LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012918\
Data File : BM013974.D

Aca On : 30 Jan 2018 00:53

Operator : SJ/JU

Sample : J1295-15

Misc :

ALS Vial : 20 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-BM011018.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

3.740 123 128 133 rBV2 43068 66887 1.95% 0.162%
4.716 289 294 299 rBV2 54376 84826 2.47% 0.206%
rvB 402669 764640 22.30% 1.855%
6.916 662 668 679 rBvV 322070 519260 15.14% 1.260%
7.104 694 700 712 rBV 477689 788347 22.99% 1.912%
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7.569 773 779 789 rBV 401428 694414 20.25% 1.684%
8.287 893 901 915 rBV 449027 873787 25.48% 2.120%
rBv 448190 812409 23.69% 1.971%
9.122 1037 1043 1049 rBvV2 49450 75408 2.20% 0.183%
9.439 1091 1097 1114 rBV 397288 753159 21.96% 1.827%
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11 9.981 1182 1189 1210 rBV 513871 1043274 30.42% 2.531%
12 10.339 1244 1250 1259 rBV 583401 940173 27.41% 2.281%
13 10.498 1271 1277 1297 rBV 391842 861155 25.11% 2.089%
14 13.639 1804 1811 1816 rBV 1125084 1679828 48.98% 4_.075%
15 13.692 1816 1820 1828 rVV 181485 333343 9.72% 0.809%

16 13.910 1848 1857 1868 rBV 1259872 2008864 58.57% 4._.873%
17 14.127 1888 1894 1899 rBV2 62990 92034 2.68% 0.223%
18 14.221 1904 1910 1919 rBvV2 818951 1281324 37.36% 3.108%
19 14.469 1944 1952 1964 rBV2 263899 628754 18.33% 1.525%
20 14.745 1996 1999 2006 rVB7 19178 34759 1.01% 0.084%

21 14.839 2006 2015 2017 rBV7 15102 35728 1.04% 0.087%
22 15.086 2051 2057 2062 rBV2 72457 105577 3.08% 0.256%
23 15.221 2074 2080 2087 rBV 1617165 2363383 68.91% 5.733%
24 15.286 2087 2091 2099 rVB5 20146 46194 1.35% 0.112%
25 15.368 2099 2105 2118 rBV 421445 706046 20.59% 1.713%

26 15.474 2118 2123 2125 rBV6 26521 38485 1.12% 0.093%
27 15.868 2185 2190 2195 rBV 41208 72276 2.11% 0.175%
28 15.951 2199 2204 2206 rBV2 85210 122789 3.58% 0.298%
29 16.527 2299 2302 2307 rBV6 20884 35721 1.04% 0.087%
30 16.639 2313 2321 2332 rBV2 191635 398891 11.63% 0.968%
31 16.745 2336 2339 2343 rVV3 61131 85113 2.48% 0.206%
32 16.792 2344 2347 2352 rVB5 30660 41589 1.21% 0.101%

33 16.980 2372 2379 2384 rBV 1124392 1615703 47.11% 3.919%
34 17.074 2389 2395 2409 rVB 1785325 2714611 79.15% 6.585%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012918\
Data File : BM013974.D

Aca On : 30 Jan 2018 00:53

Operator : SJ/JU

Sample : J1295-15

Misc :

ALS Vial : 20 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-BM011018.M
Title = SVOA CALIBRATION
35 17.480 2461 2464 2469 rBv4 60680 76959 2.24% 0.187%

36 17.886 2527 2533 2547 rBV2 270053 514574 15.00% 1.248%
37 18.174 2578 2582 2587 rVB2 89639 120375 3.51% 0.292%
38 18.815 2688 2691 2694 rBV3 56815 68472 2.00% 0.166%
39 18.933 2706 2711 2714 rBV3 60459 87947 2.56% 0.213%
40 19.045 2722 2730 2740 rBVY 665555 1001224 29.19% 2.429%

41 19.174 2748 2752 2758 rBV7 94303 155448 4_.53% 0.377%
42 19.380 2781 2787 2790 rBV 2471047 3429560 100.00% 8.319%
43 19.409 2790 2792 2801 rVB 1078585 1311666 38.25% 3.182%
44 19.886 2866 2873 2876 rBV7 84080 182285 5.32% 0.442%
45 20.068 2901 2904 2909 rVB3 84776 113299 3.30% 0.275%

46 20.209 2925 2928 2932 rBV3 53514 76148 2.22% 0.185%
47 20.256 2934 2936 2940 rVB5 42589 51700 1.51% 0.125%
48 20.433 2963 2966 2970 rBV4 64236 83891 2.45% 0.204%
49 20.668 3003 3006 3012 rVB2 78495 100237 2.92% 0.243%
50 20.827 3031 3033 3036 rVB 66346 61729 1.80% 0.150%

51 20.903 3042 3046 3055 rvB2 589532 826129 24.09% 2.004%
52 21.180 3086 3093 3097 rBV2 1725571 2918325 85.09% 7.079%
53 21.215 3097 3099 3107 rVB 506935 648046 18.90% 1.572%
54 21.333 3117 3119 3122 rBV4 56599 60924 1.78% 0.148%
55 22.203 3265 3267 3272 rBV6 71856 100256 2.92% 0.243%

56 22.715 3348 3354 3359 rBV 560371 1266526 36.93% 3.072%
57 23.174 3427 3432 3435 rBV 259040 457469 13.34% 1.110%

58 23.227 3435 3441 3447 rVV2 1718269 3015225 87.92% 7.314%
59 23.362 3458 3464 3470 rBV 1031551 1776665 51.80% 4_.310%

Sum of corrected areas: 41223830
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012918\
Data File : BM013974.D

Aca On : 30 Jan 2018 00:53

Operator : SJ/JU

Sample : J1295-15

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM013974.D
2500000

2000000
1500000
1000000

500000 6.76 7100 55 8.29 8 73 9.44 o 50
92
3.74 4.72 A gu K
0 A A

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 8. 50 9.00 9.50 10. OO 10 50 11.00 11.50
Abundance TIC: BM013974.D
2500000 19.38

2000000
17.07

15.22

1500000

1000000

500000

0! - ol <
Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM013974.D
2500000
23.23
2000000 2118
1500000 $3.36
22.72
1000000
20.90,q 22
231
500000 13 22.20
D443 ; e
o°-—r——r—rr T T T T T T T
Time--> 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012918\
Data File : BM013974.D

Aca On : 30 Jan 2018 00:53

Operator : SJ/JU

Sample : J1295-15

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
Quant Title : 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 unknown-01 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

4.72 2.44 ng/ul 84826 1,4-Dichlorobenzene-d4 7.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 42
2 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 38
3 N-Ethviformamide 73 C3H7NO 000627-45-2 9
4 Pentanol. 5-amino- 103 C5H13NO 002508-29-4 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 295 (4.722 min): BM013974.D (-289) (-) m/z 73.00 100.00%
73
5000 43
rrprrerrTeT T T T e T
440 4.60 4.80 5.00
57
e ST 87 08 207 hzy 43.10  37.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 4.40 460 4.80 5.00
55 87 m/z 41.10 15.65%
2 )] )]
“"|”M'wL"|“‘“|”"|”"|”"|“"|“"|“"|“"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73
4.40 460 4.80 5.00
5000 m/z 45.00 11.83%
43 >
87
27
'”'I"”I"'W""P"}?4”'I"”I"'W""P'"I”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #734: N-Ethylformamide
440 460 4.80 5.00
73 m/z 39.10 9.32%
5000
44 58
o ||
'”““'“PM'“l"“|"“|"”|"”|"”|"”|"“|"“
m/z--> 20 40 60 80 100 120 140 160 180 200 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012918\
Data File : BM013974.D

Aca On : 30 Jan 2018 00:53

Operator : SJ/JU

Sample : J1295-15

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
Quant Title : 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 Tridecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
17.89 6.37 ng/ul 514574 Phenanthrene-d10 16.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 86
5 Tridecanoic acid 214 C13H2602 000638-53-9 86
Abundance Scan 2534 (17.892 min): BM013974.D (-2527) (-) m/z 41.00 100.00%
1 73

5000

17.60 17.80 18.00 18.20
m/z 73.00 94.02%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #72647: Tridecanoic acid
73
43
5000 129 lllllllllllllllllll
171 17. 60 17. 80 18. 00 18 20
% ‘ 214 m/z 43.10 84.14%
S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43 80
R A EEEEEEE SRS R
17.60 17.80 18.00 18.20
5000 129 m/z 60.00 77.14%
83
101 157 185 213 256
239
mmmmmwmwmvﬁwmmr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107548: n-Hexadecanoic acid
43 7 17.60 17.80 18.00 18.20
m/z 55.05 74.08%
5000 256
129
‘ ’ 157 185 13
2 “ Ml HH h\ \ 1 ‘ ‘ { ‘ \239 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17. 60 17. 80 18. 00 18 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012918\
Data File : BM013974.D

Aca On : 30 Jan 2018 00:53

Operator : SJ/JU

Sample : J1295-15

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
Quant Title : 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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.90 5.66 ng/ul 826129 Chrysene-di12 21.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 89
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 55
3 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 55
4 Nonadecvl trifluoroacetate 380 C21H39F302 1000351-76-3 55
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 55
Abundance Scan 3045 (20.898 min): BM013974.D (-3042) (-) m/z 43.10 100.00%
226
200 /WAV\/L
LSRN BN BN
20.60 20.80 21.00 21.20
257280 305328 356 n/z 226.10 98 _ 950
m/z--> 50 100 150 200 250 300 350 400
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57
5000
20.60 20.80 21.00 21.20
29 mn m/z 57.10 95.96%
168 196
J...‘l \‘ h ‘h A “‘gl‘.‘. i "‘I .2.2‘.7 258 ——
m/z--> 50 200 250 300 350 400
Abundance
57
97 LSRN U BN BN
20.60 20.80 21.00 21.20
5000 m/z 55.05 88.98Y%
29 125
154 182 210 238 283 384
m/z--> 55 160 1%0 260 250 360 3éo 460
Abundance #217811: Pentafluoropropionic acid, octadecy! ester R RS m e
57 20.60 20.80 21.00 21.20
97 m/z 83.10 70.80%
5000
125
29
‘\““| L\y ¢153 182 224 252 297 398
m/z--> 55 100 150 260 250 360 3éo 460 2060 2080 2100 2120
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012918\
Data File : BM013974.D

Aca On : 30 Jan 2018 00:53

Operator : SJ/JU

Sample : J1295-15

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
Quant Title : 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 4 Benzo[e]pyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

23.17 5.15 ng/ul 457469 Perylene-di12 23.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 95
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 90
3 Benzolalpvrene 252 C20H12 000050-32-8 90
4 Benzolalpvrene 252 C20H12 000050-32-8 89
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 89

Abundance Scan 3431 (23.168 min): BM013974.D (-3427) (-) m/z 252.10 100.00%

2582
5000

22.80 23.00 23.20 23.40

50 99 125152 192 224 281 315 355 401429 475503 549

o e SR I LA IEENE A, & m/z 250.10 26.37%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104217: Benzo[e]pyrene
252
5000

22.80 23.00 23.20 23.40
m/z 253.10 20.10%

125
63 99, ] 174 224

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
252
22.80 23.00 23.20 23.40
5000 m/z 251.10 10.01%
126
63 100 174 224
I LI B o o B o o I o B o o S R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104218: Benzo[a]pyrene L B R
252 22.80 23.00 23.20 23.40
m/z 125.05 7.55%
5000
126
63 100 | 174 224
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.80 23.00 23.20 23.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012918\
Data File : BM013974.D

Acq On : 30 Jan 2018 00:53

Operator : SJ/JU

Sample - J1295-15

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018.M
Quant Title : 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]
unknown-01 4.72 2.4 ng/ul 84826 1 7.57 694414 20.0
Tridecanoic acid 17.89 6.4 ng/ul 514574 4 16.98 1615700 20.0
Ethanol, 2-(tetra... 20.90 5.7 ng/ul 826129 5 21.18 2918330 20.0
Benzo[e]pyrene 23.17 5.2 ng/ul 457469 6 23.36 1776670 20.0
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