LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013594.D

Acq On : 15 Jan 2018 20:30

Operator : SJ/JU

Sample - J1079-15

Misc :

ALS Vial : 18 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 3.164 28 30 34 rvB2 52051 57877 1.65% 0.128%
2 6.310 559 565 571 rvVB 588311 858647 24.46% 1.897%
3 6.804 643 649 662 rvB2 762703 1384029 39.43% 3.058%
4 6.963 670 676 684 rvv 593380 882486 25.14% 1.950%
5 7.057 687 692 697 rBv4 36146 55899 1.59% 0.124%
6 7.157 703 709 717 rVB 796752 1259040 35.87% 2.782%
7 7.622 781 788 795 rBVY 625365 997855 28.43% 2.205%
8 8.328 902 908 917 rBV 911964 1514100 43.14% 3.346%
9 8.775 978 984 993 rBVY 752260 1228441 35.00% 2.715%
10 9.181 1048 1053 1059 rVvB3 23363 35467 1.01% 0.078%

11 9.492 1100 1106 1114 rBV 622808 1038158 29.58% 2.294%
12 10.028 1189 1197 1206 rBV 910838 1566844 44.64% 3.462%
13 10.398 1252 1260 1267 rBV 829018 1368606 38.99% 3.024%
14 10.545 1278 1285 1298 rBV 739771 1352433 38.53% 2.989%
15 13.092 1713 1718 1722 rBV3 32228 46201 1.32% 0.102%

16 13.686 1813 1819 1824 rBV 1581768 2179053 62.09% 4_.815%
17 13.733 1824 1827 1835 rVB 403443 551142 15.70% 1.218%
18 13.957 1858 1865 1878 rBV 1802867 2736080 77.96% 6.046%
19 14.175 1894 1902 1908 rBV 95874 129974 3.70% 0.287%
20 14.269 1911 1918 1928 rVV2 1123321 1716121 48.90% 3.792%

21 14.492 1947 1956 1970 rBV2 570173 1011106 28.81% 2.234%
22 14.798 2004 2008 2014 rBV7 24150 36062 1.03% 0.080%
23 15.133 2061 2065 2069 rVB 111613 126173 3.59% 0.279%
24 15.269 2080 2088 2095 rVB 2239309 3093910 88.15% 6.837%
25 15.404 2105 2111 2122 rBV 616599 895944 25_.53% 1.980%

26 15.510 2126 2129 2132 rBV4 25855 41930 1.19% 0.093%
27 15.645 2145 2152 2156 rBV7 18745 37626 1.07% 0.083%
28 15.998 2208 2212 2219 rBV2 88171 136995 3.90% 0.303%
29 16.686 2324 2329 2335 rBV6 39779 63750 1.82% 0.141%
30 16.792 2343 2347 2350 rBV 50307 58890 1.68% 0.130%

31 17.021 2380 2386 2392 rBV2 1382413 1955652 55.72% 4.322%
32 17.121 2396 2403 2414 rVB 2295095 3159370 90.02% 6.981%
33 17.927 2534 2540 2546 rBV 318332 453175 12.91% 1.001%
34 18.363 2610 2614 2619 rBV 28281 42387 1.21% 0.094%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013594.D

Acq On : 15 Jan 2018 20:30

Operator : SJ/JU

Sample - J1079-15

Misc :

ALS Vial : 18 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 19.062 2729 2733 2736 rBv4 32559 45837 1.31% 0.101%

36 19.215 2754 2759 2764 rBV2 146856 234667 6.69% 0.519%

37 19.310 2772 2775 2780 rVB3 32090 44460 1.27% 0.098%

38 19.421 2788 2794 2801 rVV 2679031 3509779 100.00% 7.756%

39 19.480 2801 2804 2808 rVB5 44122 55249 1.57% 0.122%

40 19.868 2867 2870 2878 rVB4 52779 90777 2.59% 0.201%

41 19.968 2882 2887 2893 rVB10 49188 82890 2.36% 0.183%
42 20.362 2951 2954 2957 rBV4 61799 68059 1.94% 0.150%

43 20.404 2958 2961 2965 rVV 82561 100953 2.88% 0.223%
44 20.904 3042 3046 3048 rBv4 109001 141376 4._.03% 0.312%
45 20.939 3048 3052 3059 rVvB 411973 541304 15.42% 1.196%

46 21.139 3082 3086 3093 rBV 459097 587248 16.73% 1.298%
47 21.215 3094 3099 3106 rVV 1683150 2185517 62.27% 4._.829%

48 23.280 3443 3450 3462 rVB2 1847910 3487094 99.35% 7.706%
49 23.415 3467 3473 3481 rVB 1088004 2007013 57.18% 4._.435%

Sum of corrected areas: 45253646
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013594.D

Acq On : 15 Jan 2018 20:30

Operator : SJ/JU

Sample - J1079-15

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title :

TIC Library :

: Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013594.D

Acq On : 15 Jan 2018 20:30

Operator : SJ/JU

Sample - J1079-15

Misc :

ALS Vial : 18 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 (1R)-2,6,6-Trimethylbicyclo... Concentration Rank 1

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

6.31 17.21 ng/ul 858647 1,4-Dichlorobenzene-d4 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C10H16 007785-70-8 95
2 _alpha.-Pinene 136 C10H16 000080-56-8 95
3 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C10H16 007785-70-8 94
4 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1lOH16 004889-83-2 94
5 _alpha.-Pinene 136 C10H16 000080-56-8 94

Abundance Scan 565 (6.310 min): BM013594.D (-559) (-) m/z 93.10 100.00%
9B
5000
77
39 B L R L i
I 53 | a6 105 121128 136 6.00 6.20 6.40 6.60
Obrrprrrr e b o "- el 88 L LA TmZz 91.10 0 47.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15854: (1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
93
5000 IRSENRARE SRR RSN SRR
41 6.00 6.20 6.40 6.60
m/z 92.10 35.56%
105 121 136
0'W”'W”'W“'WL'JLhW”U“”'W”'Wl'W“MW“'J”'W”lW”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
93
600 6.20 640 6.60
5000 39 m/z 77.10 33.37%
- 77
53 67 105 121
. 15 %6 136
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15852: (1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene N EEERERE RS SRR
93 6.00 6.20 6.40 6.60
m/z 79.10 26.97%
5000
41 w 121
105
0 'w'%§'|“?Tl“"l"“lé?'w""w"'§4"“'l"“l"'w""v%??v" IS SR LN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013594.D

Acq On : 15 Jan 2018 20:30

Operator : SJ/JU

Sample - J1079-15

Misc :

ALS Vial : 18 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.93 4.63 ng/ul 453175 Phenanthrene-d10 17.02
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 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 76
Abundance Scan 2540 (17.927 min): BM013594.D (-2534) (-) m/z 73.00 100.00%
7B
4 5
5000 129
87 213
0111® 143157171185199 oy 20 - 17.60 17.80 18.00 18.20
0! m/z 41.10 72.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 ©0
5000 129 L UM BN BN SULRS
ﬂmﬂmmmmm
m/z 60.00 71.48%
1Ji 143157171185199213
0‘

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

43 73
57 T

17.60 17.80 18.00 18.20
5000{ 29 256 m/z 57.10 68 .39%
129

97 115 213
143157171185,199 227,

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84455: Tetradecanoic acid

73 17.60 17.80 18.00 18.20

m/z 43.10 67 .49%
43
5000 5 129
185
228
e e
0,.”.“.””w‘ N TS 0 G NN A R A

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

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013594.D

Acq On : 15 Jan 2018 20:30

Operator : SJ/JU

Sample - J1079-15

Misc :

ALS Vial : 18 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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

19.22 2.15 ng/ul 234667 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
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 90
5 Octadecanoic acid 284 C18H3602 000057-11-4 50

Abundance Scan 2760 (19.221 min): BM013594.D (-2754) (-) m/z 43.10 100.00%
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013594.D

Acq On : 15 Jan 2018 20:30

Operator : SJ/JU

Sample - J1079-15

Misc :

ALS Vial : 18 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: Cyclic20.94 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.94 4.95 ng/ul 541304 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 93
2 n-Heptadecanol-1 256 C17H360 001454-85-9 93
3 n-Nonadecanol-1 284 C19H400 001454-84-8 93
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 90
Abundance Scan 3052 (20.939 min): BM013594.D (-3048) (-) m/z 83.10 100.00%
83
10 168 D7 L 26580 325 ae 20.60 20180 2100 2120
o m/z 43.10 95.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #69584: Cyclopentadecane
55
83
5000 AU AL VARRS
m 20,60 20.80 21.00 21.20
29 m/z 55.10 94 _25%
‘ \ ‘ 130 182 210
0"h'” ‘ ' |l"' N DALY SO SR
m/z--> 50 150 200 250 300 350 400
Abundance
55 83
20.60 20.80 21.00 21.20
5000 11 m/z 97.10 91.59%
29
0 139 168 210 238
m/z--> 50 100 150 200 250 300 350 400
Abundance #131391: n-Nonadecanol-1 e e
55 83 20.60 20.80 21.00 21.20
m/z 57.05 90.13%
29
m/z--> 50 1(')0 1&'30 200 250 300 350 400 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013594.D

Acq On : 15 Jan 2018 20:30

Operator : SJ/JU

Sample - J1079-15

Misc :

ALS Vial : 18 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]
(1R)-2,6,6-Trimet. .. 6.31 17.2 ng/ul 858647 1 7.62 997855 20.0
n-Hexadecanoic acid 17.93 4.6 ng/ul 453175 4 17.02 1955650 20.0
Octadecanoic acid 19.22 2.1 ng/ul 234667 5 21.22 2185520 20.0
(DEL) Alkane: Cyc... 20.94 5.0 ng/ul 541304 5 21.22 2185520 20.0
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