LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120617\
Data File : BM013224.D

Aca On : 06 Dec 2017 23:56

Operator : SJ/JU

Sample : 16647-04

Misc :

ALS Vial : 15 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 6.875 637 644 656 rBY 1252036 2120206 25.87% 2.567%
2 7.040 665 672 682 rVB 935810 1430750 17.46% 1.732%
3 7.234 698 705 715 rVB 1260438 1980161 24.16% 2.398%
4 7.699 777 784 792 rVB 910560 1421896 17.35% 1.722%
5 8.405 895 904 914 rBVY 1622715 2542635 31.02% 3.079%
6 8.852 973 980 987 rBVY 1326715 2131059 26.00% 2.580%
7 9.569 1094 1102 1109 rBV 1096465 1852359 22.60% 2.243%
8 10.104 1184 1193 1205 rBV 1707882 2830400 34.53% 3.427%
9 10.481 1249 1257 1265 rVB 1268065 2118879 25.85% 2.566%
10 10.622 1272 1281 1289 rBVY 1552109 2680204 32.70% 3.245%

11 13.169 1709 1714 1721 rVB 71983 104976 1.28% 0.127%
12 13.757 1808 1814 1818 rBV 3152787 4423363 53.97% 5.356%
13 13.804 1818 1822 1830 rVB 507811 751553 9.17% 0.910%
14 14.034 1851 1861 1868 rBV 3624129 5396386 65.84% 6.534%
15 14.251 1892 1898 1903 rBV 178887 231620 2.83% 0.280%

16 14.339 1906 1913 1922 rVV2 1900514 2946486 35.95% 3.568%
17 14.551 1939 1949 1963 rBV 1423867 2208537 26.94% 2.674%
18 15.204 2055 2060 2064 rVB 199258 241106 2.94% 0.292%
19 15.339 2074 2083 2089 rBV 4406868 6312190 77.01% 7.643%
20 15.457 2097 2103 2109 rBV 1316038 1804799 22.02% 2.185%

21 15.581 2119 2124 2127 rBV5 61897 106809 1.30% 0.129%
22 16.063 2202 2206 2215 rBV 147795 240926 2.94% 0.292%
23 16.857 2336 2341 2347 rBV3 74149 107261 1.31% 0.130%
24 17.086 2371 2380 2386 rBV2 2628768 3672895 44.81% 4._.447%
25 17.186 2391 2397 2407 rVB2 4942875 6919164 84.41% 8.378%

26 17.992 2528 2534 2544 rBV 487251 681701 8.32% 0.825%
27 19.121 2721 2726 2728 rBV2 95610 151093 1.84% 0.183%
28 19.145 2728 2730 2736 rVB 99676 136340 1.66% 0.165%
29 19.274 2747 2752 2758 rBV 488655 629268 7.68% 0.762%
30 19.486 2781 2788 2795 rBV 6047851 8196657 100.00% 9.925%

31 20.998 3041 3045 3051 rBV 509373 726116 8.86% 0.879%
32 21.274 3086 3092 3102 rBV 3368769 4353271 53.11% 5.271%
33 22.327 3268 3271 3277 rVB5 103974 144472 1.76% 0.175%
34 23.362 3440 3447 3460 rVB2 3620532 7247643 88.42% 8.776%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120617\
Data File : BM013224.D

Aca On : 06 Dec 2017 23:56

Operator : SJ/JU

Sample : 16647-04

Misc :

ALS Vial : 15 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

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

35 23.504 3464 3471 3480 rVB 1904215 3484121 42.51% 4._.219%

36 24.045 3559 3563 3568 rVB2 145916 258779 3.16% 0.313%

Sum of corrected areas: 82586081
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA M\DATA\BM120617\

BM013224.D

06 Dec 2017 23:56

SJ/Ju

16647-04

15 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120617\
Data File : BM013224.D

Aca On : 06 Dec 2017 23:56

Operator : SJ/JU

Sample : 16647-04

Misc :

ALS Vial : 15 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 3.71 ng/ul 681701 Phenanthrene-d10 17.09
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 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 93
5 Tetradecanoic acid 228 C14H2802 000544-63-8 90
Abundance Scan 2534 (17.992 min): BM013224.D (-2528) (-) m/z 73.00 100.00%
431 30
5000 129.1
971 213.2 e S
o 1711 2562 oo 17.60 17.80 18.00 18.20 18.40
: ’ m/z 43.10 80.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 256.0

17.60 17.80 18.00 18.20 18.40
m/z 60.00 75.28%

213.0

157.0 185.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
60.0
e S IR e
17.60 17.80 18.00 18.20 18.40
5000 129.0 m/z 41.10 70.27%
83.0
157.0 185.0 213.0 256.0
107.0
Wmﬁwﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72646: Tridecanoic acid
43.0 73.0 17.60 17.80 18.00 18.20 18.40
' m/z 55.10 65.27%
5000
129.0
214.0
hage L
,.a..‘,‘.‘..“.“ rrr “l‘...“,‘...a,....,.... S R AR R e
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\BM120617\
Data File : BM013224.D

Aca On : 06 Dec 2017 23:56

Operator : SJ/JU

Sample : 16647-04

Misc :

ALS Vial : 15 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 2.89 ng/ul 629268 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 98
3 Octadecanoic acid 284 C18H3602 000057-11-4 95
4 Octadecanoic acid 284 C18H3602 000057-11-4 95
5 Octadecanoic acid 284 C18H3602 000057-11-4 93

Abundance Scan 2751 (19.269 min): BM013224.D (-2747) (-) m/z 73.05 100.00%
119.00 19.20 19.40 19.60
m/z 43.05 98.48%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
43.0 73.0
19.00 19.20 19.40 19.60
‘ 1850 5410 2840 m/z 60.00 82.84%
1.5'.0“. \I‘\I h u\“ uH ?‘\ il ‘|157 O\ “. \2153'.0\. .“ — .“. S
m/z--> 50 100 150 200 250 300 350
Abundance
73.0
43.0 SRS SUNRA BN B
129.0 19.00 19.20 19.40 19.60
5000 284.0 m/z 55.05 82.68%
185.0 241.0
101.0 157.0 213.0
m/z--> L 'éol - 160" ' 150" "200" "250" ' 500" ' 550
Abundance #131259: Octadecanoic acid B B L L
43.0 19.00 19.20 19.40 19.60
m/z 41.05 80.78%
5000
1290
284.0
185.0 241.0
m/z--> 200 250 3(')0 3&1,0 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\BM120617\
Data File : BM013224.D

Aca On : 06 Dec 2017 23:56

Operator : SJ/JU

Sample : 16647-04

Misc :

ALS Vial : 15 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 Heptafluorobutyric acid, pe... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.00 3.34 ng/ul 726116 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 92

Abundance Scan 3045 (20.998 min): BM013224.D (-3041) (-) m/z 43.10 100.00%

83.1

5000

:

25.1 R RN m R e

1662 208.1 280.3 356.9 20.60 20.80 21.00 21.20 21.40
2412 324.9 m/z 57.10 94.64%

0!

m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57.0
97.0
5000 | NI LN L L L L LB LB L
20.60 20.80 21.00 21.20 21.40
oo m/z 55.10 93.37%
¥ 210.0
ol L L L [ dmo T A00 o aveg
m/z--> 50 100 150 200 250 300 350 400
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57.0 (97.0
R e EEREREEa e
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5000 m/z 83.10 81.90%
139.0
19.0 181.0 222.0 264.0 308.0
e BB o oo e e o AL B e B o e
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester I B s e i e e
57.0 20.60 20.80 21.00 21.20 21.40
97.0 m/z 69.10 78.41%
260] | || ‘ | |[189:0 17702100 2550 356.0
B o oo e e e e e I e e T RS B e
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\BM120617\
Data File : BM013224.D

Acq On : 06 Dec 2017 23:56

Operator : SJ/JU

Sample : 16647-04

Misc :

ALS Vial : 15 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 3.7 ng/ul 681701 4 17.09 3672900 20.0
Octadecanoic acid 19.27 2.9 ng/ul 629268 5 21.27 4353270 20.0
Heptafluorobutyri... 21.00 3.3 ng/ul 726116 5 21.27 4353270 20.0
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