7.475 774 780 792 rVV 1324969 2079374 27.28% 2.330%
10 7.563 792 795 803 rVB5 12971 24117 0.32% 0.027%

11 8.193 896 902 919 rBV 1597567 2644119 34.69% 2.963%
12 8.628 969 976 989 rBV 1236625 2061162 27.04% 2.309%
13 9.069 1046 1051 1058 rVB 21144 32524 0.43% 0.036%
14 9.346 1090 1098 1107 rBV 1000351 1673344 21.95% 1.875%
15 9.881 1180 1189 1203 rBV 1507844 2715946 35.63% 3.043%

16 10.245 1244 1251 1264 rBV 1825146 3022683 39.66% 3.387%
17 10.393 1269 1276 1292 rBV 1374702 2677716 35.13% 3.000%

18 11.851 1520 1524 1531 rVB3 20855 41156 0.54% 0.046%
19 12.751 1672 1677 1682 rVB4 8890 14677 0.19% 0.016%
20 12.863 1693 1696 1701 rVB6 8063 10032 0.13% 0.011%
21 12.981 1709 1716 1719 rBV7 7802 11836 0.16% 0.013%
22 13.057 1723 1729 1732 rBV6 6313 9096 0.12% 0.010%

23 13.557 1808 1814 1819 rBV 3050445 4204693 55.17% 4.711%
24 13.604 1819 1822 1833 rVV 764676 1085332 14.24% 1.216%
25 13.822 1851 1859 1871 rBV 3453865 5177358 67.93% 5.801%

26 14.063 1898 1900 1906 rVB5 8748 10179 0.13% 0.011%
27 14.133 1906 1912 1923 rBV 2903994 4249336 55.75% 4.761%
28 14.369 1946 1952 1973 rBV 730598 1538438 20.18% 1.724%

29 14.580 1984 1988 1996 rVB4 30313 54382 0.71% 0.061%
30 14.757 2015 2018 2020 rBV3 6283 7950 0.10% 0.009%
31 14.963 2049 2053 2058 rBV3 12269 21290 0.28% 0.024%
32 15.022 2060 2063 2068 rVB2 16317 20724 0.27% 0.023%

33 15.139 2076 2083 2096 rBV 4593333 6529492 85.67% 7.316%
34 15.280 2102 2107 2119 rBV 1131507 1593868 20.91% 1.786%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120619\
Data File : BM024027.D

Aca On : 06 Dec 2019 21:40

Operator :© JU

Sample : K6e007-17

Misc :

ALS Vial : 17 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-BM112719MA_M
Title = SVOA CALIBRATION

35 15.380 2119 2124 2132 rVB 49546 81682 1.07% 0.092%
36 15.580 2153 2158 2163 rBv4 20583 31832 0.42% 0.036%
37 15.833 2196 2201 2202 rBV5 9260 9352 0.12% 0.010%
38 15.886 2206 2210 2213 rVV4 11915 16800 0.22% 0.019%
39 15.927 2213 2217 2221 rVB5 18690 28472 0.37% 0.032%
40 16.057 2235 2239 2245 rVB7 8230 12275 0.16% 0.014%
41 16.139 2250 2253 2259 rVB3 18670 25849 0.34% 0.029%
42 16.245 2266 2271 2275 rBV7 7768 15895 0.21% 0.018%
43 16.298 2277 2280 2286 rVV5 10394 18201 0.24% 0.020%
44 16.569 2324 2326 2331 rVB6 10416 13443 0.18% 0.015%
45 16.680 2341 2345 2349 rBV2 23409 33152 0.43% 0.037%

46 16.892 2374 2381 2391 rBV 3335534 4922385 64.58% 5.515%
47 16.986 2391 2397 2413 rVV 4684344 6864023 90.06% 7.691%

48 17.110 2415 2418 2423 rVB7 16508 24383 0.32% 0.027%
49 17.316 2449 2453 2455 rBV4 7235 7903 0.10% 0.009%
50 17.816 2533 2538 2548 rBV 251448 422012 5.54% 0.473%
51 17.921 2554 2556 2562 rBV7 6287 10995 0.14% 0.012%
52 18.110 2586 2588 2592 rVB5 14873 14118 0.19% 0.016%
53 18.757 2695 2698 2701 rVB5 17483 19731 0.26% 0.022%
54 18.933 2723 2728 2731 rBV2 52376 83528 1.10% 0.094%
55 19.110 2754 2758 2765 rBV3 59413 110420 1.45% 0.124%
56 19.180 2766 2770 2777 rVB2 53385 86009 1.13% 0.096%
57 19.298 2784 2790 2800 rBV 5528825 7622022 100.00% 8.540%
58 20.374 2971 2973 2978 rVB2 55533 59610 0.78% 0.067%

59 20.839 3048 3052 3059 rBV 704935 1038003 13.62% 1.163%
60 21.098 3091 3096 3104 rBV 4081037 5243380 68.79% 5.875%

61 21.280 3124 3127 3130 rBV 194010 212458 2.79% 0.238%
62 21.698 3195 3198 3207 rBV3 240227 426852 5.60% 0.478%
63 22.145 3270 3274 3279 rVB 317308 426690 5.60% 0.478%
64 22.621 3352 3355 3360 rVB 354628 474891 6.23% 0.532%
65 23.103 3431 3437 3443 rBV 4272758 7316287 95.99% 8.198%

66 23.156 3444 3446 3452 rVV 432038 571700 7.50% 0.641%
67 23.239 3454 3460 3472 rVB 2996098 5302268 69.57% 5.941%

Sum of corrected areas: 89249555
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120619\
Data File : BM024027.D

Aca On : 06 Dec 2019 21:40

Operator :© JU

Sample : K6007-17

Misc :

ALS Vial : 17 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: BM024027.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120619\
Data File : BM024027.D

Aca On : 06 Dec 2019 21:40

Operator :© JU

Sample : K6007-17

Misc :

ALS Vial : 17 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 Heptadecyl heptafluorobutyrate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
20.84 3.96 ng/ul 1038000 Chrysene-di12 21.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 91
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 91
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91

Abundance Scan 3052 (20.839 min): BM024027.D (-3048) (-) m/z 57.10 100.00%
57.1
5000
30.1 2811 20.60 20.80 21.00 21.20
o 1oe0 288.2 ¥51 4151 uzoT 83,05 81.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
5000 RN BN UL UL B
20.60 20.80 21.00 21.20
m/z 69.10 79 .49%
2640, 169050, 0 2380 1830
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57.0
97.0
20.60 20.80 21.00 21.20
5000 m/z 43.10 75.62%
169.0
26/0]| J | ‘J 1g10 . |, 2100 2550 406.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0 20.60 20.80 21.00 21.20
97.0 m/z 55.10 74 .36%
5000
26/0 || Ji ‘ | 111890 17702100 2550 356.0
Trrr o+ rrrrryrrrr ey rrrrr T r T T T T T T —v—v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—q—v—v—r
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\HPCHEMI1\BNA M\DATA\BM120619\
Data File : BM024027.D

Aca On : 06 Dec 2019 21:40

Operator :© JU

Sample : K6007-17

Misc :

ALS Vial : 17 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 2
R.T. EstConc Area Relative to ISTD R.T.

23.16 2.16 ng/ul 571700 Perylene-d12 23.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 87
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
3 Hexadecane. 7.9-dimethvl- 254 C18H38 021164-95-4 81
4 Octadecane 254 C18H38 000593-45-3 80
5 Eicosane 282 C20H42 000112-95-8 80

Abundance Scan 3447 (23.162 min): BM024027.D (-3444) (-) m/z 57.10 100.00%

1

5000

-

7.1

141.2 206.2 254.0295.1 341.1 22.80 23.00 23.20 23.40
....,”..!ﬂ.tsp.ru.m...,;...;..”,.?QQ?F?9H???%, m/z 71.10 80.55%

m/z--> 0 50 100 150 200 250 300 350 400 450

m/z—-> 0 50 100 150 200 250 300 350 400 450
Abundance #59880: Tetradecane
57.0
22.80 23.00 23.20 23.40
m/z 85.10 56.80%
9.0
154 i, 1410 1980
e o LA I o o o o e B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #185535: Heptadecane, 9-octyl-
57.0
22.80 23.00 23.20 23.40
5000 m/z 43.10 53.72%
9.0
239.0
S I - - /\
T T T T T

Abundance #105903: Hexadecane, 7,9-dimethy!l- T T T T T

57.0 22.80 23.00 23.20 23.40
m/z 55.10 24 .93%

5000
113.0 155.0
Iy, | [197.0239.0

T T T T T R e S R,

m/z--> 0 50 100 150 200 250 300 350 400 450 22. 80 23. 00 23. 20 23 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM120619\
Data File : BM024027.D

Acq On : 06 Dec 2019 21:40

Operator : JU

Sample : K6007-17

Misc :

ALS Vial : 17 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]
Heptadecyl heptaf... 20.84 4.0 ng/ul 1038000 5 21.10 5243380 20.0
(DEL) Alkane: Str... 23.16 2.2 ng/ul 571700 6 23.24 5302270 20.0
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