LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031318\
Data File : BM014556.D

Aca On : 13 Mar 2018 23:04

Operator : SJ/JU

Sample : J1813-11

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\SOM-EPA-BM021418.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 3.057 24 29 35 rvB4 25526 45212 1.51% 0.122%
2 3.551 110 113 121 rVB 37089 52156 1.74% 0.140%
3 4.628 292 296 299 rBV2 29521 46472 1.55% 0.125%
4 4 .657 299 301 309 rvB2 48705 63630 2.13% 0.171%
5 6.698 641 648 664 rBV 586195 1174938 39.25% 3.164%
6 6.828 664 670 681 rVB 459340 738859 24.68% 1.990%
7 7.022 697 703 716 rVB 725254 1206570 40.30% 3.250%
8 7.475 771 780 789 rBV 528657 864071 28.86% 2.327%
9 8.216 900 906 919 rBV2 763154 1396454 46.65% 3.761%
10 8.639 971 978 992 rBV 759201 1288290 43.03% 3.470%
11 8.998 1031 1039 1044 rBvV2 23849 34346 1.15% 0.093%

12 9.351 1092 1099 1111 rBV 664122 1250074 41.76% 3.367%
13 9.904 1186 1193 1212 rBV 818876 1703026 56.89% 4_587%
14 10.245 1244 1251 1267 rVB 718312 1208025 40.35% 3.253%
15 10.416 1272 1280 1296 rBV2 439876 1009729 33.73% 2.719%

16 12.945 1705 1710 1716 rVB3 37056 56081 1.87% 0.151%
17 13.568 1809 1816 1821 rBV 1631738 2303676 76.95% 6.204%
18 13.616 1821 1824 1830 rVB 235980 318961 10.65% 0.859%
19 13.833 1854 1861 1869 rBV 1749818 2604292 86.99% 7.014%
20 14.039 1890 1896 1901 rBV 91438 130216 4 _35% 0.351%

21 14.145 1904 1914 1920 rVVv2 897072 1458895 48.73% 3.929%

22 14.192 1920 1922 1929 rVB6 21770 35943 1.20% 0.097%
23 14.451 1959 1966 1981 rBV 299783 913655 30.52% 2.461%
24 14.598 1987 1991 1998 rVBS8 36430 76758 2.56% 0.207%
25 14.663 1998 2002 2007 rVB5 28815 44177 1.48% 0.119%

26 14.998 2055 2059 2064 rvB3 108117 133416 4._46% 0.359%
27 15.151 2078 2085 2093 rVV 2051451 2912647 97.29% 7.844%

28 15.221 2093 2097 2101 rVB7 20804 35383 1.18% 0.095%
29 15.333 2110 2116 2122 rBV 316913 542693 18.13% 1.462%
30 15.392 2122 2126 2132 rVBS8 42800 92180 3.08% 0.248%
31 15.633 2161 2167 2172 rVB 101350 144593 4.83% 0.389%
32 15.862 2202 2206 2214 rBV2 58244 88927 2.97% 0.239%
33 16.662 2338 2342 2346 rBV5 23551 35831 1.20% 0.097%

34 16.909 2377 2384 2389 rBV 1154160 1637857 54.71% 4.411%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031318\
Data File : BM014556.D

Aca On : 13 Mar 2018 23:04

Operator : SJ/JU

Sample : J1813-11

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:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM021418_.M
SVOA CALIBRATION

Method
Title

35 17.009 2395 2401 2409 rVB 2109859 2993684 100.00% 8.063%

36 17.698 2515 2518 2523 rVB7 34568 40930 1.37% 0.110%
37 17.756 2524 2528 2531 rBV6 23648 38568 1.29% 0.104%
38 17.815 2533 2538 2546 rBV 448605 671067 22.42% 1.807%
39 18.962 2730 2733 2735 rBv4 47548 66091 2.21% 0.178%
40 18.986 2735 2737 2743 rVB3 55330 78490 2.62% 0.211%

41 19.109 2754 2758 2763 rBV2 219397 308497 10.30% 0.831%
42 19.250 2779 2782 2785 rBV4 154319 189053 6.32% 0.509%
43 19.321 2789 2794 2801 rBV2 1962319 2727046 91.09% 7.344%
44 20.309 2959 2962 2965 rBV3 151359 144917 4.84% 0.390%
45 20.374 2970 2973 2976 rVB4 96223 105673 3.53% 0.285%

46 20.833 3048 3051 3056 rVB 309215 337762 11.28% 0.910%
47 21.127 3097 3101 3106 rBV 837141 1119748 37.40% 3.016%

48 23.168 3442 3448 3454 rVB 985095 1827128 61.03% 4.921%
49 23.303 3467 3471 3477 rVB 498829 833814 27.85% 2.246%

Sum of corrected areas: 37130501
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

= Z:\HPCHEMI\BNA M\DATA\BMO31318\
: BMO14556.D

: 13 Mar 2018 23:04

: SJ/JU

: J1813-11

16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_M
SVOA CALIBRATION

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

Abundance

2000000

1500000

1000000

500000

TIC: BM014556.D

9.90
7.02 822 864 10.25

6.70
7.47
6.83 10.42

o 306 355 A& 9.00

I I I
Time--> 3.00 350 400 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance

2000000

1500000

1000000

500000

TIC: BM014556.D
15.15 17,01 19,32

13.83
13.57

16.9

==

14.14

12.94

0
Time-->

12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

2000000

1500000

1000000

500000

0

TIC: BM014556.D

23.17

21.13
3.30

20.83

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 2550 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\BM031318\
Data File : BM014556.D

Aca On : 13 Mar 2018 23:04

Operator : SJ/JU

Sample : J1813-11

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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.
17.82 8.19 ng/ul 671067 Phenanthrene-d10 16.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Undecanoic acid 186 C11H2202 000112-37-8 70
Abundance Scan 2539 (17.821 min): BM014556.D (-2533) (-) m/z 73.00 100.00%
7B
5000 /\,AJWA%AMMNJA\~7W%A,”AWMM4
256 R SN SRR SO U
17.60 17.80 18.00 18.20
281301 341 m/z 41.10 99.87%
m/z--> 50 100 150 200 250 300
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129 R UL U UGN R
83 17.60 17.80 18.00 18.20
o 157 jgs 213 256 m/z 55.10 95.99%
— "“l I hl “':ﬁhl“ i‘”“:“l I\ ‘: I‘ I‘I 1 I‘ . ‘:23|9 T ]
m/z--> 50 100 150 200 250 300
Abundance
43 | 13
17.I60 17.|80 18.|00 18.|20
5000 129 m/z 43.10 92 .38%
171
97 214
26 152 197
m/z--> 55 160 1éo 260 250 360
Abundance #95851: Pentadecanoic acid R BB R
3 78 17.60 17.80 18.00 18.20
m/z 60.00 77.32%
5000 129 thﬁﬂwh
97 199 242
157
2 J,AIL,“ L1 .tl?@.L.‘Z.Z?.\,....,...., S A
m/z--> 50 100 150 200 250 300 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031318\
Data File : BM014556.D

Aca On : 13 Mar 2018 23:04

Operator : SJ/JU

Sample : J1813-11

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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.
19.11  5.51 ng/ul 308497  Chrysene-d12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 octadecanoic acid 284 C18H3602 000057-11-4 97

2 Octadecanoic acid 284 C18H3602 000057-11-4 95
3 Octadecanoic acid 284 C18H3602 000057-11-4 94
4 Octadecanoic acid 284 C18H3602 000057-11-4 91
5 Tridecanoic acid 214 C13H2602 000638-53-9 86
Abundance " Scan 2758 (19.109 min): BM014556.D (-2754) (-) m/z 41.10 100.00%
5000
o || 180 1900 1970 1940
m/z 43.10 97 .35%
miz--> 0 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43 | 78
5000 129 LR BN SN BN B
18 80 19. oo 19. 20 19.40
H o7 185 il e m/z 55.05 96.75%
S | Al I .‘}5.7.‘ . .f(‘)?. N e —
miz--> 0 50 100 150 200 250 300 350
Abundance
43 73
18.80 19.00 19.20 19.40
5000 129 m/z 73.00 90.77%
97 185 oa1 284
15 157 213
miz--> 0 56 160 150 200 250 300 3%0 '
Abundance #131259: Octadecanoic acid e A RERREEEEE
a3 . 18.80 19.00 19.20 19.40
m/z 59.95 89.35%
5000
129
L] a2 T
.15.;‘.L.. J]MH\\ {‘2.1:?..‘........|....|
miz--> 0 150 200 250 300 350 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031318\
Data File : BM014556.D

Aca On : 13 Mar 2018 23:04

Operator : SJ/JU

Sample : J1813-11

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.25 3.38 ng/ul 189053 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 89
2 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 58
3 1-Pentadecene. 2-methvl- 224 C16H32 029833-69-0 56
4 Hexadecanoic acid. butyl ester 312 C20H4002 000111-06-8 38
5 2-Undecene, 6-methyl-, (E)- 168 C12H24 074630-61-8 35
Abundance Scan 2782 (19.250 min): BM014556.D (-2779) (-) m/z 56.10 100.00%

5000

19.00 19.20 19.40 19.60

78 312 341 371
m/z 57.10 89.61%

m/z--> 50 100 150 200 250 300 350
Abundance #154932: Hexadecanoic acid, buty| ester
56
5000 LA B L L L L L L
19.00 19.20 19.40 19.60
29 257 m/z 41.05 89.56%
B e s magy o stz
m/z--> 50 1 150 200 250 300 350
Abundance
57
R R R s SRR
19.00 19.20 19.40 19.60
5000 m/z 43.10 88.23%
239
2 85 129
109 157 185 213 | 258 55, 312
T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #81260: 1-Pentadecene, 2-methyl- S RREmsma S
6 19.00 19.20 19.40 19.60
m/z 55.05 59.79%
5000
29
83

, h 1111 135 168 196 224

m/z--> 50 100 150 200 250 300 350 19. OO 19 20 19. 40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031318\
Data File : BM014556.D

Aca On : 13 Mar 2018 23:04

Operator : SJ/JU

Sample : J1813-11

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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: Cyclic20.31 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

20.31 2.59 ng/ul 144917 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 2.8-dimethvl-4-methvlene- 168 C12H24 007323-15-1 50
2 2-Methvlhexadec-1-ene 238 C17H34 061868-19-7 45
3 1-Hexene. 4-methvl- 98 C7H14 003769-23-1 43
4 3-Undecene. 4-methvl- 168 C12H24 074630-68-5 43
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 38

Abundance Scan 2962 (20.309 min): BM014556.D (-2959) (-) m/z 43.10 100.00%

a3
5000 69

20.00 20.20 20.40 20.60
m/z 55.10 85.67%

313340 371 407 444468

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #36858: Nonane, 2,8-dimethyl-4-methylene-
56
5000 LA L L L L L L LB L |
83 20.00 20.20 20.40 20.60
27 ‘ m/z 41.05 85.00%
A el
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance
56
R E e e R S REaRE
20.00 20.20 20.40 20.60
5000 m/z 56.05 84.49%
29 83

11129 182210238

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #3323: 1-Hexene, 4-methyl- e EREEREEaSS
57 20.00 20.20 20.40 20.60
m/z 57.10 72.92%
29
5000
‘ 98
IIIII‘I‘III‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031318\
Data File : BM014556.D

Aca On : 13 Mar 2018 23:04

Operator : SJ/JU

Sample : J1813-11

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 5 Trichloroacetic acid, penta... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.83 6.03 ng/ul 337762 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 94
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
3 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 94
4 Bromoacetic acid. octadecvl ester 390 C20H39Br02 018992-03-5 91
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
Abundance Scan 3051 (20.833 min): BM014556.D (-3048) (-) m/z 43.05 100.00%
43
83
5000
140 177 207 253 287 330 457 20.60 20.80 21.00 21.20
.Y 39630 40T %6 "m/z 55.10 84.69%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #197885: Trichloroacetic acid, pentadecyl ester
43
5000 LB SULRLN UL BRI SRR
111 20,60 20.80 21.00 21.20
m/z 41.10 84 .12%
L 4\‘ L e
N |||||||

m/z--> 0 50 200 250 300 350 400 450 500
Abundance
57
83 IIIIIIIIIIIIIIIIIIIIIII
20.60 20.80 21.00 21.20
5000 111 m/z 57.10 78.21%
29

140 182210 255 306

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #175127: Trifluoroacetoxy hexadecane Al EREEEEET S
57 20.60 20.80 21.00 21.20

m/z 83.10 72 .14%

5000
29 125
| | 154 196224 269 320

m/z--> 0 50 100 150 200 250 300 350 400 450 500 20. 60 20. 80 21. 00 21. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM031318\
Data File : BM014556.D

Acq On : 13 Mar 2018 23:04

Operator : SJ/JU

Sample - J1813-11

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM021418_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 17.82 8.2 ng/ul 671067 4 16.91 1637860 20.0
Octadecanoic acid 19.11 5.5 ng/ul 308497 5 21.13 1119750 20.0
Hexadecanoic acid... 19.25 3.4 ng/ul 189053 5 21.13 1119750 20.0
(DEL) Alkane: Cyc... 20.31 2.6 ng/ul 144917 5 21.13 1119750 20.0
Trichloroacetic a... 20.83 6.0 ng/ul 337762 5 21.13 1119750 20.0
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