LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM112717\
Data File : BM013122.D

Aca On : 27 Nov 2017 21:59

Operator : SJ/JU

Sample = 16496-07

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-BM111617.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 6.893 640 647 658 rVB2 529627 969579 17.72% 1.534%
2 7.046 667 673 685 rVB 417752 642030 11.74% 1.016%
3 7.246 700 707 716 rVB 541876 851282 15.56% 1.346%
4 7.705 778 785 794 rBV 823829 1334645 24.39% 2.111%
5 8.416 901 906 914 rVB 573211 943998 17.25% 1.493%
6 8.857 973 981 991 rBV 622963 1004430 18.36% 1.589%
7 9.575 1096 1103 1112 rBV 538277 853886 15.61% 1.351%
8 10.116 1188 1195 1206 rBV 855609 1404181 25.67% 2.221%
9 10.487 1251 1258 1266 rBV 1254863 2023330 36.98% 3.200%
10 10.628 1275 1282 1295 rBvV 650506 1113076 20.34% 1.761%

11 13.334 1734 1742 1747 rBV 116550 168398 3.08% 0.266%
12 13.669 1796 1799 1803 rVB4 37735 55328 1.01% 0.088%
13 13.763 1808 1815 1819 rVV 1918775 2670723 48.82% 4.224%
14 13.810 1819 1823 1831 rVB 309950 441461 8.07% 0.698%
15 14.039 1853 1862 1870 rBV 1926549 2907605 53.15% 4 _599%

16 14.257 1893 1899 1903 rBV 79877 101693 1.86% 0.161%
17 14.345 1907 1914 1923 rVV2 1893939 2873221 52.52% 4.545%
18 14.569 1943 1952 1958 rBV 817053 1235028 22.57% 1.953%
19 14.622 1958 1961 1966 rVB3 101238 135608 2.48% 0.214%
20 15.210 2057 2061 2068 rVB 103605 131596 2.41% 0.208%

21 15.339 2075 2083 2091 rBV 2556025 3726029 68.10% 5.893%
22 15.457 2097 2103 2116 rBV 790631 1135116 20.75% 1.795%
23 15.581 2119 2124 2129 rBV3 31221 58747 1.07% 0.093%
24 16.075 2203 2208 2216 rBV2 86015 132714 2.43% 0.210%
25 17.092 2374 2381 2388 rBV2 2615550 3650629 66.73% 5.774%

26 17.192 2392 2398 2404 rVB 3125288 4315525 78.88% 6.826%
27 18.004 2530 2536 2544 rBV 586376 837747 15.31% 1.325%
28 18.892 2679 2687 2691 rBV 25399 57937 1.06% 0.092%
29 19.116 2719 2725 2726 rBV3 70839 98382 1.80% 0.156%
30 19.151 2728 2731 2735 rVB 88511 127934 2.34% 0.202%

31 19.280 2749 2753 2760 rBV 532180 712063 13.02% 1.126%
32 19.486 2782 2788 2796 rBV 4028431 5471044 100.00% 8.654%
33 20.010 2873 2877 2881 rBV3 119921 163138 2.98% 0.258%
34 20.574 2969 2973 2977 rVB 103153 130485 2.39% 0.206%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM112717\
Data File : BM013122.D

Aca On : 27 Nov 2017 21:59

Operator : SJ/JU

Sample = 16496-07

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

Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM111617 .M
SVOA CALIBRATION

Method
Title

35 20.998 3041 3045 3052 rBV 832271 1085569 19.84% 1.717%

36 21.274 3086 3092 3105 rBV 3556021 4672213 85.40% 7.390%
37 21.445 3115 3121 3124 rBV6 70132 135738 2.48% 0.215%
38 21.698 3161 3164 3170 rBV 126699 163006 2.98% 0.258%
39 21.880 3190 3195 3204 rBV2 314591 673798 12.32% 1.066%
40 22.845 3354 3359 3363 rBV2 482401 762575 13.94% 1.206%

41 22.886 3363 3366 3375 rVB3 424642 672513 12.29% 1.064%
42 23.362 3440 3447 3453 rBV2 2939895 5461302 99.82% 8.638%
43 23.504 3464 3471 3480 rVB2 2204027 4096824 74.88% 6.480%
44 23.721 3503 3508 3516 rVvB2 226808 399375 7.30% 0.632%
45 24.051 3560 3564 3572 rVB3 281467 547469 10.01% 0.866%

46 24.139 3574 3579 3593 rVvB4 304702 650934 11.90% 1.030%
47 25.245 3762 3767 3774 rBV6 148767 352999 6.45% 0.558%

48 25.674 3835 3840 3846 rVB6 151660 360020 6.58% 0.569%
49 26.545 3982 3988 3998 rVvB8 237967 710011 12.98% 1.123%

Sum of corrected areas: 63222934
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013122.D

Aca On : 27 Nov 2017 21:59

Operator : SJ/JU

Sample : 16496-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617 .M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM013122.D
4000000

3000000

2000000

10.49
1000000 770 10.12

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BM013122.D
4000000 19,49

17.19
3000000
15.34 17.49

2000000 13.784.0414.35

1000000 14.57 5.46
18.00 19.28

18.81
20.t

e e L A L L R R R R B e e e et

Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BM013122.D
4000000
21.27

23.36
3000000
23.50

2000000

1000000{ 21.00

25.24 25.67

e

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 : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013122.D

Aca On : 27 Nov 2017 21:59

Operator : SJ/JU

Sample : 16496-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 2
R.T. EstConc Area Relative to ISTD R.T.
18.00 4_.59 ng/ul 837747 Phenanthrene-d10 17.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 89
5 Pentadecanoic acid 242 C15H3002 001002-84-2 87
Abundance Scan 2535 (17.998 min): BM013122.D (-2530) (-) m/z 73.00 100.00%
43.0 730
5000 129.1
17,60 17.80 18.00 18.20 18.40
(o} m/z 43.05 86.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
83.0 17.60 17.80 18.00 18.20 18.40
J' 1570 1gsq 2130 2560 m/z 41.10 76.38%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 73.0
17.60 17.80 18.00 18.20 18.40
5000 256.0 m/z 60.10 74 .50%
129.0
97.0 213.0
157.0 185.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid A REE TS D
73.0 17.60 17.80 18.00 18.20 18.40
43.0 m/z 55.10 74 .13%
5000 129.0 A\\
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 Ifeo 1fso 1&50 1850 1&%0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013122.D

Aca On : 27 Nov 2017 21:59

Operator : SJ/JU

Sample : 16496-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 7
R.T. EstConc Area Relative to ISTD R.T.
19.28 3.05 ng/ul 712063 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 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 99
5 Octadecanoic acid 284 C18H3602 000057-11-4 93
Abundance Scan 2753 (19.280 min): BM013122.D (-2749) (-) m/z 72.95 100.00%
431 73.0
5000 129.1
185.1 241.2
284.3 LR DR UL AN B
1d1. 1570 | 213.1 \ 19.00 19.20 19.40 19.60
o! P O B e B TN 1 22 Thzz 43.100 89.29%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 284.0
185.0 241.0 19.00 19.20 19.40 19.60
H ‘ m/z 41.05 83.07%
101.
0 .“.‘ \;‘le‘ul‘ hl 'ﬁl? M ‘;\15\7;0.\‘ L ?1}?9\ . A
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 73.0
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
19.00 19.20 19.40 19.60
5000 129.0 m/z 55.05 80.98%
185.0 410 284.0
JL150 1010 1570 2130
m/z--> L 'éol - 160" ' 150" "260" "250" "300" ' ééo
Abundance #131259:; Octadecanoic acid R e e S
43.0 19.00 19.20 19.40 19.60
m/z 60.00 78.52%
5000
1290
284.0
“}1 185.0 241.0
0 15'0‘ ‘ u | “(ﬂ " 1570 ‘ 213'0\ { I
m/z--> 2(')0 25'30 3(')0 3éo 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013122.D

Aca On : 27 Nov 2017 21:59

Operator : SJ/JU

Sample : 16496-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 Trichloroacetic acid, hexad... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.00  4.65 ng/ul 1085570  Chrysene-d12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI302  074339-54-1 94
2 Nonadecvl trifluoroacetate 380 C21H39F302 1000351-76-3 91

3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI302 074339-53-0 91
5 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91

Abundance Scan 3045 (20.998 min): BM013122.D (-3041) (-) m/z 43.10 100.00%
43.1
83.0
5000
251 20.60 20.80 21.00 21.20 21.40
168.2 207.0 257.0 : : : : :
o 3111 3852 m/z 57.10 96.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43.0
5000
20.60 20.80 21.00 21.20 21.40
0
250 m/z 55.05 96.29%
\“J‘W | 196.0
o , o e —
m/z--> 50 5 200 250 300 350 400
Abundance
57.0 97.0
20.60 20.80 21.00 21.20 21.40
5000 m/z 83.05 82.09%
139.0
. 182.0 940 2660 3110 362 0
e B e o e B S ERa
m/z--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol RN EERERREE EE RS A
57.0 (97.0 20. 60 20 80 21. OO 21. 20 21. 40
m/z 69.10 78.30%
5000 K
oL ‘ ‘ | ?; , 1810 2220 264.0 306.0 378.0
h—pli B Ly i T e e e R T e
m/z--> 50 100 150 200 250 300 350 400 20. 60 20 80 21. OO 21. 20 21. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013122.D

Aca On : 27 Nov 2017 21:59

Operator : SJ/JU

Sample : 16496-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 4 Sulfurous acid, dodecyl 2-p... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.88 2.88 ng/ul 673798 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. dodecvl 2-propvl... 292 C15H3203S 1000309-12-3 91
2 Sulfurous acid. butvl tridecvl e... 320 C17H3603S 1000309-18-0 91
3 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 91
4 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 91
5 Heptacosane, 1l-chloro- 414 C27H55CI 062016-79-9 91
Abundance Scan 3195 (21.880 min): BM013122.D (-3190) (-) m/z 57.10 100.00%
57.1
= JJWA
7.1
412 20712421 2953 mmmmnmnm
bl 3599 %2 "m/z 43.10 83.20%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #137569: Sulfurous acid, dodecyl 2-propy! ester
43.0
5000 LI BRI UL LN S
5.0 21.60 21.80 22.00 22.20
m/z 71.10 74 .14%
oL i ‘\ || 11250 1690 5330
m/z--> 160 150 200 250 300 350 400 450
Abundance
57.0
21.60 21.80 22.00 22.20
5000 m/z 85.10 49_.96%
0 97.0 1390 183.0 235.0
mz-> 50 100 150 200 250 300 350 400 450
Abundance #161094: Sulfurous acid, 2-propyl tetradecy! ester
43.0 21.60 21.80 22.00 22.20
m/z 55.05 41 .49%
5000 50
oL } }JJ 1220 1970 2610
m/z--> 50 100 150 200 250 300 350 400 450 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013122.D

Aca On : 27 Nov 2017 21:59

Operator : SJ/JU

Sample : 16496-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.84 3.72 ng/ul 762575 Perylene-di12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 87
Abundance Scan 3358 (22.839 min): BM013122.D (-3354) (-) m/z 57.05 100.00%
57.0
5000
52 2521 22.60 22.80 23.00 23.20
169.1 - - - -
0 ,JI, .II.J..‘,‘....2,1.1.2..,1..??7,.1..3.5,1.3...,.4.3.1.2,..4?99 m/z 71.05 73.81%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #94346: Heptadecane
57.0
5000
22.60 22.80 23.00 23.20
9.0 m/z 43.10 66.24%

o0 ||| 140iss0 200
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance

57.0

22.60 22. 80 23. 00 23.20

5000 m/z 85.10 52 _.50%
99.0
o 141.0 183.0 225.0 267.0 309.0  367.0
B B e e B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #202661: Heptacosane RRES S e SN
57.0 22.60 22.80 23.00 23.20

m/z 55.10 26 .90%

5000
9.0
15.9 | ;14101830 2250 267.0309.0  380.0

T N el e M b Sliarisscs

m/z--> 0 50 100 150 200 250 300 350 400 450 22 60 22. 80 23. 00 23 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013122.D

Aca On : 27 Nov 2017 21:59

Operator : SJ/JU

Sample : 16496-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 6 Behenic alcohol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.89 3.28 ng/ul 672513 Perylene-di12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 1-Nonadecene 266 C19H38 018435-45-5 94
3 1-Eicosene 280 C20H40 003452-07-1 93
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 1-Heptacosanol 396 C27H560 002004-39-9 91
Abundance Scan 3367 (22.892 min): BM013122.D (-3363) (-) m/z 43.10 100.00%
43.1) 83.0,
o M_N«ﬁgﬁ,v,ﬂ]LKWM“N,W_A-WwJ
25.1 )
191.0
268.1 22.60 22.80 23.00 23.20
ol b g b T 390 6 A0l 283,00 96.95%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #166292: Behenic alcohol
430 8390
22.60 22.80 23.00 23.20
25.0 m/z 57.10 95.38%
ootk L0000
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43.0 97.0
22.60 22.80 23.00 23.20
5000 m/z 97.05 92.25%
o 139.0 185 0 994.0 266.0
m/z--> 55 160 1%0 260 250 360 3éo 460 4%0
Abundance #127766: 1-Eicosene P T T T
43.0 22.60 22.80 23.00 23.20
m/z 55.10 86.68%
97.0
B \k‘jM
L L L] 3900 1820 209 200
m/z--> 5'0 1(')0 1&1,0 2(')0 25'30 3(')0 3&'30 4(')0 4&1;0 22.I60 22.I80 23.'00 23.'20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013122.D

Aca On : 27 Nov 2017 21:59

Operator : SJ/JU

Sample : 16496-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24 .05 2.67 ng/ul 547469 Perylene-di12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 1-lodo-2-methvlundecane 296 C12H25l1 073105-67-6 87
5 Hentriacontane 437 C31H64 000630-04-6 87
Abundance Scan 3564 (24.051 min): BM013122.D (-3560) (-) m/z 57.10 100.00%
57.1
5000 \_/\\JL\\AA\
‘ 99.1 P eSS A A== S S
141.1 250 2811 356.2 23.80 24.00 24.20 24.40
- .“,l LGB0, Fol | Ty 828 A9 sz 71.10 73.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000 R AR
Bmmmmmmm
99.0 m/z 43.05 69.80%
0 b b d L1 %9 183.0 225.0 2670 309.0 351.0 422.0
m/z--> 55 100 1%0 260 250 360 3%0 460
Abundance
57.0
" 23.80 24.00 24.20 24.40
5000 m/z 85.10 59.02%
99.0
0l15.0 141.0 183.0 225.0 296.0
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #175558: Tetracosane R A AmnaE e e s
57.0 23.80 24.00 24.20 24.40
m/z 55.05 30.31%
5000
99.0
o J 1410 1830 2250 2670 ~ 3380
miz--> '"'s'o""160'"'1%0""zc')o'"'zsd"ééd"ésd"héo"" " 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013122.D

Aca On : 27 Nov 2017 21:59

Operator : SJ/JU

Sample : 16496-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 8 (DEL) Alkane: Cyclic24.14 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.14 3.18 ng/ul 650934 Perylene-d12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 93
2 Octacosanol 410 C28H580 000557-61-9 89
3 Cvclodocosane. ethvl- 336 C24H48 1000151-22-6 86
4 n-Tetracosanol-1 354 C24H500 000506-51-4 76
5 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 68
Abundance Scan 3579 (24.139 min): BM013122.D (-3574) (-) m/z 57.10 100.00%
57.1 97.0
23.80 24.00 24.20 24.40
ob— m/z 97.05 89.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104184: 1-Octadecene
57.0
97.0
5000 NV UL IR
23.80 24.00 24.20 24.40
‘ m/z 69.10 82.73%
L Ll 0 e meo
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
or.0 AUV UL U
23.80 24.00 24.20 24.40
5000 m/z 43.10 82.29%
0 1390 1810 2220 292.0 3340 392.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #174181: Cyclodocosane, ethyl- R B T S
57.0 23.80 24.00 24.20 24.40
97.0 m/z 55.10 80.74%
5000
307.0
0 i ‘ | J. 1399 181.0 2230 2650 |
m/z--> 50 100 150 200 250 300 350 400 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013122.D

Aca On : 27 Nov 2017 21:59

Operator : SJ/JU

Sample : 16496-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 9 _gamma.-Sitosterol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
26.54 3.47 ng/ul 710011 Perylene-d12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 96
2 Eraost-5-en-3-ol. (3.beta.)- 400 C28H480 004651-51-8 52
3 .beta.-Sitosterol 414 C29H500 000083-46-5 50
4 Erqost-7-en-3-ol 400 C28H480 116179-22-7 48
5 _beta.-Sitosterol 414 C29H500 000083-46-5 46
Abundance Scan 3987 (26.539 min): BM013122.D (-3982) (-) m/z 43.10 100.00%
431
105.1
5000
26.20 26.40 26.60 26.80
O m/z 105.05 55.68%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #217434: .gamma.-Sitosterol
43.0
5000 81.0 NSNS N A
145.0 414.0 26.20 26.40 26.60 26.80
213.0 . o 3030 m/z 57.00 50.65%
0 T \I | e Lw .
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
43.0
26.20 26.40 26.60 26.80
5000 81.0 m/z 93.00 49.90%
145.0 400.0
213.0 289.0
340.0
L S L L W L L WL UL S L
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #217433: .beta.-Sitosterol
43.0 26.20 26.40 26.60 26.80
m/z 95.05 47 .24%
5000 81.0
145.0 214.0
AV TV s st
OI”L H"Li 7 NSNS U
miz-> 0 50 100 150 200 250 300 350 400 450 26.20 26.40 26.60 26.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM112717\
Data File : BM013122.D

Acq On : 27 Nov 2017 21:59

Operator : SJ/JU

Sample - 16496-07

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111617 .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 18.00 4.6 ng/ul 837747 4 17.09 3650630 20.0
Octadecanoic acid 19.28 3.0 ng/ul 712063 5 21.27 4672210 20.0
Trichloroacetic a... 21.00 4.7 ng/ul 1085570 5 21.27 4672210 20.0
Sulfurous acid, d... 21.88 2.9 ng/ul 673798 5 21.27 4672210 20.0
(DEL) Alkane: Str... 22.84 3.7 ng/ul 762575 6 23.50 4096820 20.0
Behenic alcohol 22.89 3.3 ng/ul 672513 6 23.50 4096820 20.0
(DEL) Alkane: Str... 24.05 2.7 ng/ul 547469 6 23.50 4096820 20.0
(DEL) Alkane: Cyc... 24.14 3.2 ng/ul 650934 6 23.50 4096820 20.0
-gamma.-Sitosterol 26.54 3.5 ng/ul 710011 6 23.50 4096820 20.0
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