LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013256.D

Aca On : 07 Dec 2017 22:50

Operator : SJ/JU

Sample : 16719-03

Misc :

ALS Vial : 18 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
1 3.240 22 26 32 rvB2 44191 58669 1.38% 0.115%
2 6.875 635 644 656 rVB 893422 1554398 36.60% 3.050%
3 7.040 665 672 680 rVB 679630 1020535 24.03% 2.003%
4 7.234 697 705 713 rBV 948610 1477640 34.79% 2.899%
5 7.698 775 784 791 rBV 778797 1218728 28.70% 2.391%
6 8.404 898 904 919 rVB 1123448 1767882 41.63% 3.469%
7 8.851 969 980 987 rBV 868786 1421805 33.48% 2.790%
8 8.975 996 1001 1006 rBVv4 25728 43961 1.04% 0.086%
9 9.569 1095 1102 1109 rBV 715269 1223633 28.81% 2.401%
10 10.104 1185 1193 1201 rBVY 1115988 1851576 43.60% 3.633%

11 10.475 1249 1256 1264 rBV 963432 1626000 38.29% 3.191%
12 10.616 1270 1280 1291 rBV 1007624 1718315 40.46% 3.372%
13 13.751 1807 1813 1818 rBV 1732342 2483659 58.48% 4._.873%
14 13.798 1818 1821 1830 rVB 602874 796889 18.76% 1.564%
15 14.027 1852 1860 1867 rBV 2080496 3035844 71.48% 5.957%

16 14.186 1880 1887 1892 rBV4 32748 75869 1.79% 0.149%
17 14.245 1893 1897 1902 rVB 62526 84955 2.00% 0.167%
18 14.339 1906 1913 1921 rBV2 1250815 2000808 47.11% 3.926%
19 14.551 1941 1949 1959 rBvV 733987 1144335 26.95% 2.245%
20 15.145 2046 2050 2055 rBV 37164 59154 1.39% 0.116%

21 15.204 2055 2060 2064 rVB 67736 90152 2.12% 0.177%
22 15.333 2076 2082 2090 rVB 2412755 3506087 82.56% 6.880%
23 15.463 2097 2104 2110 rBV 635352 880833 20.74% 1.728%

24 15.574 2119 2123 2133 rBV7 33050 78023 1.84% 0.153%
25 16.063 2203 2206 2214 rVB2 58251 90114 2.12% 0.177%
26 16.857 2336 2341 2346 rBv4 46713 69405 1.63% 0.136%

27 17.086 2374 2380 2386 rBV2 1677351 2353779 55.42% 4.619%
28 17.186 2391 2397 2405 rVB2 2661117 3745266 88.19% 7.349%
29 17.992 2529 2534 2542 rBV2 416194 587224 13.83% 1.152%

30 19.121 2722 2726 2729 rBV3 52541 75937 1.79% 0.149%
31 19.151 2729 2731 2739 rVBS8 23250 45365 1.07% 0.089%
32 19.274 2745 2752 2760 rBV2 215815 341481 8.04% 0.670%
33 19.368 2764 2768 2772 rVB3 31443 45078 1.06% 0.088%

34 19.486 2782 2788 2794 rBV 3169107 4246864 100.00% 8.333%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013256.D

Aca On : 07 Dec 2017 22:50

Operator : SJ/JU

Sample : 16719-03

Misc :

ALS Vial : 18 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:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM113017 .M
Title = SVOA CALIBRATION
35 19.539 2794 2797 2803 rVB5 66548 83733 1.97% 0.164%

36 20.992 3040 3044 3050 rBvV 408678 511985 12.06% 1.005%
37 21.274 3087 3092 3100 rBV 2088881 2601662 61.26% 5.105%
38 21.868 3191 3193 3201 rVB4 114335 164480 3.87% 0.323%
39 21.980 3210 3212 3217 rVB3 116712 142024 3.34% 0.279%
40 23.368 3441 3448 3459 rVB2 2257571 4232257 99.66% 8.305%

41 23.503 3465 3471 3481 rVB 1327650 2406465 56.66% 4.722%

Sum of corrected areas: 50962869
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

TIC Libra
TIC Integ

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEMI\BNA M\DATA\BM120717\
BM0O13256.D

07 Dec 2017 22:50

SJ/JU

16719-03

18 Sample Multiplier: 1

hod
le

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.M
SVOA CALIBRATION

ry C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P
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TIC: BM013256.D
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Time-->
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2500000
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TIC: BM013256.D
19,49

17.19
15.33

14.03

13.75 17.0

14.34

14.55

80 15.46

17.99

19.27]
1954

|/ 152180 fi5.57  16.06 16.86

Time-->

ok
12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BM013256.D

23.37

21.27

?3.50

20.99
2128798

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\BM120717\
Data File : BM013256.D

Aca On : 07 Dec 2017 22:50

Operator : SJ/JU

Sample : 16719-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.M
SVOA CALIBRATION

Quant Method
Quant Title

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 4.99 ng/ul 587224 Phenanthrene-d10 17.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 95
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Dodecanoic acid 200 C12H2402 000143-07-7 76

Abundance Scan 2534 (17.992 min): BM013256.D (-2529) (-) m/z 73.05 100.00%

281.9 17.60 17.80 18.00 18.20 18.40
o 1 m/z 43.05 81.38%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0

17.60 17.80 18.00 18.20 18.40
256.0 m/z 41.05 77.63%

83.0
J“ 157.0 1850 213.0 .
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0

el A T
43.0 17. 60 1780 1800 18.20 18.40

m/ 59.95 73.28%
5000 129.0 z 0

430 39
5000 1201
213.2
97.1 157.1 1851 256.3

185.0 228.0
157.0

97.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid R R R s o R
73.0 17.60 17.80 18.00 18.20 18.40
43.0 m/z 55.10 66.57%
0l15.0 :

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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\BM120717\
Data File : BM013256.D

Aca On : 07 Dec 2017 22:50

Operator : SJ/JU

Sample : 16719-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.M
SVOA CALIBRATION

Quant Method
Quant Title

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 Octadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
19.27 2.63 ng/ul 341481 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Octadecanoic acid 284 C18H3602 000057-11-4 95
3 Octadecanoic acid 284 C18H3602 000057-11-4 95
4 Octadecanoic acid 284 C18H3602 000057-11-4 94
5 Octadecanoic acid 284 C18H3602 000057-11-4 93

Abundance Scan 2751 (19.268 min): BM013256.D (-2745) (-) m/z 73.05 100.00%
431 73.0
5000 MVMAMWM
119.00 19.20 19.40 19.60
0! m/z 43.10 91.58%
m/z--> 50 100 150 200 250 300
Abundance #131258: Octadecanoic acid
43.0 73.0
5000 129.0 SRS UM BN B
19.00 19.20 19.40 19.60
b0 1850 4o 2840 m/z 57.05  79.10%
0 1.5'.0“. \I I I L,MHI ?I M ) ‘.‘1|5‘7..0.‘ i “. \|2]:3'|0\| .“ — .“ ———
m/z--> 50 100 150 200 250 300
Abundance
73.0
43.0 SRR SUNIL BN SRR
129.0 19.00 19.20 19.40 19.60
5000 284.0 m/z 41.00 77.73%
185.0 241.0
. 93.0 157.0 213.0
m/z--> o '55' ' "160' ' "1éo' B '200' B '250' B '360' L
Abundance #131261: Octadecanoic acid A R E s
43.0,73.0 19.00 19.20 19.40 19.60
m/z 55.00 77.08%
5000 129.0
gﬁ'o 1850 2410 2840
0! ‘:il“‘Nuul‘u‘llszlout|“| ‘2']:3.|O‘| I‘ |||“||||||| A A B S S
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\BM120717\
Data File : BM013256.D

Aca On : 07 Dec 2017 22:50

Operator : SJ/JU

Sample : 16719-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.M
SVOA CALIBRATION

Quant Method
Quant Title

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 Pentafluoropropionic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.99 3.94 ng/ul 511985 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
2 l1l-Heptacosanol 396 C27H560 002004-39-9 94
3 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 94
4 E-15-Heptadecenal 252 C17H320 1000130-97-9 93
5 Behenic alcohol 326 C22H460 000661-19-8 93
Abundance Scan 3044 (20.992 min): BM013256.D (-3040) (-) m/z 43.10 100.00%
43.1 83.1
\ %1 20160 0180 2100 7120 7140
167 0 267 1 : : : : :
ol it A LLLA |l pgol] 221 200 8250 3813 4309 50321 “ns7 55.05  92.00%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0
97.0
5000 LU I S B
20.60 20.80 21.00 21.20 21.40
m/z 57.05 90.41%
o9 ) “ ‘\ | ‘3?‘9 2100 2550 356.0
mz-> 0 50 250 300 350 400 450 500
Abundance
57.0 97.0
20.60 20.80 21.00 21.20 21.40
5000 m/z 83.10 89.42%

.0
181.0222.0 264.0 306.0 378.0

ERE

o b e o e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #175127: Trifluoroacetoxy hexadecane e e R e e LS
1.0 20.60 20.80 21.00 21.20 21.40
m/z 97.10 76.64%
97.0
5000
015d | 139.0 1960  269.0 3200
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20 60 20. 80 21. OO 21 20 21. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM120717\
Data File : BM013256.D

Acq On : 07 Dec 2017 22:50

Operator : SJ/JU

Sample - 16719-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .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]
n-Hexadecanoic acid 17.99 5.0 ng/ul 587224 4 17.09 2353780 20.0
Octadecanoic acid 19.27 2.6 ng/ul 341481 5 21.27 2601660 20.0
Pentafluoropropio... 20.99 3.9 ng/ul 511985 5 21.27 2601660 20.0
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