LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042817\
Data File : BM009800.D

Aca On : 29 Apr 2017 03:03

Operator : SJ/MA

Sample : 12845-16

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-BM042517 .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 3.310 34 38 45 rVB2 43537 64725 1.34% 0.108%
2 6.993 655 664 677 rVB 1244797 2060159 42.60% 3.448%
3 7.157 686 692 700 rBV 888185 1358620 28.09% 2.274%
4 7.357 719 726 733 rBVY 1141092 1851883 38.29% 3.099%
5 7.822 798 805 811 rBV 897106 1437814 29.73% 2.406%
6 8.528 917 925 934 rBV2 1413369 2343435 48.45% 3.922%
7 8.992 996 1004 1013 rBVY 1164058 1945572 40.23% 3.256%
8 9.710 1117 1126 1135 rBV 982908 1645218 34.02% 2.753%
9 10.239 1210 1216 1225 rBV 1396470 2403164 49.69% 4.022%
10 10.616 1273 1280 1287 rBVY 1217094 2043171 42.25% 3.419%

11 10.763 1298 1305 1318 rBV 1057796 1858998 38.44% 3.111%
12 13.880 1828 1835 1839 rBV 2276660 3182143 65.80% 5.326%
13 13.921 1839 1842 1848 rVB 440703 574181 11.87% 0.961%
14 14.163 1876 1883 1893 rVB 2748718 3934478 81.35% 6.585%
15 14.339 1908 1913 1917 rBV2 74972 99635 2.06% 0.167%

16 14.469 1928 1935 1944 rVB2 1684146 2599582 53.75% 4_.351%
17 14.686 1966 1972 1983 rBV 957296 1561958 32.30% 2.614%
18 14.957 2012 2018 2026 rBV9 28382 63975 1.32% 0.107%
19 15.245 2062 2067 2071 rBV2 26997 48873 1.01% 0.082%
20 15.292 2071 2075 2079 rVB 139191 180803 3.74% 0.303%

21 15.463 2098 2104 2111 rBV 3282822 4753804 98.29% 7.956%
22 15.598 2121 2127 2134 rBV 442006 632491 13.08% 1.059%
23 15.698 2136 2144 2149 rVV2 101624 180958 3.74% 0.303%
24 16.157 2217 2222 2230 rBV2 191159 417063 8.62% 0.698%
25 16.951 2352 2357 2360 rBV 100134 132008 2.73% 0.221%

26 16.998 2361 2365 2370 rVB2 107533 151481 3.13% 0.254%
27 17.221 2397 2403 2409 rBV 1965373 2768629 57.25% 4.634%
28 17.321 2409 2420 2426 rVB 3452643 4836427 100.00% 8.094%
29 17.492 2444 2449 2453 rBVS 44648 100911 2.09% 0.169%
30 17.686 2479 2482 2486 rVB 69229 76500 1.58% 0.128%

31 18.092 2547 2551 2558 rBV 313027 485416 10.04% 0.812%
32 19.015 2704 2708 2712 rBV5 79312 108421 2.24% 0.181%
33 19.321 2758 2760 2764 rBV5 60821 61724 1.28% 0.103%
34 19.374 2766 2769 2774 rVV5 90717 123611 2.56% 0.207%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042817\
Data File : BM009800.D

Aca On : 29 Apr 2017 03:03

Operator : SJ/MA

Sample : 12845-16

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 - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM042517 .M
SVOA CALIBRATION

Method
Title

35 19.615 2804 2810 2816 rBV 3356876 4496561 92.97% 7.525%
36 21.086 3057 3060 3064 rVB 739155 818844 16.93% 1.370%
37 21.403 3109 3114 3119 rBV 1850506 2337644 48.33% 3.912%

38 23.574 3477 3483 3490 rVB2 1887021 3813902 78.86% 6.383%
39 23.715 3503 3507 3515 rVB 1148364 2196215 45.41% 3.676%

Sum of corrected areas: 59750997
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042817\
Data File : BM009800.D

Aca On : 29 Apr 2017 03:03

Operator : SJ/MA

Sample : 12845-16

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517 .M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM009800.D
3500000

3000000
2500000
2000000

1500000 6.9 8.53 10.24
2736 8.99 10§$76
1000000 7.16 7.82 9.71

500000
331

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM009800.D

o

17.32 19,62
3500000 15.46

3000000 14.16

2500000 13.88

17.92
2000000

14.47
1500000

1000000 14.69

92 15.60
16.16
14. 14,0650 15.70 1595

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: BM009800.D

500000 1

3500000 23.57
21.40

3000000

P3.71
2500000

2000000 21.09

1500000
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T

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\BM042817\
Data File : BM009800.D

Aca On : 29 Apr 2017 03:03

Operator : SJ/MA

Sample : 12845-16

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

16.16 3.01 ng/ul 417063 Phenanthrene-d10 17.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-MethvInonadecane 282 C20H42 056862-62-5 90
2 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
3 Hexadecane 226 C16H34 000544-76-3 83
4 Tetradecane 198 C14H30 000629-59-4 80
5 Heptacosane 380 C27H56 000593-49-7 72

Abundance Scan 2223 (16.163 min): BM009800.D (-2217) (-) m/z 57.05 100.00%

57
43

71

5000

15.80 16.00 16.20 16.40

99113127141155160183 208

01 m/z 43.05 69.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129494: 10-Methylnonadecane
57
43 | 71
85
5000 LA L L L L L B
15.80 16.00 16.20 16.40
29 99 154 m/z 71.05 63.63%
113
Ottty B BT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
R e R
71 15.80 16.00 16.20 16.40
5000 85 m/z 41.05 39.01%
99 140
o 113 154168182 205 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83025: Hexadecane R R RaEEE L
43 57 15.80 16.00 16.20 16.40
m/z 85.05 38.45%
5000 &
85
29
0 N w 99 113127141155169183197 226
R i B e A Eat e et S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 80 16. 00 16. 20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042817\
Data File : BM009800.D

Aca On : 29 Apr 2017 03:03

Operator : SJ/MA

Sample : 12845-16

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517 .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 2
R.T. EstConc Area Relative to ISTD R.T.
18.09 3.51 ng/ul 485416 Phenanthrene-d10 17.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 2551 (18.092 min): BM009800.D (-2547) (-) m/z 43.10 100.00%
73
5000
129
213 R RN SR SO B
157 185 256 209 355 17.80 18.00 18.20 18.40
(o} m/z 60.00 98.74%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60
4
5000 129 LS BN UL UL UL
83 17.80 18.00 18.20 18.40
H 57 195 213 256 m/z 73.05 88.72%
0 —— .“‘l“‘“ ‘ H“]ﬂ.‘m \u\ u I\ T ‘. .‘ .‘. ‘I : 239 ‘ — ——— :
m/z--> 50 100 150 200 250 300 350
Abundance
43 | 18
17.|80 18.|00 18.|20 18.|40
5000 129 m/z 41.10 81.20%
171
97 214
oL1s 152 195
UL S UL UL UL SRR UL B
m/z--> 50 100 150 200 250 300 350
Abundance #84452: Tetradecanoic acid I AEEREE TS
78 17.80 18.00 18.20 18.40
43 m/z 57.10 77.31%
5000 129
185
228
0<15 H‘ iHh‘ |‘157‘ .‘2:.[1.“.. e ——— SRAJG N NN——
m/z--> 50 150 200 250 300 350 1780 1800 1820 1840
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042817\
Data File : BM009800.D

Aca On : 29 Apr 2017 03:03

Operator : SJ/MA

Sample : 12845-16

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517 .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

Concentration Rank 1

Peak Number

3 (DEL) Alkane: Cyclic21.09

R.T. EstConc Area Relative to ISTD R.T.
21.09 7.01 ng/ul 818844 Chrysene-di12 21.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 91
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91

Abundance Scan 3061 (21.092 min): BM009800.D (-3057) (-) m/z 43.10 100.00%
43,69
97
5000
125 20.80 21.00 21.20 2140
163 207 og5p 281
o 316 361 407 437 477503 n/z 55.10 91 _80%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #151538: 1-Docosene
55
5000 LN B DU SN B
29 20. 80 21. 00 21. 20 21. 40
‘ ‘125 m/z 57.10 88.91%
0 ..“.“ I\IHI I‘H‘I\H\I l“.“.‘.lls‘?fl?].-luuuu ....3|0.8...|....|....|....|..
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
83 HRISRURS BN SUNRE B
20.80 21.00 21.20 21.40
5000 111 m/z 69.10 88.84Y%
? 139 182210 255 356 WLMW
ob—t Ak b Ay
miz--> 0 55 160 1%0 260 250 360 3éo 460 4%0 560
Abundance #210517: 1-Heptacosanol e  RRRES BEm
57 |97 20.80 21.00 21.20 21.40
m/z 83.10 86.79%
5000
125
o 29 1153181 200236 264 202 320 350378
miz--> 0 5'0 1(')0 1&1,0 2(')0 25'30 3(')0 3&'30 4(')0 4&1,0 5(')0 20. 80 21. 00 21. 20 21. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042817\
Data File : BM009800.D

Acq On : 29 Apr 2017 03:03

Operator : SJ/MA

Sample - 12845-16

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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]
(DEL) Alkane: Str... 16.16 3.0 ng/ul 417063 4 17.22 2768630 20.0
n-Hexadecanoic acid 18.09 3.5 ng/ul 485416 4 17.22 2768630 20.0
(DEL) Alkane: Cyc... 21.09 7.0 ng/ul 818844 5 21.40 2337640 20.0
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