LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM012318\
Data File : BM013758.D

Acq On : 24 Jan 2018 08:11

Operator : SJ/JU

Sample - J1221-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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 height area % max. total
1 3.157 25 29 36 rvB 56344 83912 1.65% 0.139%
2 4.769 298 303 311 rVvB 63704 90867 1.79% 0.151%
3 6.787 640 646 659 rBvY 1081699 1900270 37.46% 3.152%
4 6.951 668 674 685 rvB 842596 1233698 24.32% 2.046%
5 7.139 698 706 717 rBV 1192472 1851646 36.50% 3.071%
6 7.604 778 785 794 rBVY 795229 1237059 24.39% 2.052%
7 8.316 899 906 916 rBV 1344701 2126086 41.91% 3.526%
8 8.763 973 982 994 rBV 1095656 1819983 35.88% 3.019%
9 9.475 1096 1103 1113 rBV 934827 1588514 31.31% 2.635%
10 10.010 1186 1194 1208 rBV 1341743 2337584 46.08% 3.877%

11 10.380 1250 1257 1264 rBV 1007934 1670555 32.93% 2.771%
12 10.527 1274 1282 1298 rBV 1110458 1994518 39.32% 3.308%
13 11.921 1513 1519 1525 rBV2 74921 136934 2.70% 0.227%
14 13.674 1811 1817 1821 rBV 2200154 3071842 60.56% 5.095%
15 13.721 1821 1825 1832 rVB 945051 1334892 26.31% 2.214%

16 13.945 1856 1863 1871 rBV 2605603 3787247 T74.66% 6.282%
17 14.163 1895 1900 1905 rBV2 99111 130152 2.57% 0.216%
18 14.257 1909 1916 1925 rVB2 1363130 2044616 40.31% 3.391%
19 14.486 1949 1955 1972 rBV 708473 1305559 25.74% 2.165%
20 15.121 2059 2063 2068 rVB 120958 160511 3.16% 0.266%

21 15.257 2079 2086 2092 rBV 2973101 4239287 83.57% 7.031%
22 15.392 2104 2109 2119 rVB 713930 1073009 21.15% 1.780%
23 15.504 2122 2128 2129 rBV4 47173 70202 1.38% 0.116%
24 15.986 2205 2210 2212 rBV 122525 172581 3.40% 0.286%
25 16.662 2320 2325 2336 rBV 641814 1016062 20.03% 1.685%

26 16.774 2342 2344 2350 rBV2 70104 97020 1.91% 0.161%
27 16.827 2350 2353 2358 rVB7 42611 67202 1.32% 0.111%
28 17.009 2378 2384 2390 rBV 1610634 2230842 43.98% 3.700%
29 17.109 2395 2401 2414 rVB2 3113406 4393455 86.61% 7.287%
30 17.515 2467 2470 2477 rVB3 59844 78907 1.56% 0.131%

31 17.915 2534 2538 2548 rBV2 354195 520056 10.25% 0.863%
32 18.209 2584 2588 2591 rBV5 59360 76260 1.50% 0.126%
33 19.074 2732 2735 2743 rVB 205597 308647 6.08% 0.512%
34 19.203 2754 2757 2764 rBV4 149745 215917 4.26% 0.358%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM012318\
Data File : BM013758.D

Acq On : 24 Jan 2018 08:11

Operator : SJ/JU

Sample - J1221-05

Misc :

ALS Vial : 27 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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 = Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018.M
Title = SVOA CALIBRATION
35 19.303 2770 2774 2779 rBV7 48113 80356 1.58% 0.133%

36 19.415 2787 2793 2801 rBV 3408137 5072769 100.00% 8.414%
37 20.933 3047 3051 3059 rVB2 727024 971753 19.16% 1.612%
38 21.209 3093 3098 3103 rBV2 1973180 2560451 50.47% 4.247%
39 23.274 3443 3449 3460 rVB2 2566642 4803617 94.69% 7.967%
40 23.409 3466 3472 3481 rVB 1285795 2336486 46.06% 3.875%

Sum of corrected areas: 60291324
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM012318\
Data File : BM013758.D

Acq On : 24 Jan 2018 08:11

Operator : SJ/JU

Sample - J1221-05

Misc :

ALS Vial : 27 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

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BM013758.D

8.32 10.01
679 14 8.76 1010453
6.95 7.60 9.47

3.16 4.77

0

Time--> 3.00 350 400 450 500 550 600 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BM013758.D
1942

17.11
15.26
13.94

13.67

17.41

14.26

14.49

11.92 124 15.14

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
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BM013758.D
23.27

21.21

23.41

20.93

0

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM012318\
Data File : BM013758.D

Acq On : 24 Jan 2018 08:11

Operator : SJ/JU

Sample - J1221-05

Misc :

ALS Vial : 27 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

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.
17.92 4.66 ng/ul 520056 Phenanthrene-d10 17.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
3 Tridecanoic acid 214 C13H2602 000638-53-9 94
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Octadecanoic acid 284 C18H3602 000057-11-4 81
Abundance Scan 2539 (17.921 min): BM013758.D (-2534) (-) m/z 73.05 100.00%
73
41 55
5000
129 213
97 115 157171185 256 U AR NN SN U
143 199 | 227 282 17.60 17.80 18.00 18.20
0 m/z 55.00 78.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 L ML BN BN B
ﬂmﬂmmmmm
m/z 43.10 77 .11%
1Ji 143157171185199213
0‘

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

Abundance
43 60 73
e EEEmEEEE S
17.60 17.80 18.00 18.20
5000{ 29 256 m/z 41.10 76.94%
129
97 213
115
1431571711851 "~ 297,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid e i A o
60 73 17. 60 17. 80 18. 00 18 20
43 m/z 60.00 68.97%
5000 129
29
143157 214
01 L e LA R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 60 17. 80 18. 00 18 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM012318\
Data File : BM013758.D

Acq On : 24 Jan 2018 08:11

Operator : SJ/JU

Sample - J1221-05

Misc :

ALS Vial : 27 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

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 1-Heptacosanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.93 7.59 ng/ul 971753 Chrysene-di12 21.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 91
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 1-Docosanethiol 342 C22H46S 007773-83-3 91
5 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 83
Abundance Scan 3051 (20.933 min): BM013758.D (-3047) (-) m/z 43.10 100.00%
48| 83
5000 AWAJ\\/V\W‘/\
226 20.60 20.80 21.00 21.20
ob L 264 309 342 417 475 549 m/z 55.10 100 .00%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #210517: 1-Heptacosanol
57 |97
5000 ULV VAR AR
125 20,60 20.80 21.00 21.20
m/z 83.10 97.98%
o2 \‘ h | L‘ 15 181200237264202320350378
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57 |97
20.60 20.80 21.00 21.20
5000 m/z 69.10 86.02%
125
29
o 153181210238266 308336
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166292: Behenic alcohol e EREmEmEE T
56 83 20.60 20.80 21.00 21.20
m/z 57.10 82._47%
5000 H
2 P396
ol LA L 187106204260280308 e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 20,60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM012318\
Data File : BM013758.D

Acq On : 24 Jan 2018 08:11

Operator : SJ/JU

Sample - J1221-05

Misc :

ALS Vial : 27 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 17.92 4.7 ng/ul 520056 4 17.01 2230840 20.0
1-Heptacosanol 20.93 7.6 ng/ul 971753 5 21.21 2560450 20.0
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