LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012718\
Data File : BM013901.D

Aca On : 28 Jan 2018 01:18

Operator : SJ/JU

Sample : J1282-14

Misc :

ALS Vial : 25 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-BM011018.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 3.140 24 26 37 rvB4 34597 53368 1.70% 0.142%
2 6.769 637 643 655 rBV 551901 945039 30.12% 2.514%
3 6.928 664 670 680 rVB 414093 626593 19.97% 1.667%
4 7.116 696 702 719 rBV 617282 986421 31.44% 2.624%
5 7.581 775 781 791 rBV 593017 939176 29.94% 2.498%
6 8.293 896 902 916 rBV 680224 1177370 37.53% 3.132%
7 8.740 971 978 986 rBV 584504 963703 30.72% 2.563%
8 9.134 1038 1045 1050 rVB3 48528 74029 2.36% 0.197%
9 9.451 1091 1099 1109 rBV 513886 869743 27.72% 2.313%
10 9.987 1184 1190 1203 rBV 663281 1233497 39.32% 3.281%

11 10.351 1245 1252 1261 rBV 761304 1271511 40.53% 3.382%
12 10.504 1271 1278 1297 rBV 582898 1149034 36.62% 3.056%
13 13.651 1806 1813 1818 rBV 1330137 1850719 58.99% 4.923%
14 13.698 1818 1821 1827 rVB 204894 308302 9.83% 0.820%
15 13.922 1853 1859 1866 rBV 1520016 2180022 69.49% 5.799%

16 14.139 1890 1896 1902 rBV2 52847 69802 2.22% 0.186%
17 14.233 1902 1912 1922 rBV2 1108500 1688208 53.81% 4._.490%
18 14.475 1946 1953 1969 rBV 304591 724296 23.09% 1.927%
19 15.098 2054 2059 2063 rVB2 65368 78325 2.50% 0.208%
20 15.233 2073 2082 2089 rBV 1847110 2609273 83.17% 6.940%

21 15.374 2100 2106 2116 rBV 410819 670636 21.38% 1.784%

22 15.475 2119 2123 2126 rVVv4 26498 43422 1.38% 0.115%
23 15.963 2200 2206 2213 rBV 60455 98930 3.15% 0.263%
24 16.757 2337 2341 2344 rBV2 32755 39751 1.27% 0.106%

25 16.986 2373 2380 2388 rBV 1389429 2002618 63.83% 5.327%

26 17.086 2388 2397 2409 rVVv2 1918110 2805108 89.41% 7.461%
27 17.892 2529 2534 2542 rBV 272155 431376 13.75% 1.147%
28 17.963 2542 2546 2555 rVB 411748 532097 16.96% 1.415%
29 19.033 2723 2728 2731 rBvV4 40820 67820 2.16% 0.180%
30 19.180 2748 2753 2763 rBV5 108814 202419 6.45% 0.538%

31 19.321 2773 2777 2782 rVB 115719 145911 4._.65% 0.388%
32 19.392 2783 2789 2796 rVV 2271858 3137308 100.00% 8.345%
33 20.909 3043 3047 3057 rVB3 358599 584001 18.61% 1.553%
34 21.192 3089 3095 3103 rBV 1546703 2134127 68.02% 5.676%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012718\
Data File : BM013901.D

Aca On : 28 Jan 2018 01:18

Operator : SJ/JU

Sample : J1282-14

Misc :

ALS Vial : 25 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:\HPCHEM1\BNA M\Methods\SOM-EPA-BM011018.M
SVOA CALIBRATION

35 23.239 3436 3443 3453 rVB2 1634670 2973871 94.79% 7.910%

36 23.374 3460 3466 3477 rVB 992047 1928482 61.47% 5.129%

Sum of corrected areas: 37596308
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA M\DATA\BM012718\
BM013901.D

28 Jan 2018 01:18

SJ/JuU

J1282-14

25 Sample Multiplier: 1

Z:\HPCHEMI\BNA M\METHODS\SOM-EPA-BM011018.M
SVOA CALIBRATION

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

Abundance TIC: BM013901.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012718\
Data File : BM013901.D

Aca On : 28 Jan 2018 01:18

Operator : SJ/JU

Sample : J1282-14

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_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.
17.89 4_.31 ng/ul 431376 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 89
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 Pentadecanoic acid 242 C15H3002 001002-84-2 74
Abundance Scan 2534 (17.892 min): BM013901.D (-2529) (-) m/z 73.00 100.00%
43 8
5000 129
213
185 rrryrrrryrrrryrrrTrTrTTT
3157171 199 17.60 17.80 18.00 18.20

281 m/z 43.05  83.92%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43 73
5
5000 29 256

17.60 17.80 18.00 18.20

21 m/z 41.05 80.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 80
17.60 17.80 18.00 18.20
5000 129 m/z 60.00 74.12%
83 97
115 157171185 213 256
143 199 | 227,49
mmm‘wwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid
73 17.60 17.80 18.00 18.20
43 m/z 55.05 73.63%
5000
m/z--> 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012718\
Data File : BM013901.D

Aca On : 28 Jan 2018 01:18

Operator : SJ/JU

Sample : J1282-14

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_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 Behenic alcohol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.91 5.47 ng/ul 584001 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 1-Docosanethiol 342 C22H46S 007773-83-3 91
3 1-Heptacosanol 396 C27H560 002004-39-9 90
4 Bromoacetic acid. octadecvl ester 390 C20H39Bro2 018992-03-5 90
5 n-Tetracosanol-1 354 C24H500 000506-51-4 90
Abundance Scan 3047 (20.909 min): BM013901.D (-3043) (-) m/z 55.10 100.00%
55 83
5000
207 20.60 20.80 21.00 21.20
281
0 Ly 2R s T m/z 43.10 96.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol
55 83
5000 1l
20.60 20.80 21.00 21.20
m/z 83.05 95.20%
29 ‘ ‘139
N J L | 167 196 224 252 280 308
m/z--> éo 160 1%0 260 2éo 360 3éo 460
Abundance
43 97
69
20.60 20.80 21.00 21.20
5000 m/z 69.10 90.40%
125
308 345
153 195 293 252 280
miz-> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol
57 |97 20.60 20.80 21.00 21.20
m/z 57.05 85.53%
5000
125
211 ‘ ||| 135 181 200 735 264 292 320 350 378
m/z--> 5'0 1(')0 1&1;0 2(')0 2éo 3(')0 3&'30 4(')0 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012718\
Data File : BM013901.D

Acq On : 28 Jan 2018 01:18

Operator : SJ/JU

Sample : J1282-14

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_.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 17.89 4.3 ng/ul 431376 4 16.99 2002620 20.0
Behenic alcohol 20.91 5.5 ng/ul 584001 5 21.19 2134130 20.0
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