LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120817\
Data File : BM013292.D

Aca On : 09 Dec 2017 05:20

Operator : SJ/JU

Sample : 16758-14

Misc :

ALS Vial : 30 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 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:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017.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

4.851 296 300 309 rvB2 36042 59168 1.09% 0.097%
6.381 556 560 571 rvB2 42374 75953 1.40% 0.125%
rvB2 768937 1387163 25.51% 2.279%
7.034 664 671 678 rBvV 570252 877493 16.13% 1.441%
7.228 697 704 711 rBV 776048 1230104 22.62% 2.021%
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7.692 774 783 790 rBV 763801 1207401 22.20% 1.983%
8.398 894 903 912 rBV 935841 1499213 27.57% 2.463%
rBv 795779 1314830 24.18% 2.160%
9.563 1094 1101 1109 rBV 664015 1142489 21.01% 1.877%
10.092 1185 1191 1201 rBY 1001882 1697013 31.20% 2.788%
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11 10.469 1248 1255 1261 rBV 1099717 1832536 33.69% 3.010%
12 10.522 1261 1264 1269 rVV 65698 97077 1.78% 0.159%
13 10.610 1272 1279 1295 rBV 774872 1389544 25.55% 2.283%
14 13.745 1806 1812 1817 rBV 1893859 2706497 49.76% 4._.446%
15 13.792 1817 1820 1828 rVB 227224 313150 5.76% 0.514%

16 14.021 1850 1859 1870 rBV 2172076 3229807 59.39% 5.305%
17 14.239 1892 1896 1902 rVB2 56032 70355 1.29% 0.116%
18 14.333 1904 1912 1919 rBV2 1669466 2562568 47.12% 4_.209%
19 14.545 1939 1948 1958 rBV 840514 1358254 24.97% 2.231%
20 15.192 2055 2058 2064 rVB2 70021 88469 1.63% 0.145%

21 15.327 2075 2081 2087 rBV 2695795 3861874 71.01% 6.344%
22 15.451 2097 2102 2115 rBV 811459 1176801 21.64% 1.933%
23 15.568 2115 2122 2127 rBV4 32601 77567 1.43% 0.127%
24 16.057 2200 2205 2212 rBV2 75621 121611 2.24% 0.200%
25 17.080 2372 2379 2384 rBV2 2331993 3367136 61.91% 5.531%

26 17.121 2384 2386 2390 rVvVv 157716 192598 3.54% 0.316%
27 17.180 2390 2396 2407 rVB 3055217 4338510 79.77% 7.127%
28 17.986 2528 2533 2542 rBV2 397038 551160 10.13% 0.905%
29 19.015 2704 2708 2715 rBV7 26858 67390 1.24% 0.111%
30 19.139 2721 2729 2738 rBV2 249412 493823 9.08% 0.811%

31 19.268 2747 2751 2759 rBV3 369167 529520 9.74% 0.870%
32 19.480 2780 2787 2795 rBV 3610502 5383187 98.98% 8.843%
33 20.156 2898 2902 2906 rBV7 45472 75068 1.38% 0.123%
34 20.533 2961 2966 2969 rBV6 153075 191554 3.52% 0.315%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120817\
Data File : BM013292.D

Aca On : 09 Dec 2017 05:20

Operator : SJ/JU

Sample : 16758-14

Misc :

ALS Vial : 30 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 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

Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM113017 .M
SVOA CALIBRATION

Method
Title

35 20.992 3040 3044 3049 rBvV 369555 472232 8.68% 0.776%

36 21.192 3076 3078 3082 rVB 67684 72459 1.33% 0.119%
37 21.268 3085 3091 3096 rBV 3438661 4619780 84.94% 7.589%
38 21.880 3191 3195 3201 rVB7 174318 281898 5.18% 0.463%
39 22.827 3351 3356 3361 rBV 450699 803543 14.77% 1.320%
40 23.356 3440 3446 3459 rVB2 2689845 5438614 100.00% 8.934%

41 23.497 3463 3470 3477 rBV 2077741 3847885 70.75% 6.321%
42 24.033 3557 3561 3569 rvB2 269318 504747 9.28% 0.829%
43 24.115 3572 3575 3581 rVBS5 149154 268564 4.94% 0.441%

Sum of corrected areas: 60876605
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120817\
Data File : BM013292.D

Aca On : 09 Dec 2017 05:20

Operator : SJ/JU

Sample : 16758-14

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM013292.D
3500000

3000000
2500000
2000000

1500000

10.47
8.40 10.09
1000000 6.87 7.23  7.69 8.85 0.61

7.03 9.56
500000
4.85 6.38 10.
0 e

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM013292.D

3500000 1948
17.18

3000000
15.33
2500000 17.d8
14.02

2000000 13.74
14.33

1500000

1000000 14.54 5.45

17.99 19.27
500000 g Al 195 1 205
14. 1518 s 57 16,06 t 19. -

Ol e e e A e e e T T

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM013292.D

3500000 2127

23.36
3000000

2500000 $3.50
2000000
1500000

1000000

500000

T

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120817\
Data File : BM013292.D

Aca On : 09 Dec 2017 05:20

Operator : SJ/JU

Sample : 16758-14

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M
Quant Title : 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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

17.99 3.27 ng/ul 551160 Phenanthrene-d10 17.08
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 98
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 Octadecanoic acid 284 C18H3602 000057-11-4 81

Abundance Scan 2534 (17.992 min): BM013292.D (-2528) (-) m/z 73.05 100.00%

430 730
5000 129.1

17.60 17.80 18.00 18.20 18.40
m/z 43.05  85.99%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0

17.60 17.80 18.00 18.20 18.40

0
1570 1e50 2130 2560 m/z 59.95 78.76%
40
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
R BAEEE e
17.60 17.80 18.00 18.20 18.40
5000 256.0 m/z 55.10 72.19%
129.0
97.0 213.0
157.0 185.0
236.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 |, 73.0 17.60 17.80 18.00 18.20 18.40
m/z 41.05 63.19%
5000 129.0

15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120817\
Data File : BM013292.D

Aca On : 09 Dec 2017 05:20

Operator : SJ/JU

Sample : 16758-14

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M
Quant Title : 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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.27 2.29 ng/ul 529520 Chrysene-di12 21.27
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 96
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Octadecanoic acid 284 C18H3602 000057-11-4 90
5 Tetradecanoic acid 228 C14H2802 000544-63-8 86

Abundance Scan 2751 (19.268 min): BM013292.D (-2747) (-) m/z 73.10 100.00%

430 731

129.1

5000

%

19.00 19.20 19.40 19.60
m/z 43.05 94.99%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73.0

43.0
129.0

5

5000 2840 LA L L L L L LB
19. 00 19. 20 19. 40 19 60
m/z 57.05 76.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 73.0
PR T T e
19.00 19.20 19.40 19.60
5000 129.0 m/z 41.05 71.37%
97.0 185.0 2410 284.0
15.0 157.0 213.0
mﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid R e MO
73.0 19.00 19.20 19.40 19.60
43.0 m/z 55.05 70.82%
5000 129.0

%

185.0 228.0
W |
: ‘\ ‘ y ‘ H lH\ H \1570\ !

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19. 00 19. 20 19. 40 19 60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120817\
Data File : BM013292.D

Aca On : 09 Dec 2017 05:20

Operator : SJ/JU

Sample : 16758-14

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M
Quant Title : 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 Octadecyl trifluoroacetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.99 2.04 ng/ul 472232 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 90
2 9-Eicosene. (EBE)- 280 C20H40 074685-29-3 89
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 81
4 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 81
5 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 81
Abundance Scan 3044 (20.992 min): BM013292.D (-3040) (-) m/z 43.10 100.00%
431 831
5000
LN AU SR B
20.60 20.80 21.00 21.20 21.40
282.1 357.1
4291 "m/z 57.05 91.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194196: Octadecyl trifluoroacetate
57.0
5000 AU AU SRR BN
20.60 20.80 21.00 21.20 21.40
m/z 55.10 91.55%
\‘ \‘ I H‘ H‘ \ \ i 3?0” 182'0 252 0 297.0 348.0
m/z--> 50 150 200 250 360 350 400
Abundance
57.0
97.0 20.60 20.80 21.00 21.20 21.40
5000 m/z 83.10 83.95%
25.0 1390 181.0 223.0  280.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester R e e e R
57.0 20.60 20.80 21.00 21.20 21.40
970 m/z 97.05 75 .53%
Lild, 11390 1820 2380 2830 384.0
m/z--> 50 100 150 200 250 300 350 400 20,60 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120817\
Data File : BM013292.D

Aca On : 09 Dec 2017 05:20

Operator : SJ/JU

Sample : 16758-14

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M
Quant Title : 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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24 .03 2.62 ng/ul 504747 Perylene-d12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
2 Octacosane 394 C28H58 000630-02-4 80
3 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 80
4 Heptacosane 380 C27H56 000593-49-7 80
5 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 64
Abundance Scan 3561 (24.033 min): BM013292.D (-3557) (-) m/z 57.10 100.00%
57.1
e “\/j\Aw
3.2 2380 24.00 24.20 24.40
s 326.0 371.3415.1 461.1503.0 549.2 n/z 71.10 86 76%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 AR UM UL UL AR
23.80 24.00 24.20 24.40
m/z 43.10 72 .46%
11! ‘\ | 141 01830 239.0 296.0
m/z--> 50 100 1éo 200 250 300 350 400 450 500 550
Abundance
57.0
2380 24.00 24.20 24.40
5000 m/z 85.10 60.20%
99.0
141.0183. 0225 0 281. 0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38349: Decane, 3,8-dimethyl- R G Rr ma e e e e s S
57.0 23.80 24.00 24.20 24.40
m/z 55.10 32.70%
o WW‘/\M/’AJ\\‘)V\N\AM
9‘-? 141.0
|
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.80 24.00 24.20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM120817\
Data File : BM013292.D

Acq On : 09 Dec 2017 05:20

Operator : SJ/JU

Sample - 16758-14

Misc :

ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .M
Quant Title : 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]
n-Hexadecanoic acid 17.99 3.3 ng/ul 551160 4 17.08 3367140 20.0
Octadecanoic acid 19.27 2.3 ng/ul 529520 5 21.27 4619780 20.0
Octadecyl trifluo... 20.99 2.0 ng/ul 472232 5 21.27 4619780 20.0
(DEL) Alkane: Str... 24.03 2.6 ng/ul 504747 6 23.50 3847890 20.0
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