LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM121217\
Data File : BM013350.D

Aca On : 12 Dec 2017 21:48

Operator : SJ/JU

Sample : 16776-16

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-BM113017.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 6.863 636 642 656 rVB2 686459 1260239 23.49% 2.178%
2 7.028 664 670 683 rBV 541826 840457 15.67% 1.452%
3 7.222 695 703 713 rBV 743928 1154760 21.53% 1.996%
4 7.687 775 782 790 rBV 805870 1285228 23.96% 2.221%
5 8.393 895 902 911 rBV 866608 1381912 25.76% 2.388%
6 8.840 971 978 988 rVB 762256 1247058 23.25% 2.155%
7 9.557 1093 1100 1113 rVB 623626 1063090 19.82% 1.837%
8 10.092 1184 1191 1205 rBV 934748 1606402 29.95% 2.776%
9 10.463 1246 1254 1259 rBV 1137358 1899208 35.40% 3.282%
10 10.516 1259 1263 1269 rVB 153282 251392 4.69% 0.434%
11 10.610 1272 1279 1287 rBvV 426441 778948 14.52% 1.346%
12 12.133 1531 1538 1545 rvB2 42312 71312 1.33% 0.123%
13 12.351 1569 1575 1586 rvB2 32606 54781 1.02% 0.095%
14 13.151 1707 1711 1719 rVB5 39044 62293 1.16% 0.108%

15 13.745 1805 1812 1816 rBV 1821385 2545008 47.44% 4 _.398%

16 13.792 1816 1820 1828 rVB 390625 549333 10.24% 0.949%
17 14.016 1849 1858 1870 rBV 1988339 3055226 56.96% 5.280%
18 14.233 1890 1895 1901 rVB 76209 94298 1.76% 0.163%
19 14.327 1904 1911 1918 rBV2 1756443 2612496 48.70% 4_.515%
20 14.392 1918 1922 1927 rVB 66378 100938 1.88% 0.174%

21 14.539 1941 1947 1963 rBV 673840 1120502 20.89%% 1.936%
22 15.192 2053 2058 2063 rVB 88483 114328 2.13% 0.198%
23 15.327 2072 2081 2086 rBV 2538186 3657216 68.18% 6.320%
24 15.380 2086 2090 2096 rVB 41606 59775 1.11% 0.103%
25 15.451 2096 2102 2114 rBV 699351 980869 18.29% 1.695%

26 15.563 2114 2121 2124 rBV5 32595 55594 1.04% 0.096%
27 16.051 2200 2204 2211 rBV3 89885 141368 2.64% 0.244%
28 16.733 2316 2320 2326 rBv4 44296 63673 1.19% 0.110%
29 16.845 2335 2339 2344 rBV2 55467 72435 1.35% 0.125%

30 17.080 2371 2379 2383 rBV2 2221350 3266160 60.89% 5.644%

31 17.115 2383 2385 2389 rVvVv 159810 204280 3.81% 0.353%
32 17.174 2389 2395 2407 rVB 2829813 4184102 78.00% 7.231%
33 17.486 2444 2448 2456 rVB 39371 61844 1.15% 0.107%
34 17.980 2524 2532 2542 rBV3 401525 642438 11.98% 1.110%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM121217\
Data File : BM013350.D

Aca On : 12 Dec 2017 21:48

Operator : SJ/JU

Sample : 16776-16

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:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM113017 .M

Title = SVOA CALIBRATION

35 18.051 2542 2544 2552 rVV9 27948 65955 1.23% 0.114%
36 19.015 2703 2708 2714 rBVS 27973 54286 1.01% 0.094%

37 19.139 2720 2729 2734 rBV2 267550 421526 7.86% 0.728%
38 19.268 2746 2751 2759 rBV3 243773 372453 6.94% 0.644%
39 19.474 2780 2786 2799 rBV 3533198 5364268 100.00% 9.270%
40 19.921 2858 2862 2865 rBV2 89232 101919 1.90% 0.176%

41 19.998 2872 2875 2879 rVB3 75567 100169 1.87% 0.173%
42 20.156 2897 2902 2907 rBV4 58578 102033 1.90% 0.176%

43 20.298 2923 2926 2930 rBV2 52806 80923 1.51% 0.140%
44 20.456 2950 2953 2959 rVB 142192 203883 3.80% 0.352%
45 20.745 2999 3002 3008 rBV 58655 87206 1.63% 0.151%

46 20.986 3039 3043 3051 rBV2 1060476 1222511 22.79%% 2.113%
47 21.268 3084 3091 3095 rBV 2898539 3966684 73.95% 6.855%
48 21.303 3095 3097 3106 rVB 378083 419923 7.83% 0.726%
49 21.427 3116 3118 3122 rVV5 52291 61950 1.15% 0.107%
50 21.874 3192 3194 3199 rVB4 170852 209117 3.90% 0.361%

51 22.827 3351 3356 3360 rBV2 419000 771925 14.39% 1.334%
52 23.303 3433 3437 3440 rBV 144112 257690 4._80% 0.445%
53 23.356 3440 3446 3460 rVB2 2149548 4308162 80.31% 7.445%
54 23.497 3463 3470 3479 rBV 1482803 2793235 52.07% 4.827%
55 24.109 3570 3574 3584 rVB7 167233 360612 6.72% 0.623%

Sum of corrected areas: 57865393
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM121217\
Data File : BM013350.D

Aca On : 12 Dec 2017 21:48

Operator : SJ/JU

Sample : 16776-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BM013350.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM121217\
Data File : BM013350.D

Aca On : 12 Dec 2017 21:48

Operator : SJ/JU

Sample : 16776-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.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.
17.98 3.93 ng/ul 642438 Phenanthrene-d10 17.07
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 96
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 2532 (17.980 min): BM013350.D (-2524) (-) m/z 73.10 100.00%
78
41 55
5000 129

213

157171185
143 199 281 17.60 17.80 18.00 18.20
0 m/z 60.00 82.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129 AUV
17.60 17.80 18.00 18.20
J' 8 \5717118s 213 m/z 41.10 80.59%
143 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57
17.60 17.80 18.00 18.20
5000 29 256 m/z 55.05 79.68%

129

97 145 213
143197171185,99 | 227,

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
3 | 78 17.60 17.80 18.00 18.20
5 m/z 43.10 75.26%
5000 129
29
199
143157171185 242
0 15

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 : Z:\HPCHEM1I\BNA M\DATA\BM121217\
Data File : BM013350.D

Aca On : 12 Dec 2017 21:48

Operator : SJ/JU

Sample : 16776-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.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 2- Chloropropionic acid, oc... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

20.99 6.16 ng/ul 1222510 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. octadec... 360 C21H41CI02 088104-31-8 93
2 n-Nonadecanol-1 284 C19H400 001454-84-8 93
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 1-Heptacosanol 396 C27H560 002004-39-9 93
5 1-Heneicosanol 312 C21H440 015594-90-8 93

Abundance Scan 3044 (20.992 min): BM013350.D (-3039) (-) m/z 57.05 100.00%

)

7 83
226
5000 111

‘ 139 168191 20.60 20.80 21.00 21.20 21.40
ol ,..‘-.U.Jl. i | 202280 308 342 429 | Th/z 43.05  98.19%

m/z--> 50 100 150 200 250 300 350 400
Abundance #190678: 2- Chloropropionic acid, octadecyl ester
57 83
5000 11

20.60 20.80 21.00 21.20 21.40

29 m/z 83.10 97 .49%
L2 060 100 2420 o7
ol A0 T 208200 P07 297 se0
m/z--> 50 100 150 200 250 300 350 400
Abundance
55 83
20 60 20. 80 21. 00 21 20 21. 40
5000 111 m/z 55.05 93.24%
29
o 139 168 196 238 266
T A A A ama a  E
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol R e e
55 83 20 60 20. 80 21. 00 21 20 21. 40

m/z 69.10 88.76%

5000 1
29
oLk L .167 196 224 252 280 308

m/z--> 50 100 150 200 250 300 350 400 20 60 20. 80 21. 00 21 20 21. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM121217\
Data File : BM013350.D

Aca On : 12 Dec 2017 21:48

Operator : SJ/JU

Sample : 16776-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.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 Trifluoroacetic acid, penta... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2411 2.58 ng/ul 360612 Perylene-d12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 89
2 l1l-Heptacosanol 396 C27H560 002004-39-9 76
3 Carbonic acid. hexadecvl 2.2.2-t... 416 C19H35CI1303 1000314-56-2 76
4 9-Octadecene. (E)- 252 C18H36 007206-25-9 70
5 1-Tricosene 322 C23H46 018835-32-0 68
Abundance Scan 3574 (24.109 min): BM013350.D (-3570) (-) m/z 57.10 100.00%
5 o3
5000
267 308 341369 401429 23.80 24.00 24.20 24.40
ol 2 o m/z 83.10 80.11%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #164113: Trifluoroacetic acid, pentadecyl ester
57
83
5000 SN BN B
23.80 24.00 24.20 24.40
29 m/z 43.10 76.82%
opr L | ‘ \\ \\140‘,182210 25 8
m'z-> 0 50 200 250 300 350 400 450 500
Abundance
57 97
23.80 24.00 24.20 24.40
5000 m/z 55.00 69.36%
125
o 29 153 181 209236 264 292 320 350 378
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #217748: Carbonic acid, hexadecyl 2,2,2-trichloroethy! ester RN B S
23.80 24.00 24.20 24.40
m/z 69.05 64 .84%
5000
o} i S e
m'z-> 0 50 100 150 200 250 300 350 400 450 500 23.80 24.00 24.20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM121217\
Data File : BM013350.D

Acq On : 12 Dec 2017 21:48

Operator : SJ/JU

Sample - 16776-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .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 17.98 3.9 ng/ul 642438 4 17.07 3266160 20.0
2- Chloropropioni... 20.99 6.2 ng/ul 1222510 5 21.27 3966680 20.0
Trifluoroacetic a... 24.11 2.6 ng/ul 360612 6 23.50 2793240 20.0
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