LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM112918\
Data File : BM017793.D

Aca On : 29 Nov 2018 10:43

Operator : JU/SJ

Sample : J5945-17

Misc :

ALS Vial : 4 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-BM111918MA.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 3.181 30 33 45 rVB 80305 117077 0.77% 0.092%
2 4.781 297 305 315 rBV5 10634 22729 0.15% 0.018%
3 6.775 637 644 660 rBY 1714863 2888348 19.00% 2.280%
4 6.940 665 672 687 rVV 1503273 2248529 14.79% 1.775%
5 7.122 696 703 715 rBY 1803374 2896182 19.05% 2.286%
6 7.240 719 723 730 rVB4 6893 15478 0.10% 0.012%
7 7.587 774 782 791 rBV 940255 1526699 10.04% 1.205%
8 8.298 896 903 921 rVB 2333359 3790117 24.93% 2.992%
9 8.740 971 978 988 rBVY 1922948 3164881 20.81% 2.498%
10 9.134 1040 1045 1049 rBvV2 13671 20949 0.14% 0.017%

11 9.451 1089 1099 1112 rBV 1717651 2905357 19.11% 2.294%
12 9.987 1182 1190 1213 rBV 2444727 4281325 28.16% 3.380%
13 10.357 1244 1253 1261 rBV 1424901 2369593 15.58% 1.871%
14 10.504 1271 1278 1305 rBV 2244808 4387471 28.85% 3.464%
15 11.986 1524 1530 1537 rBv4 24411 57248 0.38% 0.045%

16 13.657 1807 1814 1819 rBV 5076348 6996041 46.01% 5.523%
17 13.704 1819 1822 1828 rVB 309287 427455 2.81% 0.337%
18 13.928 1852 1860 1872 rBV 5844371 8739317 57.47% 6.899%
19 14.145 1891 1897 1904 rVB 33391 48095 0.32% 0.038%
20 14.233 1904 1912 1923 rBV2 2199902 3284753 21.60% 2.593%

21 14.457 1944 1950 1971 rBV 1908104 3391891 22.31% 2.678%
22 14.763 1997 2002 2007 rVB6 16561 25959 0.17% 0.020%
23 15.045 2045 2050 2052 rBVZ2 17646 19219 0.13% 0.015%
24 15.098 2052 2059 2064 rVB2 94345 143978 0.95% 0.114%
25 15.239 2075 2083 2091 rBV 7130752 10616634 69.82% 8.381%

26 15.369 2099 2105 2118 rBV 2554182 3794021 24.95% 2.995%
27 15.474 2118 2123 2134 rVB2 90578 185478 1.22% 0.146%

28 15.657 2150 2154 2159 rBV5 15355 21658 0.14% 0.017%
29 15.963 2202 2206 2213 rVV 83853 141027 0.93% 0.111%
30 16.022 2213 2216 2219 rVB4 12554 16263 0.11% 0.013%
31 16.304 2258 2264 2268 rBV7 8648 18981 0.12% 0.015%
32 16.427 2281 2285 2290 rBV5 10841 19989 0.13% 0.016%
33 16.763 2337 2342 2347 rBV3 46582 78225 0.51% 0.062%

34 16.992 2374 2381 2390 rBV 2716670 3963119 26.06% 3.129%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM112918\
Data File : BM017793.D

Aca On : 29 Nov 2018 10:43

Operator : JU/SJ

Sample : J5945-17

Misc :

ALS Vial : 4 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
Title

Z :\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111918MA_M
SVOA CALIBRATION

35 17.092 2390 2398 2413 rVV 7757236 11340970 74.58% 8.953%

36 17.227 2418 2421 2428 rVBS8 8694 19856 0.13% 0.016%
37 17.398 2446 2450 2457 rBV5 22359 46162 0.30% 0.036%
38 17.498 2463 2467 2474 rBV2 21846 27042 0.18% 0.021%
39 17.774 2508 2514 2521 rBV6 11778 26179 0.17% 0.021%

40 17.904 2530 2536 2553 rBVY 601740 1004792 6.61% 0.793%

41 18.186 2579 2584 2590 rVB6 17653 28316 0.19% 0.022%
42 18.768 2678 2683 2690 rBV3 70197 129409 0.85% 0.102%
43 19.027 2722 2727 2731 rBY 96820 151472 1.00% 0.120%
44 19.062 2731 2733 2736 rVB4 17638 21056 0.14% 0.017%
45 19.186 2750 2754 2764 rBVY 309600 515198 3.39% 0.407%

46 19.280 2766 2770 2775 rVB 84110 119595 0.79% 0.094%
47 19.398 2783 2790 2802 rBV 10334474 13943893 91.70% 11.007%

48 19.751 2847 2850 2853 rVB5 17263 16357 0.11% 0.013%
49 19.786 2853 2856 2860 rBV4 25608 30278 0.20% 0.024%
50 20.198 2923 2926 2930 rBV5 28406 32784 0.22% 0.026%
51 20.451 2966 2969 2973 rBV5 26274 34248 0.23% 0.027%

52 20.915 3044 3048 3060 rBV 380582 611692 4.02% 0.483%
53 21.192 3090 3095 3105 rVB 3472822 4633538 30.47% 3.658%
54 21.351 3120 3122 3127 rBV5 59398 78174 0.51% 0.062%
556 21.780 3192 3195 3198 rBV2 106580 120311 0.79% 0.095%

56 22.227 3268 3271 3279 rVB 216167 281023 1.85% 0.222%
57 22.356 3289 3293 3297 rVB 118999 157255 1.03% 0.124%
58 22.721 3351 3355 3362 rVB 243319 336639 2.21% 0.266%
59 23.245 3436 3444 3458 rVB 8085042 15205468 100.00% 12.003%
60 23.380 3460 3467 3479 rVB 2240015 4168433 27.41% 3.291%

61 23.886 3549 3553 3561 rVB 277044 463159 3.05% 0.366%
62 24.597 3670 3674 3683 rVB2 237740 509551 3.35% 0.402%

Sum of corrected areas: 126676936
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM112918\
Data File : BM017793.D

Aca On : 29 Nov 2018 10:43

Operator : JU/SJ

Sample : J5945-17

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111918MA_M
SVOA CALIBRATION

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

Abundance TIC: BM017793.D
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Abundance TIC: BM017793.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM112918\
Data File : BM017793.D

Aca On : 29 Nov 2018 10:43

Operator : JU/SJ

Sample : J5945-17

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111918MA_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 1
R.T. EstConc Area Relative to ISTD R.T.
17.90 5.07 ng/ul 1004790 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
3 Tridecanoic acid 214 C13H2602 000638-53-9 95
4 Tridecanoic acid 214 C13H2602 000638-53-9 91
5 Pentadecanoic acid 242 C15H3002 001002-84-2 83

Abundance Scan 2535 (17.898 min): BM017793.D (-2530) (-) m/z 73.00 100.00%

43.1

74.0
5000
129.1
97.1 213.2 L B e e N
157.1 185.2 256.2 . 1760 17.80 18.00 18.20
_— : m/z 60.00 82.23%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
73.0
2560 LA L L L L L L L LB B

5000
17. 60 17. 80 18 00 18. 20

213.0 m/z 43.10 78.23%

l‘ I! ' 1570 1880 |
IIIIII III
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
43.0

17.60 17.80 18.00 18.20

5000 730 m/z 41.05 70.86%
97.0 129.0 256.0
S W A O S
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #65565: Tridecanoic acid
73.0 17.60 17.80 18.00 18.20
43.0 m/z 55.05 67.58%
5000 129.0
171.0
e Lo
L ) uh..ww N S N N
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\HPCHEMI\BNA M\DATA\BM112918\
Data File : BM017793.D

Aca On : 29 Nov 2018 10:43

Operator : JU/SJ

Sample : J5945-17

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111918MA_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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.19 2.22 ng/ul 515198 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 98
3 Octadecanoic acid 284 C18H3602 000057-11-4 96
4 Octadecanoic acid 284 C18H3602 000057-11-4 96
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91

Abundance Scan 2755 (19.192 min): BM017793.D (-2750) (-) m/z 73.05 100.00%

5000
185.1 241.2

18.80 19.00 19.20 19.40 19.60
m/z 43.05 96.23%

355.2

m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid

5000
18.80 19.00 19.20 19.40 19.60

1850 5419 2840 m/z 60.00 76.18%
1570l | 2130 [

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

Abundance #108841: Octadecanoic acid
43.0
R RE e  ABARANEERES
18.80 19.00 19.20 19.40 19.60
5000 m/z 41.10 72.61%
129 0 284.0
‘ ‘ \ 185.0 241.0
10 AL .H o | pono T | -
m/z--> 150 200 250 300 350
Abundance #108842. Octadecanoic acid AN e E s LR e Lo
43.0 18.80 19.00 19.20 19.40 19.60
73.0 284.0 m/z 57.05 70.73%
5000 1290

H } 185.0 241.0
1.5".0‘. .‘ AN I“ dl ?h L) J:\lﬁ‘?'olt .“. 21.3'.9‘. .{ - .{.
m/z--> 150 200 250 300 350 18.80 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM112918\
Data File : BM017793.D

Aca On : 29 Nov 2018 10:43

Operator : JU/SJ

Sample : J5945-17

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111918MA_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 Heptafluorobutanoic acid, h... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.92 2.64 ng/ul 611692 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
2 Cvclotetradecane 196 C14H28 000295-17-0 93
3 Cvclohexadecane 224 C16H32 000295-65-8 92
4 17-Pentatriacontene 491 C35H70 006971-40-0 91
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 90
Abundance Scan 3049 (20.921 min): BM017793.D (-3044) (-) m/z 57.05 100.00%

571.0 83.0
5000 111.1

139.2 167 2 207.1 2392 268.2 301.1 3411 20 60 20 80 21. 00 21 20

ot b2l 1 23929002 S04 ALY Tm/z 55.10  88.18%

m/z--> 50 100 150 200 250 300
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester
571.0
83.0

111.0 20.60 20.80 21.00 21.20
m/z 83.05 87.40%

29.0 }
139.0 169.0 238.0
0 o A L G -1 NN
m/z--> 50 100 150 200 250 300
Abundance #53619: Cyclotetradecane
53.0

83.0 20.60 20.80 21.00 21.20
5000 m/z 43.05 87.17%
20.0 ‘ 111.0
196.0
AN ) | amotssot®e
m/z--> 50 100 150 200 250 300
Abundance #72491: Cyclohexadecane T T T T T T
58.0 830 20.60 20.80 21.00 21.20

m/z 97.10 83.24%

5000
29.0 111.0
....,...,.. ,....,....,....,....,

m/z--> 50 100 150 200 250 300 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM112918\
Data File : BM017793.D

Aca On : 29 Nov 2018 10:43

Operator : JU/SJ

Sample : J5945-17

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111918MA_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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

23.89 2.22 ng/ul 463159 Perylene-d12 23.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 3554 (23.892 min): BM017793.D (-3549) (-) m/z 57.10 100.00%

57,

—

1
131
. 1910239 5 295 1 387 1 475.2

5000
23.60 23.80 24.00 24.20
S ¥ ...,...+,.A...,.... L m/z 71.10 75.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107651: Eicosane
5000 T T T T 1 17 TTTT TT 1T T 1T

23. 60 23. 80 24. OO 24 20
m/z 85.10 59.73%

13.0 169.0 225.0 282.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl-
57.0

%

23.60 23.80 24.00 24.20
5000 m/z 43.10 58.73%

113.0
L.+, 183.0 239.0 296.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

%

Abundance #172957: Tetratetracontane B R e
57.0 23.60 23.80 24.00 24.20
m/z 55.10 27.76%
5000
13. O
169 0 225 0 281. 0 337.0 393.0 449.0 505.0 562.0 617.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 23. 60 23. 80 24. 00 24 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM112918\
Data File : BM017793.D

Aca On : 29 Nov 2018 10:43

Operator : JU/SJ

Sample : J5945-17

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111918MA_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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2460 2.44 ng/ul 509551 Perylene-d12 23.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Eicosane 282 C20H42 000112-95-8 95
3 Octadecane 254 C18H38 000593-45-3 94
4 Eicosane 282 C20H42 000112-95-8 94
5 Heneicosane 296 C21H44 000629-94-7 93

Abundance Scan 3674 (24.597 min): BM017793.D (-3670) (-) m/z 57.10 100.00%

5000

24.20 24.40 24.60 24.80 25.00
m/z 71.10 66.80%

141.1

210.0 265.1 387.2 430.3

328.1 489.2

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #115569: Heneicosane
57.0
5000 LA L Y LB L LB
24, 20 24, 40 24 60 24. 80 25 00
0.0 m/z 43.10 57.79%
141.0
g | |44y iiiss0me0 200
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #107652: Eicosane
57.0
R AEREREREEE SRS
24.20 24.40 24.60 24.80 25.00
5000 m/z 85.10 46.20%
9.0
|y Ly 50 1410 282.0
e e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #91037: Octadecane
57.0 24.20 24.40 24.60 24.80 25.00
m/z 55.10 23.84%
5000
.0
}41 .0 183.0 254 0

m/z--> 0 50 100 150 200 250 300 350 400 450 24. 20 24. 40 24 60 24. 80 25 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM112918\
Data File : BM017793.D

Acq On : 29 Nov 2018 10:43

Operator : JU/SJ

Sample - J5945-17

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111918MA_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 17.90 5.1 ng/ul 1004790 4 16.99 3963120 20.0
Octadecanoic acid 19.19 2.2 ng/ul 515198 5 21.19 4633540 20.0
Heptafluorobutano... 20.92 2.6 ng/ul 611692 5 21.19 4633540 20.0
(DEL) Alkane: Str... 23.89 2.2 ng/ul 463159 6 23.38 4168430 20.0
(DEL) Alkane: Str... 24.60 2.4 ng/ul 509551 6 23.38 4168430 20.0
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