LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013118\
Data File : BM014036.D

Aca On : 31 Jan 2018 16:18

Operator : SJ/JU

Sample : J1314-02

Misc :

ALS Vial : 3 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-BM013118.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 6.751 633 640 654 rBV 364956 693319 23.07% 2.128%
2 6.910 662 667 683 rVB 306462 473671 15.76% 1.454%
3 7.098 692 699 712 rBV 430494 726739 24.18% 2.231%
4 7.563 771 778 788 rBV 404519 696377 23.17% 2.138%
5 8.281 891 900 912 rBV 469026 898394 29.90% 2.758%
6 8.722 968 975 987 rBV 419708 790042 26.29% 2.425%
7 9.433 1090 1096 1107 rBv2 368027 711310 23.67% 2.183%
8 9.975 1180 1188 1197 rBV 502409 944251 31.42% 2.898%
9 10.333 1241 1249 1259 rBV 583923 988329 32.89% 3.034%
10 10.492 1269 1276 1290 rBvV 383583 883003 29.38% 2.710%

11 13.639 1805 1811 1816 rBV 1098899 1627501 54.16% 4.996%
12 13.686 1816 1819 1827 rVB 198835 318285 10.59% 0.977%
13 13.910 1850 1857 1868 rBV 1247586 1875185 62.40% 5.756%
14 14.127 1888 1894 1897 rBV2 42487 58448 1.94% 0.179%
15 14.215 1902 1909 1922 rVB3 865663 1362116 45.33% 4.181%

16 14.462 1946 1951 1960 rBV2 204459 487257 16.21% 1.496%
17 15.027 2041 2047 2051 rBV2 40385 55265 1.84% 0.170%
18 15.080 2051 2056 2062 rVB 68983 87901 2.93% 0.270%
19 15.221 2073 2080 2090 rBV 1524601 2286352 76.08% 7.018%
20 15.368 2098 2105 2117 rBV 356817 647744 21.55% 1.988%

21 15.462 2117 2121 2130 rVBS8 24040 59651 1.99% 0.183%
22 15.945 2199 2203 2212 rBV2 61238 108237 3.60% 0.332%
23 16.745 2333 2339 2342 rBV 46612 65503 2.18% 0.201%

24 16.974 2371 2378 2385 rBV 1214333 1679155 55.88% 5.154%
25 17.074 2388 2395 2410 rVVv2 1728370 2538531 84.47% 7.792%

26 17.480 2459 2464 2468 rBV2 39131 52431 1.74% 0.161%
27 17.662 2489 2495 2499 rBvV4 28290 37462 1.25% 0.115%
28 17.880 2527 2532 2549 rBV 258203 501257 16.68% 1.539%
29 18.168 2577 2581 2586 rBV3 38419 49703 1.65% 0.153%
30 19.021 2722 2726 2730 rBv4 21610 41978 1.40% 0.129%

31 19.174 2746 2752 2765 rBV5 102050 234514 7.80% 0.720%
32 19.380 2781 2787 2795 rBV 2201503 2969072 98.80% 9.114%
33 20.897 3040 3045 3055 rBV2 343346 606879 20.20% 1.863%
34 21.180 3088 3093 3102 rBV 1532412 2072235 68.96% 6.361%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013118\
Data File : BM014036.D

Aca On : 31 Jan 2018 16:18

Operator : SJ/JU

Sample : J1314-02

Misc :

ALS Vial : 3 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:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM013118.M
SVOA CALIBRATION

35 23.227 3434 3441 3450 rBV 1680449 3005079 100.00% 9.224%

36 23.362 3458 3464 3475 rVB2 973356 1944577 64.71% 5.969%

Sum of corrected areas: 32577753
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM013118\
Data File : BM014036.D

Aca On : 31 Jan 2018 16:18

Operator : SJ/JU

Sample : J1314-02

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Z:\HPCHEMI\BNA M\METHODS\SOM-EPA-BM013118.M
SVOA CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BM014036.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013118\
Data File : BM014036.D

Aca On : 31 Jan 2018 16:18

Operator : SJ/JU

Sample : J1314-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM013118_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 1
R.T. EstConc Area Relative to ISTD R.T.
17.88 5.97 ng/ul 501257 Phenanthrene-d10 16.97
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 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 Tridecanoic acid 214 C13H2602 000638-53-9 70

Abundance Scan 2532 (17.880 min): BM014036.D (-2527) (-) m/z 41.05 100.00%

115 157171 IR AR RSN AR
143 185199 227 081 17.60 17.80 18.00 18.20
m/z 73.00 93.94Y%

55 73
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213
97 256

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
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-

Abundance #72647: Tridecanoic acid
73 17.60 17.80 18.00 18.20
m/z 60.00 77 .49%
43 5
5000 129
29 171
’ 1s 214
| T o | s |
I | ullly MH H“ 1| ‘ o ) A
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:\HPCHEM1\BNA M\DATA\BM013118\
Data File : BM014036.D

Aca On : 31 Jan 2018 16:18

Operator : SJ/JU

Sample : J1314-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM013118_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 3
R.T. EstConc Area Relative to ISTD R.T.
19.17 2.26 ng/ul 234514 Chrysene-di12 21.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Octadecanoic acid 284 C18H3602 000057-11-4 95
3 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Octadecanoic acid 284 C18H3602 000057-11-4 68
5 Pentadecanoic acid 242 C15H3002 001002-84-2 64
Abundance Scan 2751 (19.168 min): BM014036.D (-2746) (-) m/z 73.00 100.00%
43 78
57
5000
97 129 185
111 227241 284 AU SR AR B
a7 265 18.80 19.00 19.20 19.40
m/z 43.10 86.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid
43 57 73
5000 129 NN BN BRI
18.80 19.00 19.20 19.40
29 m/z 41.00 76.95%
---.-‘-‘--‘.H--
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 73
18.80 19.00 19.20 19.40
5000 129 m/z 57.10 65.02%
o7 185
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143157 199513 255
mmﬁrwwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131260: Octadecanoic acid A B e e
43 73 18.80 19.00 19.20 19.40
57 m/z 55.05 61.52%
5000 29
||||||||||J|||| . T — T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013118\
Data File : BM014036.D

Aca On : 31 Jan 2018 16:18

Operator : SJ/JU

Sample : J1314-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM013118_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 2
R.T. EstConc Area Relative to ISTD R.T.
20.90 5.86 ng/ul 606879 Chrysene-di12 21.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
2 n-Tetracosanol-1 354 C24H500 000506-51-4 81
3 1-Docosene 308 C22H44 001599-67-3 81
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 81
5 Heptacosyl acetate 438 C29H5802 1000351-78-2 76
Abundance Scan 3045 (20.897 min): BM014036.D (-3040) (-) m/z 55.05 100.00%
55
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20.60 20.80 21.00 21.20
m/z 43.10 98 .45%

249 284

328 355 415

.

m/z--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43
69
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20.60 20.80 21.00 21.20
m/z 57.05 85.15%
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LA LL 2108 224

m/z--> 50 100 150 200 250 300 350 400
Abundance
43
20.60 20.80 21.00 21.20
5000 83 m/z 69.05 82.22%
18 111
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L e e o e e e I B B L B i o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #151538: 1-Docosene
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m/z 83.05 80.55%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM013118\
Data File : BM014036.D

Acq On : 31 Jan 2018 16:18

Operator : SJ/JU

Sample - J1314-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM013118_.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 17.88 6.0 ng/ul 501257 4 16.97 1679160 20.0
Octadecanoic acid 19.17 2.3 ng/ul 234514 5 21.18 2072240 20.0
Trichloroacetic a... 20.90 5.9 ng/ul 606879 5 21.18 2072240 20.0
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