LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103117\
Data File : BM012611.D

Aca On : 31 Oct 2017 19:59

Operator : SJ/JU

Sample = 15844-02

Misc :

ALS Vial : 6 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-BM102417 .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 3.346 40 44 50 rvB 71706 100285 1.63% 0.129%
2 4.981 318 322 329 rvB4 51239 88522 1.44% 0.114%
3 6.863 635 642 647 rBV 47757 80821 1.31% 0.104%
4 7.022 659 669 679 rBY 1135438 1951306 31.70% 2.516%
5 7.181 690 696 706 rBV 908726 1397657 22.71% 1.802%
6 7.387 724 731 739 rBVY 1193896 1873389 30.44% 2.416%
7 7.851 803 810 818 rVB 1315016 2067160 33.59% 2.666%
8 8.557 921 930 939 rBVY 1492052 2411849 39.19% 3.110%
9 9.004 998 1006 1018 rBY 1106937 1885781 30.64% 2.432%
10 9.134 1021 1028 1032 rBV 47573 83127 1.35% 0.107%

11 9.728 1120 1129 1137 rBV 988311 1654337 26.88% 2.133%
12 10.269 1213 1221 1232 rBV 1524748 2546879 41.38% 3.284%
13 10.645 1277 1285 1292 rBV 1796071 2981649 48.44% 3.845%
14 10.781 1300 1308 1318 rBV 1264019 2178561 35.40% 2.809%
15 13.892 1830 1837 1841 rBV 2677877 3630187 58.98% 4.681%

16 13.939 1841 1845 1854 rVB 1086254 1479894 24 .04% 1.908%
17 14.069 1862 1867 1872 rVB 115141 161634 2.63% 0.208%
18 14.180 1875 1886 1895 rBV 3062226 4595397 74.66% 5.926%
19 14.321 1905 1910 1915 rBV3 36157 70088 1.14% 0.090%
20 14.386 1917 1921 1925 rVB 43882 62213 1.01% 0.080%

21 14.486 1930 1938 1946 rVV2 2653721 4108413 66.75% 5.298%
22 14.686 1966 1972 1978 rBV 839054 1300813 21.13% 1.677%
23 14.804 1987 1992 1998 rBV 148669 220145 3.58% 0.284%
24 15.304 2069 2077 2080 rBV2 68694 128220 2.08% 0.165%
25 15.339 2080 2083 2088 rVB 78745 95583 1.55% 0.123%

26 15.474 2100 2106 2115 rBV 3716264 5407692 87.86% 6.973%
27 15.598 2122 2127 2137 rBV 731986 1099206 17.86% 1.417%

28 15.716 2143 2147 2151 rBV3 55717 87515 1.42% 0.113%
29 16.198 2225 2229 2244 rVB 105193 184811 3.00% 0.238%
30 16.992 2359 2364 2370 rBV2 53112 96696 1.57% 0.125%

31 17.227 2397 2404 2411 rVV2 3164741 4486497 72.89% 5.785%
32 17.327 2414 2421 2429 rVV2 3682453 5344536 86.84% 6.892%
33 17.898 2514 2518 2522 rVB3 50632 63193 1.03% 0.081%
34 17.986 2528 2533 2542 rBV3 30627 66318 1.08% 0.086%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103117\
Data File : BM012611.D

Aca On : 31 Oct 2017 19:59

Operator : SJ/JU

Sample = 15844-02

Misc :

ALS Vial : 6 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-BM102417 .M
Title = SVOA CALIBRATION

35 18.115 2551 2555 2565 rBV 357567 580771 9.44% 0.749%

36 18.192 2565 2568 2572 rVB 48940 67536 1.10% 0.087%
37 18.704 2651 2655 2659 rVB3 78276 104681 1.70% 0.135%
38 18.845 2675 2679 2684 rVB2 86169 115540 1.88% 0.149%
39 19.251 2745 2748 2751 rBV 65455 91510 1.49% 0.118%
40 19.333 2759 2762 2767 rBV 135743 176449 2.87% 0.228%

41 19.398 2768 2773 2781 rBV3 237004 419990 6.82% 0.542%
42 19.615 2804 2810 2815 rBV 4007722 5451040 88.57% 7.029%
43 20.127 2894 2897 2900 rBV2 73636 81793 1.33% 0.105%
44 21.109 3060 3064 3071 rBV2 402963 589747 9.58% 0.760%
45 21.397 3109 3113 3119 rBV 3701863 4617413 75.02% 5.954%

46 23.550 3473 3479 3489 rVB2 3247978 6154803 100.00% 7.936%
47 23.697 3498 3504 3513 rVB2 2714117 5109619 83.02% 6.589%

Sum of corrected areas: 77551266
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM103117\
Data File : BM012611.D

Aca On : 31 Oct 2017 19:59

Operator : SJ/JU

Sample : 15844-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

OQuant Method : Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM102417 .M
Quant Title : SVOA CALIBRATION

TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM012611.D
4000000
3000000
2000000 10.65
8.56 10.27
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7.02 7.39 9.00 073 0.78
1000000 7.18 i
o 3.35 4.98 6.8 9.13
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Abundance TIC: BM012611.D
19.62
4000000 15.47 17.33
14.18 1r.a3
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18.94
1000000 14.69 5.60
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J m . 480 1% 572 16.20 16'99‘h 17pals.10 1818084 19 W
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Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM012611.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103117\
Data File : BM012611.D

Aca On : 31 Oct 2017 19:59

Operator : SJ/JU

Sample = 15844-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .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.
18.12 2.59 ng/ul 580771 Phenanthrene-d10 17.23
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 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 Tridecanoic acid 214 C13H2602 000638-53-9 70
Abundance Scan 2556 (18.121 min): BM012611.D (-2551) (-) m/z 73.00 100.00%
73.0
43.0
5000 1291
213.2
171.1 256.2 RN UL RN B
99.1 17.80 18.00 18.20 18.40
o bt Ll b L 82683851 T eG 00 78, 08%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
17.80 18.00 18.20 18.40
H97 0 157.0 155 02130 256.0 m/z 43.05 68.33%
o I h H“ M‘m ‘”‘”.‘luu‘.‘.‘l.‘.‘..l“....|....|.
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 73.0
17.80 18.00 18.20 18.40
5000 256.0 m/z 55.10 64.27%
129.0
213.0
101.0 157.0 185.0
O
m/z--> 55 160 1%0 260 2éo 300 350
Abundance #72647: Tridecanoic acid L B R aaa B
73.0 17.80 18.00 18.20 18.40
43.0 m/z 41.10 63.99%
5000 129.0
171.0
‘ ‘ 9.0 ‘ 214.0
0! H\Ill‘J m ““‘l.“ .‘.‘. .“... ——— : L e A
m/z--> 50 150 200 250 300 350 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103117\
Data File : BM012611.D

Aca On : 31 Oct 2017 19:59

Operator : SJ/JU

Sample = 15844-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .M
SVOA CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 (DEL) Alkane: Cyclic21.11 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
2111 2.55 ng/ul 589747  Chrysene-d12 21.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 3-Eicosene. (E)- 280 C20H40 074685-33-9 97

015594-90-8 93
074339-54-1 91
018992-03-5 91
1000151-22-6 91

312 C21H440

386 C18H33CI1302
390 C20H39Bro02
336 C24H48

2 l1-Heneicosanol

3 Trichloroacetic acid. hexadecvl ...
4 Bromoacetic acid. octadecvl ester
5 Cyclodocosane, ethyl-

Abundance Scan 3064 (21.109 min): BM012611.D (-3060) (-) m/z 57.10 100.00%
57.1
5000 1.1 WJJU
l 2010 20.80 21.00 21.20 21.40
153.0 2811 3410  417.2 477.1 5353 : ' : :
0...,.‘:,.né?m.ﬂp..w..”,.”.,”..“..w..”,.”., m/z 83.10 99.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #127771: 3-Eicosene, (E)-
57.0
5000 LA L L L L L L LB L |
11.0 20.80 21.00 21.20 21.40
m/z 69.10 88.95%
0 J 1 “ M‘ ‘ 15301960 2800
T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55.0 97.0
R RRRRE R R RS SRRy
20.80 21.00 21.20 21.40
5000 m/z 55.05 84.87%
0 o 182.0224.0200.2 M/J\‘JJ\A
I L i o e I B B i o e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #205392: Trichloroacetic acid, hexadecy! ester e A RERREEEEE
43.0 20.80 21.00 21.20 21.40
m/z 97.10 81.35%
7.0
5000
o 39.0 196.0
- IIIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM103117\
Data File : BM012611.D

Acq On : 31 Oct 2017 19:59

Operator : SJ/JU

Sample - 15844-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102417 .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 18.12 2.6 ng/ul 580771 4 17.23 4486500 20.0
(DEL) Alkane: Cyc... 21.11 2.5 ng/ul 589747 5 21.40 4617410 20.0
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