LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120817\
Data File : BM013286.D

Aca On : 09 Dec 2017 01:46

Operator : SJ/JU

Sample : 16759-14

Misc :

ALS Vial : 24 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

4.846 295 299 305 rBvV2 58776 88585 2.01% 0.172%
6.869 635 643 654 rvB2 571953 1026713 23.35% 1.994%
rBv 412153 630689 14.34% 1.225%
7.228 697 704 714 rBV 586870 918701 20.89% 1.784%
7.692 776 783 792 rVB 803660 1262781 28.72% 2.453%
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8.398 896 903 910 rBV 682776 1073398 24.41% 2.085%
8.845 971 979 988 rBV 566562 923246 21.00% 1.793%
rBv 466901 782761 17.80% 1.520%
10.098 1183 1192 1199 rBV 758658 1283060 29.18% 2.492%
10.469 1249 1255 1264 rBV 1069760 1830111 41.62% 3.554%
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11 10.610 1272 1279 1289 rBV 636094 1099021 24.99% 2.134%
12 12.004 1510 1516 1522 rBV 127730 200386 4_56% 0.389%
13 12.692 1626 1633 1637 rBV5 27080 46187 1.05% 0.090%
14 13.751 1806 1813 1817 rBV 1458078 2096228 47.67% 4.071%
15 13.792 1817 1820 1830 rVB 226367 325375 7.40% 0.632%

16 14.021 1850 1859 1871 rBV 1580628 2446256 55.63% 4._.751%
17 14.239 1892 1896 1900 rBV2 64518 80907 1.84% 0.157%
18 14.333 1905 1912 1920 rBV3 1783859 2658507 60.46% 5.163%
19 14.545 1941 1948 1962 rBV 632727 1066559 24.25% 2.071%
20 15.145 2045 2050 2054 rBV 59038 83838 1.91% 0.163%

21 15.198 2054 2059 2064 rVB 87212 111141 2.53% 0.216%
22 15.327 2074 2081 2088 rBV 2080226 2957932 67.27% 5.745%
23 15.457 2097 2103 2114 rBV 555154 813359 18.50% 1.580%
24 15.568 2116 2122 2125 rBV2 26387 45671 1.04% 0.089%
25 16.057 2200 2205 2209 rBVZ2 80988 127858 2.91% 0.248%

26 16.733 2315 2320 2331 rBv4 81404 144410 3.28% 0.280%
27 16.851 2336 2340 2346 rBV2 68837 103678 2.36% 0.201%
28 17.080 2373 2379 2385 rBV2 2370888 3424553 77.88% 6.651%
29 17.180 2390 2396 2407 rVB 2525739 3477780 79.09% 6.754%

30 17.592 2462 2466 2470 rVB2 57163 69702 1.59% 0.135%
31 17.762 2491 2495 2499 rVB6 32613 48331 1.10% 0.094%
32 17.986 2528 2533 2540 rBV 453055 644027 14.65% 1.251%
33 18.280 2579 2583 2587 rBV3 60142 88844 2.02% 0.173%
34 18.915 2688 2691 2700 rVB9 29794 51277 1.17% 0.100%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120817\
Data File : BM013286.D

Aca On : 09 Dec 2017 01:46

Operator : SJ/JU

Sample : 16759-14

Misc :

ALS Vial : 24 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 19.139 2720 2729 2737 rBV2 168414 353276 8.03% 0.686%

36 19.268 2747 2751 2759 rBV 317760 477206 10.85% 0.927%
37 19.480 2781 2787 2794 rBV 2953420 4238813 96.40% 8.233%
38 19.533 2794 2796 2800 rVB4 91348 109783 2.50% 0.213%
39 20.392 2939 2942 2944 rBV4 54090 68708 1.56% 0.133%
40 20.521 2960 2964 2967 rBV4 58817 87884 2.00% 0.171%

41 20.992 3040 3044 3050 rvB 360131 467565 10.63% 0.908%
42 21.268 3086 3091 3096 rBV 3489292 4397306 100.00% 8.540%
43 21.868 3190 3193 3194 rBV3 78617 96353 2.19% 0.187%
44 22.327 3268 3271 3279 rVB8 117371 174134 3.96% 0.338%
45 22.450 3289 3292 3297 rVB 206611 276244 6.28% 0.537%

46 22.827 3352 3356 3361 rBV2 248287 458357 10.42% 0.890%
47 23.356 3440 3446 3459 rVB 2244715 4381483 99.64% 8.510%
48 23.497 3463 3470 3482 rVB2 2011921 3869745 88.00% 7.516%

Sum of corrected areas: 51488729
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120817\
Data File : BM013286.D

Aca On : 09 Dec 2017 01:46

Operator : SJ/JU

Sample : 16759-14

Misc :

ALS Vial : 24 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: BM013286.D
3500000

3000000
2500000
2000000

1500000
10.47

7.69
6.87 7.23 8.40 8.85 10.10 0.61

500000 7.03 9.56
| L
0 A

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM013286.D

3500000

1000000

19.48
3000000
2500000 17.08
15.33
2000000 14.33

4.02
1500000 13.75

1000000

500000

1618385

o 5.57 16.06
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: BM013286.D

3500000 2n27

3000000
23.36

2500000 b3.50
2000000
1500000

1000000

500000

O

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 : BM013286.D

Aca On : 09 Dec 2017 01:46

Operator : SJ/JU

Sample : 16759-14

Misc :

ALS Vial : 24 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 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.00 2.19 ng/ul 200386 Naphthalene-d8 10.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tebuthiuron 228 C9H16N40S 034014-18-1 37
2 Tebuthiuron 228 C9H16N40S 034014-18-1 37
3 Chloroxvlenol 156 C8HOCIO 000088-04-0 32
4 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 30
5 Benzene, 2,5-cyclohexadien-1-yl- 156 C12H12 004794-05-2 28
Abundance Scan 1515 (11.998 min): BM013286.D (-1510) (-) m/z 156.00 100.00%
156.0
5000 115.1
78.0
52.0 ‘ 11,60 11.80 12.00 12.20 12.40
et :'...1....,....|,....,... 082809 a7 115,10 45.77%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84859: Tebuthiuron
156.0
5000 A U N A B
11.60 11.80 12.00 12.20 12.40
74.0 m/z 158.00 38.42%
530 | 1000 1200 |
miz-> 20 40 60 éo 100 150 140 1éo 180 200 220 240 260 280
Abundance
156.0
11,60 11.80 12.00 12.20 12.40
5000 m/z 78.00 31.55%
74.0
41.0
101.0 129.0
mmmwwwwwwm
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28903: Chloroxylenol
121.0  156.0 11.60 11.80 12.00 12.20 12.40
m/z 171.10 29.90%
5000
39.0 91.0
‘ 650
‘\‘ |‘|“M‘|“:‘|||||||||||||||||||||‘|||||||||||||||||||||||||||| =
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1160 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120817\
Data File : BM013286.D

Aca On : 09 Dec 2017 01:46

Operator : SJ/JU

Sample : 16759-14

Misc :

ALS Vial : 24 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 2 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.99 3.76 ng/ul 644027 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 97
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 70

Abundance Scan 2534 (17.992 min): BM013286.D (-2528) (-) m/z 73.05 100.00%

5000

185.1
157.1 17.60 17.80 18.00 18.20 18.40

3268 "m/z 43.10 90.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 2560 T T 1T TT T T[T T 1T TT T T TT

17.60 17.80 18.00 18,20 18.40
m/z 41.10 82.52%

213.0

157.0 185.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
60.0
B S e e
17.60 17.80 18.00 18.20 18.40
5000 129.0 m/z 55.10 72.90%
85.0

157.0 185.0 213.0 256.0

WWWWTWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95851: Pentadecanoic acid e e e e
43.0 ,73.0 17.60 17.80 18.00 18.20 18.40

m/z 60.00 72 .83%

:

5000 129.0

—

A
T

15.0 '
; P ey ,
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 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 : BM013286.D

Aca On : 09 Dec 2017 01:46

Operator : SJ/JU

Sample : 16759-14

Misc :

ALS Vial : 24 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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.27 2.17 ng/ul 477206 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid 284 C18H3602 000057-11-4 98
3 Octadecanoic acid 284 C18H3602 000057-11-4 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 95
5 Pentadecanoic acid 242 C15H3002 001002-84-2 81
Abundance Scan 2751 (19.268 min): BM013286.D (-2747) (-) m/z 43.10 100.00%
431 730
0 T M\/\J—\A’L
185.1 241.2
2419 19!00 19)20 19)40 19!60
- m/z 73.00 90.57%
m/z--> 50 100 150 200 250 300
Abundance #131258: Octadecanoic acid
43.0 73.0
5000 129.0 SRR SN BN B
19.00 19.20 19.40 19.60
. 1850 o410 2840 m/z 55.10 81.34%
1.5'.0“. \I “I ‘ ?I M ) ‘.‘1|5‘7..0.‘ .“. \2]:3'|0\| .“ —— .“. ———
m/z--> 50 100 150 200 250 300
Abundance
43.0,73.0
119.00 19.20 19.40 19.60
5000 129.0 m/z 59.95 79.30%
185.0 241.0 2840
°p.0 157.0 213.0
m/z--> 55 160 1éo 260 2éo 360
Abundance #131262: Octadecanoic acid
73.0 19.00 19.20 19.40 19.60
43.0 m/z 41.10 78.38%
129.0
5000 284.0
185.0 241.0
‘9?0 157.0 ‘ 213.0
III\MJM\I.\.lJlllwl'lllwl\II\'I‘\I .‘,‘...{.l....l A e
m/z--> 50 100 150 200 250 300 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 : BM013286.D

Aca On : 09 Dec 2017 01:46

Operator : SJ/JU

Sample : 16759-14

Misc :

ALS Vial : 24 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: Cyclic20.99 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.99 2.13 ng/ul 467565 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 96
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 93
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 93
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 91
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 91
Abundance Scan 3044 (20.992 min): BM013286.D (-3040) (-) m/z 43.05 100.00%
43.0
83.0
5000
LN AU SR B
20.60 20.80 21.00 21.20 21.40
269.0 311.2 357.3 4148 m/z 57.05 96 . 64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127768: Cycloeicosane
58.0
5000 AU SRR N
20.60 20.80 21.00 21.20 21.40
m/z 69.10  81.38%
L “ I “\ 1390 1820 2240 2800
m/z--> 50 15 200 250 300 350 400
Abundance
43.0
83.0 LN AU SR B
20.60 20.80 21.00 21.20 21.40
5000 m/z 55.05 79 .39%
125.0
196.0
m/z--> 50 100 15 200 250 300 350 400
Abundance #227401: Heptadecy! heptafluorobutyrate L R,
57.0 20.60 20.80 21.00 21.20 21.40
m/z 83.05 74.81%
97.0
5000
2500, J me%mo@Omm
m/z--> 50 100 150 200 250 300 350 400 20,60 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM120817\
Data File : BM013286.D

Acq On : 09 Dec 2017 01:46

Operator : SJ/JU

Sample - 16759-14

Misc :

ALS Vial : 24 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]
unknown-01 12.00 2.2 ng/ul 200386 2 10.47 1830110 20.0
n-Hexadecanoic acid 17.99 3.8 ng/ul 644027 4 17.08 3424550 20.0
Octadecanoic acid 19.27 2.2 ng/ul 477206 5 21.27 4397310 20.0
(DEL) Alkane: Cyc... 20.99 2.1 ng/ul 467565 5 21.27 4397310 20.0
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