LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013582.D

Acq On : 15 Jan 2018 13:23

Operator : SJ/JU

Sample : J1079-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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 height area % max. total
1 3.163 28 30 35 rvB2 36868 49065 1.55% 0.123%
2 6.804 643 649 659 rBv2 555073 1031083 32.64% 2.586%
3 6.963 670 676 688 rBVY 417492 673965 21.34% 1.690%
4 7.157 702 709 720 rvVB 585879 914420 28.95% 2.293%
5 7.622 781 788 797 rBV 515046 805959 25.52% 2.021%
6 8.334 902 909 918 rBVY 659916 1110824 35.17% 2.786%
7 8.775 978 984 994 rBV 564841 920181 29.13% 2.308%
8 9.492 1097 1106 1114 rBV 457794 762932 24.16% 1.913%
9 10.028 1189 1197 1209 rBVY 676743 1143580 36.21% 2.868%
10 10.398 1251 1260 1266 rBV 646056 1058877 33.52% 2.655%
11 10.451 1266 1269 1276 rVB 21067 33926 1.07% 0.085%
12 10.545 1278 1285 1300 rBV 541860 979166 31.00% 2.455%
13 11.827 1497 1503 1509 rBV3 18775 34121 1.08% 0.086%
14 12.798 1664 1668 1673 rBvV4 34829 51426 1.63% 0.129%

15 13.092 1711 1718 1725 rBV2 75972 120687 3.82% 0.303%

16 13.686 1813 1819 1824 rVV 1191016 1686770 53.40% 4_.230%
17 13.733 1824 1827 1835 rVV 342326 588081 18.62% 1.475%
18 13.798 1835 1838 1844 rVB5 30351 52097 1.65% 0.131%
19 13.963 1855 1866 1874 rBV 1369599 2013978 63.76% 5.050%
20 14.174 1897 1902 1908 rBV 182222 251273 7.96% 0.630%

21 14.269 1911 1918 1928 rVB2 863377 1374038 43.50% 3.446%
22 14.492 1950 1956 1966 rBV 386648 689563 21.83% 1.729%

23 14.680 1985 1988 1995 rBVS 33907 66238 2.10% 0.166%
24 14.804 2004 2009 2014 rVB3 73645 109198 3.46% 0.274%
25 14.868 2017 2020 2024 rVB4 24640 32149 1.02% 0.081%
26 14.980 2035 2039 2043 rBV5 16637 34226 1.08% 0.086%

27 15.133 2061 2065 2070 rVB 247471 300517 9.51% 0.754%
28 15.268 2082 2088 2095 rVB 1643661 2297735 T72.75% 5.762%
29 15.404 2106 2111 2123 rVB 466905 700330 22.17% 1.756%
30 15.539 2123 2134 2139 rBV2 153790 337961 10.70% 0.847%

31 15.633 2146 2150 2155 rVB6 42647 62096 1.97% 0.156%
32 15.692 2156 2160 2165 rBV5 45265 74150 2.35% 0.186%
33 15.757 2166 2171 2176 rVB6 47786 73365 2.32% 0.184%

34 15.998 2207 2212 2214 rBV2 291232 377052 11.94% 0.946%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013582.D

Acq On : 15 Jan 2018 13:23

Operator : SJ/JU

Sample : J1079-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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

35 16.345 2267 2271 2273 rBV4 33276 44588 1.41% 0.112%
36 16.404 2278 2281 2285 rVB3 35876 45573 1.44% 0.114%

37 16.680 2323 2328 2336 rVB 217167 347506 11.00% 0.871%
38 16.792 2343 2347 2351 rBV 217563 262208 8.30% 0.658%
39 16.845 2351 2356 2366 rVB2 172232 303243 9.60% 0.760%
40 17.021 2381 2386 2392 rBV2 1147374 1616354 51.18% 4._.053%

41 17.121 2397 2403 2415 rVB 1839868 2651979 83.96% 6.650%

42 17.221 2415 2420 2423 rVB6 25320 32006 1.01% 0.080%
43 17.262 2423 2427 2432 rBV7 37344 48694 1.54% 0.122%
44 17.327 2434 2438 2442 rBV7 29334 44899 1.42% 0.113%
45 17.445 2455 2458 2464 rVB7 39764 60092 1.90% 0.151%

46 17.527 2468 2472 2479 rVB 153324 195611 6.19% 0.491%
47 17.927 2535 2540 2545 rBV2 269666 397150 12.57% 0.996%
48 18.227 2586 2591 2594 rBV2 108460 137629 4._36% 0.345%

49 18.862 2695 2699 2703 rBV2 73325 78374 2.48% 0.197%
50 19.062 2730 2733 2735 rBv4 34306 41441 1.31% 0.104%
51 19.215 2754 2759 2769 rBv4 125238 222613 7.05% 0.558%
52 19.309 2772 2775 2781 rVB5 29553 46720 1.48% 0.117%
53 19.421 2788 2794 2801 rBV 2264281 3118653 98.74% 7.821%
54 19.480 2801 2804 2811 rVB2 71282 95288 3.02% 0.239%
55 19.980 2887 2889 2895 rVB7 39947 40634 1.29% 0.102%

56 20.362 2947 2954 2961 rBV 568834 798784 25.29% 2.003%
57 20.474 2970 2973 2976 rVB5 36831 43811 1.39% 0.110%
58 20.939 3048 3052 3059 rBvV 541068 700702 22.18% 1.757%
59 21.139 3082 3086 3091 rBV 256721 306065 9.69% 0.768%
60 21.215 3094 3099 3105 rBV 1561621 2081811 65.91% 5.220%

61 23.280 3444 3450 3458 rVB2 1750347 3158481 100.00% 7.920%
62 23.421 3467 3474 3481 rBV 1020008 1943706 61.54% 4._.874%
63 24.021 3572 3576 3584 rVB9 101317 202105 6.40% 0.507%

Sum of corrected areas: 39877749
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013582.D

Acq On : 15 Jan 2018 13:23

Operator : SJ/JU

Sample : J1079-04

Misc :

ALS Vial : 7 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: BM013582.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013582.D

Acq On : 15 Jan 2018 13:23

Operator : SJ/JU

Sample : J1079-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .17 3.66 ng/ul 251273 Acenaphthene-d10 14.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Undecane 156 C11H24 001120-21-4 87
3 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 78
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
5 Tridecane 184 C13H28 000629-50-5 59

Abundance Scan 1901 (14.169 min): BM013582.D (-1897) (-) m/z 57.10 100.00%

43 97

71
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13.80 14.00 14.20 14.40

111 126 141154 191 207

01 m/z 43.10 85.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71396: Pentadecane
57
43
71 85
5000 LA L L L L LB L
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Owﬁm‘wumeWmmmmm
B B L B e e
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L E et S 2t
13.80 14.00 14.20 14.40
5000 1 g m/z 41.10 71.22%
29
ol 15 98 113 127 141 156
B B LA R i
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83051: Dodecane, 2-methyl-6-propyl- AR Ean ma s
43 57 13.80 14.00 14.20 14.40
m/z 85.10 40.56%
71
5000 85
99 140
0 L | 1131277 154166 82105 206
B R B B e A ma
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013582.D

Acq On : 15 Jan 2018 13:23

Operator : SJ/JU

Sample : J1079-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.13 4_.37 ng/ul 300517 Acenaphthene-d10 14.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Hexadecane 226 C16H34 000544-76-3 94
3 Hexadecane 226 C16H34 000544-76-3 94
4 Nonadecane 268 C19H40 000629-92-5 91
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 90

Abundance Scan 2064 (15.127 min): BM013582.D (-2061) (-) m/z 57.10 100.00%

43 97

71
5000

99 14.80 15.00 15.20 15.40

113127 149 155 169 183 209 226

0 m/z 43.10 85.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83026: Hexadecane
43 57 41
5000 85 TT llllllll llllllllll

14.80 15.00 15.20 15.40
99 m/z 71.10 65.58%

29 113
s T | 17127141155 169 183 107 211 226
N Mt i s A - S
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 57
A i e
71 14.80 15.00 15.20 15.40
5000 o m/z 41.10 57 .84%
29
o 99 113 127 141 155 169 183 226
e e e
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83023: Hexadecane B EEE R RS S
57 14.80 15.00 15.20 15.40
43 m/z 85.10 45 _.02%
71
5000 P
o | “ | ) 1183127141155 169 183 197 226
e el e e e e e ey
miz--> 20 40 60 80 100 120 140 160 180 200 220 14'80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013582.D

Acq On : 15 Jan 2018 13:23

Operator : SJ/JU

Sample : J1079-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.54 4.92 ng/ul 337961 Acenaphthene-d10 14.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 91
2 Heneicosane 296 C21H44 000629-94-7 86
3 Octacosane 394 C28H58 000630-02-4 83
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 83
5 Dodecane 170 C12H26 000112-40-3 83
Abundance Scan 2134 (15.539 min): BM013582.D (-2123) (-) m/z 57.05 100.00%
57
5000
85
\ | o1 160 20 15120 1540 1560 1580
I | “.L e [ m/Zz 43.10 60.32%
m/z--> 0 50 100 150 200 250 300 350
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57
5000 L A B B SUAR
15.20 15.40 15.60 15.80
29 85 m/z 71.10 58.03%
113
NI ‘-‘.‘-‘l ,“,n L S euese
m/z--> 0 50 100 150 200 250 300 350
Abundance
57
15.20 15.40 15.60 15.80
5000 85 m/z 41.10 36.86%
29
. 13 141 160 197 205 253 296
LI S UL WU DL UL UL UL
m/z--> 0 50 100 150 200 250 300 350
Abundance #209566: Octacosane R A REEE R
57 15.20 15.40 15.60 15.80
m/z 85.10 30.72%
5000 85
29
oL 21 J M 160 197 225 253 261 309 337 965 394 o Ul L) nine
m/z--> 0 50 100 150 200 250 300 350 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013582.D

Acq On : 15 Jan 2018 13:23

Operator : SJ/JU

Sample : J1079-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

16.00 4.67 ng/ul 377052 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetradecane 198 C14H30 000629-59-4 91
3 Tetradecane 198 C14H30 000629-59-4 91
4 Hexadecane 226 C16H34 000544-76-3 90
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 2212 (15.998 min): BM013582.D (-2207) (-) m/z 57.05 100.00%

g7
5000 85

113 141 163183 15.60 15.80 16.00 16.20 16.40
N | desles 209 m/z 43.10 69.09%

m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 TT T T[T T I T [T T T T[T T TT[TT
85 15.60 15.80 16.00 16.20 16.40
m/z 71.10 64.72%
29
0 | || M8 141 169 197 225 253 281 323 351 380
i ....,....,....,.... T T
m/z--> 50 100 150 200 250 300 350
Abundance
57
T T T T T T T
15.60 15.80 16.00 16.20 16.40
5000 85 m/z 41.10 46.94%
29
T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #59880: Tetradecane o
57 15.60 15.80 16.00 16.20 16.40
m/z 85.10 45 _.56%
5000 85
29
0 1 | Ly 113‘ 141 169 198
e e T T T T
m/z--> 50 100 150 200 250 300 350 15. 60 15. 80 16 00 16. 20 16. 40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013582.D

Acq On : 15 Jan 2018 13:23

Operator : SJ/JU

Sample : J1079-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.79 3.24 ng/ul 262208 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 86
2 Tridecane, 1l-iodo- 310 C13H271 035599-77-0 86
3 Octadecane 254 C18H38 000593-45-3 83
4 Oxalic acid, butyl 6-ethyloct-3-... 286 C16H3004 1000309-34-2 80
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 78
Abundance Scan 2347 (16.792 min): BM013582.D (-2343) (-) m/z 57.10 100.00%
57

5000

16.40 16.60 16.80 17.00 17.20
m/z 43.10 77.81%

141 169

o 196211 228 246 281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #141431: Eicosane, 10-methyl-
57
5000 85 TT T T [T T T T[T T T T[T TT T 7T
4 16,40 16.60 16.80 17.00 17.20
m/z 71.05 75.16%
113 154
0 ‘ |y /777 13977189 197 204239 266281296
et e T e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
e
16.40 16.60 16.80 17.00 17.20
5000 g5 m/z 41.10 58.29%
41
183
0,26 113,58 155 310
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105885: Octadecane A B R e
57 16.40 16.60 16.80 17.00 17.20
m/z 85.10 56.57%
5000 85
4
. ‘ L | 13 141 160 107 295 254
,”““.”“”.“”w”.w””“.”“”..”.”..”” A Al AR s s sl A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16,40 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013582.D

Acq On : 15 Jan 2018 13:23

Operator : SJ/JU

Sample : J1079-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.84 3.75 ng/ul 303243 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
2 Heptacosane 380 C27H56 000593-49-7 86
3 Hexacosane 366 C26H54 000630-01-3 86
4 Hentriacontane 437 C31H64 000630-04-6 86
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 78
Abundance Scan 2355 (16.839 min): BM013582.D (-2351) (-) m/z 57.10 100.00%
57
5000 85
0 149169 197 16.60 16.80 17.00 17.20
0‘,| HH ML ke "m/z 71.10  85.75%
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85 LS BN I I I
16.60 16.80 17.00 17.20
m/z 43.10 52.08%
0 I h [ ‘\113 1141 183 211 239 267 296
m/z--> 50 100 150 200 250 300 350
Abundance
57
16,60 16.80 17.00 17.20
5000 m/z 41.10 42 _73%
85
0 29 113 141 160 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane b RREmE EE e
57 16.60 16.80 17.00 17.20
m/z 85.10 38.78%
5000 85
. ZP“ j || MB 141 169 197 205 253 205 323 367
m/z--> 50 100 @ 200 250 300 350 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013582.D

Acq On : 15 Jan 2018 13:23

Operator : SJ/JU

Sample : J1079-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.53 2.42 ng/ul 195611 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 80
2 Hexadecane 226 C16H34 000544-76-3 72
3 Tetradecane 198 C14H30 000629-59-4 72
4 Heptadecane 240 C17H36 000629-78-7 58
5 Heneicosane 296 C21H44 000629-94-7 49
Abundance Scan 2472 (17.527 min): BM013582.D (-2468) (-) m/z 57.10 100.00%
57
43 71
5000
113 197 17.20 17.40 17.60 17.80
o 141154 169181 196 211 75 71 05 8o 130
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57
43
71
5000 85 UL BUAR MR BULLIRE IR
17:20 17.40 17.60 17.80
29 m/z 43.10 80.21%
ol 15 “ | ?P 113 127 141 155 169 198
m/z--> 20 40 éo 80 100 150 140 160 180 200 220
Abundance
57
43 R N B BN UGS
71 17.20 17.40 17.60 17.80
5000 g5 m/z 85.10 56.97%
0 113 127 141 155 169 183 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59879: Tetradecane I R B e
57 17.20 17.40 17.60 17.80
43 - m/z 41.10 47 . 42%
5000 85
29
ol 15 1 “\ [ 9\\9 113 127 141 155 169 198
m/z--> 20 40 éo éo 100 150 140 160 180 200 220 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013582.D

Acq On : 15 Jan 2018 13:23

Operator : SJ/JU

Sample : J1079-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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 8 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

17.93 4.91 ng/ul 397150 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Tridecanoic acid 214 C13H2602 000638-53-9 70

Abundance Scan 2540 (17.927 min): BM013582.D (-2535) (-) m/z 73.05 100.00%

60 73
5000

17.60 17.80 18.00 18.20
m/z 43.05  94.94%

1L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 60 73

o

5000 129 R AR

17.60 17.80 18.00 18.20
0! #ﬂ

m/z 55.10 92 .47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

213
143157171185199

Abundance
60 73
43 B RN RaRES B RS
17.60 17.80 18.00 18.20
5000] 129 m/z 41.05 87.85%
g 15 o 214
101 143157 | 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid R B R
43 60 73 17.60 17.80 18.00 18.20

m/z 60.00 83.86%

50001 29

213

143157 171]_85199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18 00 18. 20

o
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013582.D

Acq On : 15 Jan 2018 13:23

Operator : SJ/JU

Sample : J1079-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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 9 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.22 2.14 ng/ul 222613 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid 284 C18H3602 000057-11-4 96
3 Octadecanoic acid 284 C18H3602 000057-11-4 94
4 Octadecanoic acid 284 C18H3602 000057-11-4 93
5 Octadecanoic acid 284 C18H3602 000057-11-4 91
Abundance Scan 2760 (19.221 min): BM013582.D (-2754) (-) m/z 43.10 100.00%
43 73
129
5000
241
171185 207 284 R VNN SRR BN B
143157 227 19.00 19.20 19.40 19.60
0 L m/z 73.00 99.77%
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 R U SRR BN B
19.00 19.20 19.40 19.60
284 m/z 60.00 79.07%
| 143157171
Ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 73
19.00 19.20 19.40 19.60
5000 129 m/z 41.15 71.95%
97
115 185 241 284

143157171 | 199 227 55

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid N B B !
73 19.00 19.20 19.40 19.60
43 5 m/z 55.10 64.32%
129
5000, 28 284

I T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013582.D

Acq On : 15 Jan 2018 13:23

Operator : SJ/JU

Sample : J1079-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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 10 9-Octadecenamide, (Z)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.36 7.67 ng/ul 798784 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 99
2 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 98
3 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 97
4 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 91
5 9-Octadecenamide, (2)- 281 C18H35N0O 000301-02-0 58
Abundance Scan 2954 (20.362 min): BM013582.D (-2947) (-) m/z 59.05 100.00%
so00f 4t ﬂ(\
8 20.00 20.20 20.40 20.60
154 207 : - : :
o -|' o ST 284202 1 3% nsz 72.10  75.37%
m/z--> 50 100 150 200 250 300 350
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41 URAUARALARUVRE
20.00 20.20 20.40 20.60
81 m/z 41.05 50.27%
oL28 |[.100,1% 154 184 201038 281
m/z--> 50 100 150 200 250 300 350
Abundance
59
20.00 20.20 20.40 20.60
5000 a1 m/z 55.05 50.08%
83 126
o 101 154 184 220238 563281
m/z--> " 50 100 150 200 250 300 350
Abundance #128447: 9-Octadecenamide, (2)- T T T T T R
509 20.00 20.20 20.40 20.60
m/z 43.10 35.71%
5000 a1
83 126
0 bl ] 1ﬂ5x4 184 220238 263281
miz--> o 100 1o 20 2 sl ao 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013582.D

Acq On : 15 Jan 2018 13:23

Operator : SJ/JU

Sample : J1079-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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 11 Behenic alcohol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

20.94 6.73 ng/ul 700702 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 94
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94

Abundance Scan 3052 (20.939 min): BM013582.D (-3048) (-) m/z 55.10 100.00%

55 83
5000 111

139 20 60 20.80 21.00 21.20
l 168 209 249 282 355
ob— '",-..1.4',‘.-..*,%...,....,.?2]8.,....,..“2]9. m/z 43.10 99.90%

m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol
55 83
111

5000 PTG T YT
20.60 20.80 21.00 21.20

m/z 57.10 90.28%

a1

29
oL A i ‘\ | 197 196 224 252 280 308
e I B S B S o o o o o o S B
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83
20.60 20.80 21.00 21.20
5000 11 m/z 83.10 86.64%
29
139 182 210 255 356
O T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55 83 20.60 20.80 21.00 21.20
m/z 69.10 80.65%
5000 111
29
oLl ‘ | 1 1130 167 106 238 266 204
e e e e e e
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013582.D

Acq On : 15 Jan 2018 13:23

Operator : SJ/JU

Sample : J1079-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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 12 (DEL) Alkane: Cyclic24.02 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
24.02 2.08 ng/ul 202105 Perylene-di12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 70
2 1-Octadecene 252 C18H36 000112-88-9 55
3 3-Octadecene, (E)- 252 C18H36 007206-19-1 50
4 Heptacosyl acetate 438 C29H5802 1000351-78-2 46
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 45
Abundance Scan 3576 (24.021 min): BM013582.D (-3572) (-) m/z 43.10 100.00%
43
5000
2380 24.00 24.20 24.40
Ob———Aply m/z 83.10 93.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104186: 5-Octadecene, (E)-
55
83
5000
23.80 24.00 24.20 24.40
29 111 m/z 69.10 82.98%
o ,\\, I8 ,H\,‘LI ;L,J‘Ilf?gl l6s105224252
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 R U SRS DU IR
23.80 24.00 24.20 24.40
5000 m/z 97.05 80.34%
29 111
o 139 168 196 224 252
m/z--> 50 100 150 200 250 300 350 400
Abundance #104188: 3-Octadecene, (E)-
4 |69 23.80 24.00 24.20 24.40
m/z 57.10 75.82%
97
5000
125
. JI [1]] 25 150 100 o0 222
m/z--> 50 100 150 200 250 300 350 400 23.80 24.00 24.20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013582.D

Acq On : 15 Jan 2018 13:23

Operator : SJ/JU

Sample : J1079-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_.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]
(DEL) Alkane: Str... 14.17 3.7 ng/ul 251273 3 14.27 1374040 20.0
(DEL) Alkane: Str... 15.13 4.4 ng/ul 300517 3 14.27 1374040 20.0
(DEL) Alkane: Str... 15.54 4.9 ng/ul 337961 3 14.27 1374040 20.0
(DEL) Alkane: Str... 16.00 4.7 ng/ul 377052 4 17.02 1616350 20.0
(DEL) Alkane: Str... 16.79 3.2 ng/ul 262208 4 17.02 1616350 20.0
(DEL) Alkane: Str... 16.84 3.8 ng/ul 303243 4 17.02 1616350 20.0
(DEL) Alkane: Str... 17.53 2.4 ng/ul 195611 4 17.02 1616350 20.0
n-Hexadecanoic acid 17.93 4.9 ng/ul 397150 4 17.02 1616350 20.0
Octadecanoic acid 19.22 2.1 ng/ul 222613 5 21.22 2081810 20.0
9-Octadecenamide, ... 20.36 7.7 ng/ul 798784 5 21.22 2081810 20.0
Behenic alcohol 20.94 6.7 ng/ul 700702 5 21.22 2081810 20.0
(DEL) Alkane: Cyc... 24.02 2.1 ng/ul 202105 6 23.42 1943710 20.0
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