LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019582.D

Acq On : 29 Mar 2019 16:34

Operator : JU/SJ

Sample - K2085-05

Misc :

ALS Vial : 5 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

3.128 21 24 34 rVB3 23336 39141 1.49% 0.169%
3.722 121 125 131 rVB 14123 26134 1.00% 0.113%
303 rvB 12337 19577 0.75% 0.085%
6.763 636 642 656 rBvV 155386 361823 13.80% 1.564%
6.934 666 671 691 rBv 137386 285278 10.88% 1.233%
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7.116 696 702 721 rVB 206359 384801 14.68% 1.663%
7.581 775 781 793 rBV 369376 654699 24.97% 2.830%
915 rBvY 200513 405140 15.45% 1.751%
8.434 923 926 934 rVB5 4581 9401 0.36% 0.041%
8.751 974 980 1000 rBV 178400 353861 13.50% 1.530%
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11 9.075 1032 1035 1041 rVB 7954 11256 0.43% 0.049%
12 9.463 1095 1101 1115 rBV 141447 284106 10.84% 1.228%
13 10.004 1185 1193 1211 rBV 167505 414722 15.82% 1.793%
14 10.357 1246 1253 1266 rBV 566753 960861 36.65% 4_.153%
15 10.539 1277 1284 1308 rBV 112523 359165 13.70% 1.552%

16 10.686 1308 1309 1317 rVB5 2724 3394 0.13% 0.015%
17 13.663 1809 1815 1820 rBV 512989 800666 30.54% 3.461%
18 13.710 1820 1823 1833 rVB 107388 166550 6.35% 0.720%
19 13.933 1854 1861 1877 rBV 574194 899396 34.31% 3.888%
20 14.239 1906 1913 1929 rBV2 914177 1397383 53.30% 6.040%

21 14.474 1949 1953 1955 rBV2 10602 14191 0.54% 0.061%
22 14.516 1955 1960 1966 rVV3 39601 96538 3.68% 0.417%
23 14.680 1984 1988 1989 rBv4 4602 6324 0.24% 0.027%
24 14.698 1989 1991 1998 rVB5 9605 11867 0.45% 0.051%
25 15.027 2043 2047 2051 rVB4 1928 3367 0.13% 0.015%
26 15.080 2051 2056 2059 rBv4 3454 3781 0.14% 0.016%

27 15.239 2077 2083 2101 rBV 773359 1199134 45.74% 5.183%
28 15.392 2104 2109 2121 rVvVv 134953 244207 9.32% 1.056%

29 15.486 2121 2125 2128 rVV5 8783 15547 0.59% 0.067%
30 15.680 2154 2158 2166 rVB2 17944 25519 0.97% 0.110%
31 15.810 2177 2180 2186 rVV5 3902 5434 0.21% 0.023%
32 15.945 2201 2203 2206 rVB2 3752 3065 0.12% 0.013%
33 16.139 2230 2236 2237 rBv4 2827 3295 0.13% 0.014%
34 16.427 2280 2285 2288 rBV3 2438 3878 0.15% 0.017%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019582.D

Acq On : 29 Mar 2019 16:34

Operator : JU/SJ

Sample - K2085-05

Misc :

ALS Vial : 5 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 16.645 2319 2322 2328 rBV2 12182 17374 0.66% 0.075%
36 16.739 2334 2338 2342 rVB4 3229 4689 0.18% 0.020%
37 16.792 2342 2347 2352 rVB4 4820 8156 0.31% 0.035%
38 16.910 2364 2367 2371 rVB3 3465 3942 0.15% 0.017%

39 16.998 2376 2382 2392 rBV 1244288 1687607 64.37% 7.295%
40 17.098 2392 2399 2412 rBV 842292 1248509 47.62% 5.397%

41 17.480 2460 2464 2467 rBV3 3714 5064 0.19% 0.022%
42 17.774 2508 2514 2516 rBV4 2211 3307 0.13% 0.014%
43 17.827 2519 2523 2527 rBV3 5320 6780 0.26% 0.029%
44 17.886 2529 2533 2545 rBVY 83403 148112 5.65% 0.640%
45 18.004 2550 2553 2555 rVB3 2457 2807 0.11% 0.012%
46 18.051 2560 2561 2564 rVB3 2635 2814 0.11% 0.012%
47 18.174 2578 2582 2588 rBVY 9562 14590 0.56% 0.063%
48 18.627 2656 2659 2661 rBV3 3319 3337 0.13% 0.014%
49 18.686 2666 2669 2674 rBV6 4185 6588 0.25% 0.028%
50 18.745 2676 2679 2682 rBvV4 3869 6570 0.25% 0.028%
51 18.815 2688 2691 2696 rBV6 5089 8600 0.33% 0.037%
52 19.039 2724 2729 2730 rBV2 15917 18322 0.70% 0.079%
53 19.180 2749 2753 2757 rBV3 36919 57012 2.17% 0.246%
54 19.298 2769 2773 2782 rVB4 8048 14427 0.55% 0.062%
55 19.403 2785 2791 2803 rBV 1089526 1505275 57.42% 6.506%
56 19.568 2817 2819 2823 rBV5 4069 4958 0.19% 0.021%
57 19.745 2846 2849 2852 rVB4 13537 11591 0.44% 0.050%
58 19.780 2852 2855 2858 rBV3 19484 19932 0.76% 0.086%
59 19.915 2875 2878 2879 rBV3 12646 11792 0.45% 0.051%
60 19.939 2880 2882 2887 rVB5 14011 16544 0.63% 0.072%
61 20.439 2964 2967 2971 rBv4 21634 24805 0.95% 0.107%

62 20.903 3041 3046 3057 rBV2 346944 462406 17.64% 1.999%
63 21.203 3092 3097 3111 rBV 1744537 2387556 91.07% 10.320%
64 21.339 3117 3120 3125 rVB 63495 71475 2.73% 0.309%
65 21.762 3189 3192 3195 rBV 85998 106952 4.08% 0.462%

66 22.215 3266 3269 3277 rVB 144053 170076 6.49% 0.735%
67 22.709 3349 3353 3358 rVB 175814 228516 8.72% 0.988%
68 23.268 3441 3448 3457 rBV2 1108385 2102090 80.18% 9.086%
69 23.409 3465 3472 3482 rVB2 1375534 2621597 100.00% 11.332%
70 23.880 3548 3552 3560 rvB2 177816 329957 12.59% 1.426%

71 24.609 3671 3676 3686 rVB 156489 317578 12.11% 1.373%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019582.D

Acq On : 29 Mar 2019 16:34

Operator : JU/SJ

Sample - K2085-05

Misc :

ALS Vial : 5 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-BM032219MA_M
SVOA CALIBRATION

Sum of corrected areas: 23135208
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019582.D

Acq On : 29 Mar 2019 16:34

Operator : JU/SJ

Sample - K2085-05

Misc :

ALS Vial : 5 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: BM019582.D
1500000
1000000
10.36
500000
7.58
7.12
6.76.9 830 875 046 1000 | ..,
0_3;13 3.72 4.72 {&;.43[& 9.07 | l\ 10.69
e B e I A e i e et e B b
Time-> 3.00 350 4.00 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM019582.D
1500000
17.00
19.40
1000000 14.24
17.10
15.24
3.93
500000 13,66
1371 5.39 17.89
o || Hedew 451685196.146. M| 17.487778085L7 M@éﬁ ogpmmREs 2044
B i e S I e e 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: BM019582.D
2120
23.41
1500000
23.2)
1000000
5000001 20.90
099y 2271 U 23.88 24.61
21.76
21.34
O o o I o B o L e St B L e o e A O
Time--> 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 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\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019582.D

Acq On : 29 Mar 2019 16:34

Operator : JU/SJ

Sample - K2085-05

Misc :

ALS Vial : 5 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 Heptafluorobutanoic acid, h... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.90 3.87 ng/ul 462406 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 94
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
3 Heptafluorobutyric acid, n-penta... 424 C19H31F702 1000216-79-3 91
4 Trichloroacetic acid, hexadecyl ... 386 C18H33CI302 074339-54-1 91
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91
Abundance Scan 3045 (20.898 min): BM019582.D (-3041) (-) m/z 57.10 100.00%
57
5000
111
3 l 139 207 20.60 20.80 21.00 21.20
LA 1es 27 a8 T 783,05 93,210
m/z--> 50 100 150 200 250 300 350
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester
57
83
5000 AR RS RABES
111 20.60 20.80 21.00 21.20
- ‘ m/z 69.10 91.04%
L 0, "9 101210 238 p65083
m/z--> 50 100 150 200 250 300 350
Abundance #106400: 3-Eicosene, (E)-
57
83
20.60 20.80 21.00 21.20
5000 m/z 55.05 82.73%
29 111
1‘ L1 H 1 ‘\ | 139 167 196 204 252 280
m/z--> 50 100 150 200 250 300 350
Abundance #160783: Heptafluorobutyric acid, n-pentadecy! ester
43 20.60 20.80 21.00 21.20
m/z 43.05 79.09%
69
5000
97
— ‘.‘li‘. i. .J.Jl l\]:%ISIJ-ISle?gI i 2:!'OI — e ———
m/z--> 50 100 150 200 250 300 350 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019582.D

Acq On : 29 Mar 2019 16:34

Operator : JU/SJ

Sample - K2085-05

Misc :

ALS Vial : 5 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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.88 2.52 ng/ul 329957 Perylene-d12 23.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
2 Octadecane, 1-i1odo- 380 C18H371 000629-93-6 87
3 Hexadecane 226 C16H34 000544-76-3 86
4 Eicosane 282 C20H42 000112-95-8 81
5 Tetratetracontane 619 C44H90 007098-22-8 81
Abundance Scan 3552 (23.880 min): BM019582.D (-3548) (-) m/z 57.10 100.00%
85
5000
113 Bmmmmmmm
141169 207
,....,...J.Il,.i.l..,-....,....2?9.2]8?,.?2]8.3’,5?...,4.1.6..,..‘.‘5?9, m/z 71.10 85.93%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #142113: Heptadecane, 9-octyl-
g7
5000 85 AR RARAR AR AR AR

23. 60 23 80 24. OO 24 20
m/z 85.10 60.20%

113 239
. llﬂ 12141169197 239 567294 323 352
B o A BRI B it s e A E S m
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #151357: Octadecane, 1-iodo-
57

23 60 23.80 24.00 24.20

5000 85 m/z 43.10 52.22%
29
113 155
JM183211253
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #73966: Hexadecane e

23. 60 23 80 24. OO 24 20
m/z 55.00 23.17%

- Jj\‘Aw
141169 197 226

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

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019582.D

Acq On : 29 Mar 2019 16:34

Operator : JU/SJ

Sample - K2085-05

Misc :

ALS Vial : 5 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 3
R.T. EstConc Area Relative to ISTD R.T.

24 .61 2.42 ng/ul 317578 Perylene-d12 23.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonacosane 408 C29H60 000630-03-5 90
2 Tetracosane 338 C24H50 000646-31-1 87
3 Docosane 310 C22H46 000629-97-0 87
4 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 86
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 86

Abundance Scan 3676 (24.609 min): BM019582.D (-3671) (-) m/z 57.05 100.00%

207 N L B L N B B B
24.20 24.40 24.60 24.80 25.00

1 e

127
155183 250 297 341 417
B i S N LA S Y R By & B T B B0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158131: Nonacosane
57
5000 85 LI L L L L LB BB
24.20 24.40 24.60 24.80 25.00
m/z 85.10 55.08%
113
29 [~ 141 169 197 225 253 281 309 337365 408
A I e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #136481: Tetracosane
57
R e A ARE R
24.20 24.40 24.60 24.80 25.00
5000 85 m/z 43.10 51.50%
29 113
| ] J7°, 141 169 197 225 253 281 309 338
B i I e L e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #123095: Docosane L B n s S et
57 24.20 24.40 24.60 24.80 25.00
m/z 69.10 27.21%
- I IWJ\W
29
| ) B 141 160 197 225 253 281 310

m/z--> 50 100 150 200 250 300 350 400 450 24 20 24. 40 24 60 24. 80 25. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019582.D

Acq On : 29 Mar 2019 16:34

Operator : JU/SJ

Sample - K2085-05

Misc :

ALS Vial : 5 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]
Heptafluorobutano... 20.90 3.9 ng/ul 462406 5 21.20 2387560 20.0
(DEL) Alkane: Str... 23.88 2.5 ng/ul 329957 6 23.41 2621600 20.0
(DEL) Alkane: Str... 24.61 2.4 ng/ul 317578 6 23.41 2621600 20.0
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