LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062518\
Data File : BM015755.D

Aca On : 25 Jun 2018 18:20

Operator : SJ/JU

Sample = J3569-10

Misc :

ALS Vial : 15 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:\SVOASRV\HPCHEM1I\BNA_ M\METHODS\SOM-EPA-BMO60818MA.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 3.534 36 42 49 rBV 25120 40568 1.42% 0.125%
2 7.463 704 710 726 rBV2 249317 498840 17.40% 1.537%
3 7.634 732 739 753 rBV 412196 647210 22.58% 1.995%
4 7.839 768 774 782 rBV 407029 690900 24.10% 2.129%
5 8.316 848 855 869 rBV 465694 756091 26.38% 2.330%
6 9.028 968 976 994 rBV 266406 475683 16.59% 1.466%
7 9.504 1050 1057 1067 rBV 537411 927081 32.34% 2.857%
8 9.592 1067 1072 1077 rVvV 27893 44434 1.55% 0.137%
9 10.228 1172 1180 1199 rBV 469562 802175 27.99% 2.472%
10 10.763 1265 1271 1291 rBvV 527065 961569 33.55% 2.964%

11 11.145 1329 1336 1343 rBvV 644261 1083132 37.79% 3.338%
12 11.286 1351 1360 1372 rVV 401386 706473 24.65% 2.177%

13 12.045 1484 1489 1495 rBV2 21269 47161 1.65% 0.145%
14 12.786 1609 1615 1621 rBV 20607 34022 1.19% 0.105%
15 13.004 1646 1652 1664 rBV3 32621 62722 2.19% 0.193%

16 14.333 1871 1878 1882 rVV 1178626 1641730 57.27% 5.060%
17 14.380 1882 1886 1900 rVB 597914 815421 28.45% 2.513%
18 14.633 1922 1929 1938 rBV 1322577 1916380 66.86% 5.906%
19 14.780 1949 1954 1963 rVB 46050 65408 2.28% 0.202%
20 14.933 1972 1980 1992 rVB3 872789 1377195 48.05% 4.245%

21 15.145 2007 2016 2026 rBV 85969 194695 6.79% 0.600%
22 15.686 2103 2108 2111 rBV 26784 39953 1.39% 0.123%
23 15.727 2111 2115 2120 rVB 84677 105000 3.66% 0.324%
24 15.921 2141 2148 2162 rVB 1603866 2391501 83.43% 7.371%
25 16.051 2163 2170 2177 rBV 413025 632271 22.06% 1.949%

26 16.127 2177 2183 2186 rVV 26845 54899 1.92% 0.169%
27 16.580 2255 2260 2262 rBV 83391 116311 4._.06% 0.358%
28 17.186 2359 2363 2368 rBV3 62435 81762 2.85% 0.252%
29 17.362 2389 2393 2397 rBV 47014 58908 2.06% 0.182%

30 17.662 2437 2444 2450 rBV 1119097 1643657 57.34% 5.066%

31 17.756 2454 2460 2472 rBV 1738091 2510066 87.57% 7.736%

32 17.992 2494 2500 2503 rBV5 20138 35120 1.23% 0.108%
33 18.098 2513 2518 2522 rBV 41935 52071 1.82% 0.160%
34 18.439 2573 2576 2581 rBV3 24267 30243 1.06% 0.093%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062518\
Data File : BM015755.D

Aca On : 25 Jun 2018 18:20

Operator : SJ/JU

Sample = J3569-10

Misc :

ALS Vial : 15 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
Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO60818MA .M
SVOA CALIBRATION

35 18.503 2581 2587 2596 rBV 653586 888715 31.00% 2.739%

36 18.780 2630 2634 2638 rVB 25385 28828 1.01% 0.089%
37 19.350 2727 2731 2735 rBV6 22400 28790 1.00% 0.089%
38 19.398 2735 2739 2741 rBV2 26521 29842 1.04% 0.092%
39 19.609 2771 2775 2776 rBV3 30076 34343 1.20% 0.106%
40 19.656 2780 2783 2789 rVB 53457 79328 2.77% 0.244%

41 19.750 2795 2799 2808 rBVY 292919 406700 14.19%% 1.253%
42 20.015 2838 2844 2849 rBV 2045609 2866425 100.00% 8.834%

43 20.062 2849 2852 2857 rVB2 41819 57124 1.99% 0.176%
44 20.409 2908 2911 2918 rBV3 67026 95342 3.33% 0.294%
45 20.974 3004 3007 3011 rBVZ2 39744 39116 1.36% 0.121%

46 21.427 3081 3084 3091 rBV2 192889 266107 9.28% 0.820%
47 21.768 3137 3142 3149 rBV 1494748 1902070 66.36% 5.862%
48 24.021 3519 3525 3536 rVB 1306561 2527268 88.17% 7.789%
49 24.174 3545 3551 3560 rVB 824693 1655294 57.75% 5.102%

Sum of corrected areas: 32445944
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062518\
Data File : BM015755.D

Aca On : 25 Jun 2018 18:20

Operator : SJ/JU

Sample = J3569-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO60818MA_M
= SVOA CALIBRATION

TIC Library : C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM015755.D
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Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BM015755.D
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Abundance TIC: BM015755.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062518\
Data File : BM015755.D

Aca On : 25 Jun 2018 18:20

Operator : SJ/JU

Sample = J3569-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO60818MA_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 1
R.T. EstConc Area Relative to ISTD R.T.
18.50 10.81 ng/ul 888715 Phenanthrene-d10 17.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
Abundance Scan 2586 (18.498 min): BM015755.D (-2581) (-) m/z 43.05 100.00%
43.0 73.0
5000
129.1
97.1 13.2
| | 1711 256.2 2810 18.20 18.40 18.60 18.80
e : m/z 41.10 91.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
18.20 18.40 18.60 18.80
J 1570 1gs0 2180 2560 m/z 73.05 89.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 73.0
' 18.20 18.40 18.60 18.80
5000 256.0 m/z 60.00 81.84%
129.0
97.0 213.0
157.0 185.0

W‘mmmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 |, 73.0 18.20 18.40 18.60 18.80

m/z 55.10 72 .96%

5000 129.0

15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062518\
Data File : BM015755.D

Aca On : 25 Jun 2018 18:20

Operator : SJ/JU

Sample = J3569-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO60818MA_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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.75 4.28 ng/ul 406700 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 95
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 Octadecanoic acid 284 C18H3602 000057-11-4 74

Abundance Scan 2799 (19.750 min): BM015755.D (-2795) (-) m/z 43.10 100.00%

1 73.0

5000

:

241.2 A s A s
284.2 19.40 19.60 19.80 20.00
m/z 41.05 82.60%

m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
43.0 73.0
5000 129.0 P e e
19.40 19.60 19.80 20.00
H 1850 o410 2840 m/z 73.05 80.04%
101.
ol LU0 o [0
m/z--> 50 100 150 200 250 300 350
Abundance
73.0
430 LA L L L L L B
129.0 19.40 19.60 19.80 20.00
5000 284.0 m/z 60.00 73.95%

185.0 241.0

101.0 157.0 213.0

T T T T
m/z--> 50 100 150 200 250 300 350

-

Abundance #131261: Octadecanoic acid
43.0,,73.0 19.40 19.60 19.80 20.00
m/z 55.10 70.08%
5000 129.0

185.0 241.0 284.0
157.0, | 2130, | |
4570 | 2130, |

T T I I T
m/z--> 50 100 150 200 250 300 350 19.40 19.60 19.80 20.00

:
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062518\
Data File : BM015755.D

Aca On : 25 Jun 2018 18:20

Operator : SJ/JU

Sample = J3569-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO60818MA_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 3 Trichloroacetic acid, hexad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.43 2.80 ng/ul 266107 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 95
2 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 94
3 Cvclooctacosane 392 C28H56 000297-24-5 91
4 Tricosvl pentafluoropropionate 486 C26H47F502 1000351-81-0 91
5 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
Abundance Scan 3085 (21.433 min): BM015755.D (-3081) (-) m/z 43.05 100.00%
43.9
83.1
5000
2.1 31150 21140 2160 2180
.0208.0 2820 . . . )
—d 870 3430 4151 m/z 57.10 92.04%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43.0
83.0
5000 LR UL BRI B B
mmmmmmmm
“ 250 m/z 55.10 79.13%
’_'J'J‘ul \‘\\‘\mwlh :!-9.6.(.)......l....|....|....|....|....
m/z--> 50 150 200 250 300 350 400 450 500
Abundance
57.0
97.0 2120 21140 21.60 21.80
5000 m/z 41.10 66.60%
139014, 0222 0264.0 336.0381.0 532.0
m/z--> §o 160 1%0 200 250 300 3%0 460 4%0 560
Abundance #208717: Cyclooctacosane  EREEEEES LS S
7.0 21.20 21.40 21.60 21.80
20 m/z 69.10 64 .98%
- /W__M]L—QA
LU 01802202600 3350 P01 At e
m/z--> §o 160 1éo 260 250 360 3%0 460 4%0 560 21. 20 21. 40 21 60 21. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM062518\
Data File : BM015755.D

Acq On : 25 Jun 2018 18:20

Operator : SJ/JU

Sample - J3569-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO60818MA _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 18.50 10.8 ng/ul 888715 4 17.66 1643660 20.0
Octadecanoic acid 19.75 4.3 ng/ul 406700 5 21.77 1902070 20.0
Trichloroacetic a... 21.43 2.8 ng/ul 266107 5 21.77 1902070 20.0
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