LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM110916\
Data File : BMO07806.D

Aca On : 09 Nov 2016 20:29

Operator : UM/SJ

Sample - H5554-19

Misc :

ALS Vial : 16 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\SOMO2.2-EPA-BM102016 .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 2.640 6 9 18 rVB3 36943 83552 1.93% 0.181%
2 2.887 47 51 55 rBv 39277 44995 1.04% 0.098%
3 3.287 115 119 124 rVB 40671 53767 1.24% 0.117%
4 4.216 272 277 285 rBV2 32297 49608 1.14% 0.108%
5 4.616 336 345 351 rBV6 18621 45508 1.05% 0.099%
6 4.904 391 394 401 rBV 28998 45361 1.05% 0.098%
7 6.922 730 737 758 rVB2 683735 1404649 32.40% 3.048%
8 7.081 758 764 773 rBV 562887 888801 20.50% 1.929%
9 7.281 791 798 809 rBV 735926 1221253 28.17% 2.650%
10 7.739 870 876 886 rBV 723077 1199228 27.66% 2.602%

11 8.445 990 996 1009 rBV 712189 1224946 28.26% 2.658%
12 8.898 1066 1073 1088 rBV 680382 1147784 26.48% 2.491%
13 9.616 1187 1195 1204 rBV 559610 960306 22.15% 2.084%
14 10.151 1279 1286 1302 rBV 768003 1446311 33.36% 3.138%
15 10.522 1340 1349 1361 rBV 930806 1558030 35.94% 3.381%

16 10.669 1367 1374 1392 rBV 604036 1198838 27.65% 2.601%
17 13.786 1898 1904 1909 rBV 1424161 2052564 47.35% 4._.454%
18 13.833 1909 1912 1919 rVB 257231 369360 8.52% 0.801%
19 14.068 1945 1952 1965 rBV 1685547 2431565 56.09% 5.276%
20 14.374 1994 2004 2011 rBV 1319652 1949907 44.98% 4.231%

21 14.598 2034 2042 2059 rBV 339395 750745 17 .32% 1.629%
22 15.221 2143 2148 2155 rVB 46504 64656 1.49% 0.140%
23 15.368 2167 2173 2181 rBV 2070901 3038882 70.10% 6.594%
24 15.510 2191 2197 2208 rBV 471568 744167 17.17% 1.615%

25 15.615 2210 2215 2223 rVB4 36070 65636 1.51% 0.142%
26 16.086 2290 2295 2298 rBV 73598 100238 2.31% 0.218%
27 16.874 2425 2429 2433 rBV 63388 82873 1.91% 0.180%
28 17.021 2450 2454 2461 rBV6 43040 75120 1.73% 0.163%

29 17.121 2466 2471 2476 rVV2 1473908 2234614 51.55% 4._.849%
30 17.162 2476 2478 2482 rVV 75562 103020 2.38% 0.224%

31 17.221 2482 2488 2498 rVB2 2236957 3177657 73.30% 6.895%

32 17.615 2551 2555 2561 rVB 53147 67809 1.56% 0.147%
33 18.015 2618 2623 2628 rBV2 150606 224071 5.17% 0.486%
34 18.309 2669 2673 2679 rBV7 26375 43711 1.01% 0.095%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM110916\
Data File : BMO07806.D

Aca On : 09 Nov 2016 20:29

Operator : UM/SJ

Sample - H5554-19

Misc :

ALS Vial : 16 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

Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM102016.M
SVOA CALIBRATION

Method
Title

35 18.927 2759 2778 2779 rBV7 136406 488850 11.28% 1.061%

36 19.186 2818 2822 2827 rVB 181423 251300 5.80% 0.545%
37 19.298 2837 2841 2844 rBV5 55018 74273 1.71% 0.161%
38 19.521 2872 2879 2891 rBV 2738639 4085791 94.25% 8.866%
39 21.015 3129 3133 3141 rBV2 289195 423879 9.78% 0.920%
40 21.309 3177 3183 3188 rBV 2207160 3004875 69.31% 6.520%

41 23.415 3535 3541 3556 rVB2 2242944 4335240 100.00% 9.407%
42 23.562 3560 3566 3573 rVB 1508503 2775516 64.02% 6.023%
43 24.056 3647 3650 3660 rVvB2 279069 494875 11.42% 1.074%

Sum of corrected areas: 46084131

SOM02.2-EPA-BM102016.-M Thu Nov 10 15:04:37 2016 Page: 2



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA M\DATA\BM110916\

BMO0O7806 .D

09 Nov 2016 20:29

UM/SsJ

H5554-19

16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM110916\
Data File : BMO0O7806.D

Aca On : 09 Nov 2016 20:29

Operator : UM/SJ

Sample : H5554-19

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM102016 .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 4
R.T. EstConc Area Relative to ISTD R.T.
18.02 2.01 ng/ul 224071 Phenanthrene-d10 17.12
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 98
3 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 89
5 Tridecanoic acid 214 C13H2602 000638-53-9 89
Abundance Scan 2624 (18.021 min): BM007806.D (-2618) (-) m/z 73.10 100.00%
43 7B
5
5000 129
97 157171185 st et
W1 s 199 | 227 26 282 17.80 18.00 18.20 18.40
01 m/z 43.05 82.73%
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 L BRI BN SULLILN B
83 17.80 18.00 18.20 18.40
157 213 m/z 60.00 75.50%
143 171185199
0‘

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

17.80 18.00 18.20 18.40
5000{ 29 256 m/z 55.10 67 .80%
129

97 115 213
143157171185,99 ' 227,,,

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid N B o R
73 17.80 18.00 18.20 18.40
m/z 41.05 66.02%
5000 129

143157171

I T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM110916\
Data File : BMO0O7806.D

Aca On : 09 Nov 2016 20:29

Operator : UM/SJ

Sample : H5554-19

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM102016 .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 5-Bromo-4-oxo0-4,5,6,7-tetra... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.93 4.38 ng/ul 488850 Phenanthrene-d10 17.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Bromo-4-oxo0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 86
2 8-Hexadecvne 222 C16H30 019781-86-3 64
3 2-Butenal. 2-methvl-4-(2.6.6-tri... 206 C14H220 003155-71-3 58
4 Decahvdro-8a-ethvl-1.1.4a.6-tetr... 222 C16H30 1000100-23-6 45
5 Cyclohexanone, 2,3,3-trimethyl-2... 206 C14H220 069296-91-9 45
Abundance Scan 2779 (18.933 min): BM007806.D (-2759) (-) m/z 69.10 100.00%
2000 ‘,‘//\\/\/K—
18,60 18.80 19.00 19.20
0 m/z 95.05 95.45%
m/z--> 50 100 150 200 250 300 350
Abundance #74466: 5-Bromo-4-0x0-4,5,6,7-tetrahydrobenzofurazan
109
45 137 218
5000 78 SR SRR AR UL R UL
160 18.60 18.80 19.00 19.20
m/z 109.10 82.75%
H 189
o h h . " \\ - i \\\ i “. i T
m/z--> 50 100 250 300 350
Abundance
67
41 95 18.60 18.80 19.00 19.20
5000 m/z 81.10 79.30%
123
oL15 151 179 202 222
m/z--> 50 100 150 200 250 300 350
Abundance #66155: 2-Butenal, 2-methyl-4-(2,6,6-trimethyl-1-cyclohexe... A B o
107 18.60 18.80 19.00 19.20
41 81 206 m/z 55.05 77.21%
135
5000 163
o 6 Ilu“!\HI\LI‘..II\IPI\‘I — ——— T A RRE maamamat
m/z--> 50 100 150 200 250 300 350 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM110916\
Data File : BMO0O7806.D

Aca On : 09 Nov 2016 20:29

Operator : UM/SJ

Sample : H5554-19

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM102016 .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 (DEL) Alkane: Cyclic21.02 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.02 2.82 ng/ul 423879 Chrysene-di12 21.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 97
2 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 94
3 17-Pentatriacontene 491 C35H70 006971-40-0 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
Abundance Scan 3134 (21.021 min): BM007806.D (-3129) (-) m/z 57.10 100.00%

5000 11

H

139 20.80 21.00 21.20 21.40
182 221 252 296 354 416 475503
0...|J”.|!l#f.?hj?f.wHHrHTE%i,.”.|..”|...w. m/z 83.05 94 _97%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #69584: Cyclopentadecane
55
83
5000 LN B L L L L LB
111 2080 2100 21 20 2140
29 m/z 55.05 87 .19%
‘ ‘ \ ‘ “139 182210
0 ﬂ.‘ ‘ ‘ .m,l...“...,..”,....,”..,...w.
m/z--> 50 200 250 300 350 400 450 500
Abundance
57 83
A
20.80 21.00 21.20 21.40
5000 111 m/z 69.10 84 .02%
29
o 139168 210238266 295
e L e o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #234187: 17-Pentatriacontene e B
43 20.80 21.00 21.20 21.40
m/z 97.10 83.92%
5000 83
111
o | [} ] 139167196224 267292321 462 490
R R LA R AR,
m/z--> 50 100 150 200 250 300 350 400 450 500 20. 80 21. OO 21 20 21. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM110916\
Data File : BMO0O7806.D

Aca On : 09 Nov 2016 20:29

Operator : UM/SJ

Sample : H5554-19

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM102016 .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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24 .06 3.57 ng/ul 494875 Perylene-d12 23.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Octadecane 254 C18H38 000593-45-3 91
3 Eicosane 282 C20H42 000112-95-8 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 3651 (24.062 min): BM007806.D (-3647) (-) m/z 57.10 100.00%
57
85
5000
U BN SR B
141 169 207 266 23.80 24.00 24.20 24.40
Obrrs ,I. L, I, h im0 240700 816 351 387417 ML nzo 71.10  73.01%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129490: Eicosane
57
85
5000 R AN U SRR AR
23.80 24.00 24.20 24.40
m/z 43.10 58.32%
29
LMWMMM%W@W%MWMWMW”
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
23.80 24.00 24.20 24,40
5000 85 m/z 85.10 56.64%
29
. 113 141 169 197 225 254
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #129492: Eicosane I L B B
7 23.80 24.00 24.20 24.40
m/z 99.10 21.56%
5000
85
29
o [} ) 8141 169 197 205 253 282
m/z--> 55 100 150 200 250 300 350 400 450 ' 23.80 24.00 24.20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM110916\
Data File : BMO07806.D

Acq On : 09 Nov 2016 20:29

Operator : UM/SJ

Sample - H5554-19

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .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 18.02 2.0 ng/ul 224071 4 17.12 2234610 20.0
5-Bromo-4-oxo0-4,5... 18.93 4.4 ng/ul 488850 4 17.12 2234610 20.0
(DEL) Alkane: Cyc... 21.02 2.8 ng/ul 423879 5 21.31 3004880 20.0
(DEL) Alkane: Str... 24.06 3.6 ng/ul 494875 6 23.56 2775520 20.0
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