LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012718\
Data File : BM013882.D

Aca On : 27 Jan 2018 13:55

Operator : SJ/JU

Sample : J1245-04

Misc :

ALS Vial : 7 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
1 3.140 23 26 33 rvB3 32448 42545 1.43% 0.135%
2 3.757 126 131 135 rVB3 26075 44093 1.48% 0.140%
3 4.734 293 297 306 rVB 81367 136459 4 _.58% 0.432%
4 6.769 637 643 659 rVB 495111 878864 29.51% 2.782%
5 6.934 664 671 681 rBV 385710 625174 20.99% 1.979%
6 7.122 697 703 713 rBV 571336 916037 30.76% 2.900%
7 7.586 773 782 792 rVB 459405 768086 25.79% 2.431%
8 8.298 897 903 916 rBV 570432 1002377 33.66% 3.173%
9 8.739 970 978 989 rBV 541719 905993 30.42% 2.868%
10 9.139 1040 1046 1053 rBv4 18936 32864 1.10% 0.104%

11 9.457 1093 1100 1108 rBV 464282 779821 26.19% 2.469%
12 9.992 1184 1191 1210 rBV 607935 1118127 37.55% 3.540%
13 10.357 1246 1253 1266 rVB 587043 972384 32.65% 3.078%
14 10.510 1271 1279 1295 rBV 476236 973171 32.68% 3.081%
15 13.657 1807 1814 1819 rBV 1057736 1532717 51.47% 4._.852%

16 13.704 1819 1822 1829 rVvB2 158750 248739 8.35% 0.787%
17 13.927 1853 1860 1872 rBV 1203153 1846401 62.00% 5.845%
18 14.139 1889 1896 1901 rBV3 51920 71361 2.40% 0.226%
19 14.233 1906 1912 1921 rVvV2 761581 1215988 40.83% 3.849%
20 14.480 1947 1954 1964 rBV 235301 554067 18.60% 1.754%

21 15.098 2055 2059 2063 rVB3 62658 78014 2.62% 0.247%
22 15.233 2076 2082 2090 rBV 1476633 2139311 71.83% 6.772%
23 15.380 2101 2107 2118 rBV 372905 618615 20.77% 1.958%

24 15.480 2120 2124 2132 rVB7 26563 59177 1.99% 0.187%
25 15.962 2201 2206 2213 rBV2 60292 90313 3.03% 0.286%
26 16.656 2320 2324 2331 rBV3 43956 84313 2.83% 0.267%
27 16.756 2338 2341 2345 rBV5 27207 32763 1.10% 0.104%

28 16.992 2375 2381 2386 rBV 983200 1419390 47.66% 4._.493%
29 17.092 2391 2398 2410 rVB 1565303 2298580 77.18% 7.276%
30 17.898 2529 2535 2545 rBV2 211474 357927 12.02% 1.133%

31 19.033 2724 2728 2731 rBv4 31513 42331 1.42% 0.134%
32 19.186 2750 2754 2761 rBv4 94173 146697 4._.93% 0.464%
33 19.392 2783 2789 2796 rBV 1934545 2686859 90.22% 8.505%
34 20.915 3044 3048 3057 rBV2 316385 467242 15.69% 1.479%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012718\
Data File : BM013882.D

Aca On : 27 Jan 2018 13:55

Operator : SJ/JU

Sample : J1245-04

Misc :

ALS Vial : 7 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1\BNA M\Methods\SOM-EPA-BM011018.M
SVOA CALIBRATION

35 21.191 3090 3095 3103 rBV 1347871 1753490 58.88% 5.551%
36 23.244 3438 3444 3456 rVB2 1588178 2978092 100.00% 9.427%
37 23.380 3462 3467 3474 rVB 863808 1671296 56.12% 5.291%

Sum of corrected areas: 31589678
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM012718\
Data File : BM013882.D

Aca On - 27 Jan 2018 13:55

Operator : SJ/JU

Sample : J1245-04

Misc :

ALS Vvial :© 7 Sample Multiplier: 1

Z:\HPCHEMI\BNA M\METHODS\SOM-EPA-BM011018.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM013882.D
1500000
1000000
677 112 830 g74 9.99 10.36
: 7.59 i 9.46 10.51
500000 6.93
4.73
. 3.14 3.76 W 9.14
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Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM013882.D
19,39
17.09
1500000 15.23
13.93
13.66
1000000 16.99
14.23
500000 5 38
14.48
B0 17.90 i
15.1( 15.96 19
Time--> 12.00 12.50 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 TIC: BM013882.D
2324
21.19
1500000
p3.38
1000000
s00000] 2092
LA ) - Aty M Vet st
O o o I S O o o o S R o I o
Time--> 21.00 21.50 22.00 22.50 23.00 23.50 24.00 2450 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\BM012718\
Data File : BM013882.D

Aca On : 27 Jan 2018 13:55

Operator : SJ/JU

Sample : J1245-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_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 unknown-01 Concentration Rank 3

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

4.73 3.55 ng/ul 136459 1,4-Dichlorobenzene-d4 7.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 33
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 32
3 Acetic acid. 3-I1.31dioxolan-2-v... 174 C8H1404 1000186-02-3 28
4 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 25
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 23

Abundance Scan 296 (4.728 min): BM013882.D (-293) (-) m/z 73.10 100.00%
]
5000 43
SRS RS N AR
L 59 87 103 440 4.60 4.80 5.00
S | s s m/z 42.95  43.95%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 4.40 4.60 4.80 5.00
55 87 m/z 45.05 11.82%
= | ] ]
mz-> 0 20 40 60 8 100 120 140 160 180
Abundance
73
4.40 4.60 4.80 5.00
5000 m/z 41.00 11.73%
43
, 15 29 53 88
mz-> 0 20 40 60 8 100 120 140 160 180
Abundance #41478: Acetic acid, 3-[1,3]dioxolan-2-ylpropy! ester
73 4.40 4.60 4.80 5.00
m/z 39.00 10.23%
5000
43
27 MH 55 | & 113 131 174
m/z--> c') 2'0 4'0 6|0 8|O 1(')0 150 14'10 1('30 15';0 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012718\
Data File : BM013882.D

Aca On : 27 Jan 2018 13:55

Operator : SJ/JU

Sample : J1245-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.90 5.04 ng/ul 357927 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 n-Decanoic acid 172 C10H2002 000334-48-5 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Dodecanoic acid 200 C12H2402 000143-07-7 86
5 Dodecanoic acid 200 C12H2402 000143-07-7 68
Abundance Scan 2535 (17.898 min): BM013882.D (-2529) (-) m/z 73.00 100.00%
41 B
55
5000 129
97 157 213
115 R S UL I I
14377111185 9 | 256 - 1760 17.80 18.00 18.20
— m/z 40.95 85.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43 73

8

50001 29 256 T[T T[T T T T[T T I [TTTT
17. 60 17. 80 18 00 18. 20
\H

m/z 43.05  79.32%
el ol

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

21
143157171185 g9

5

Abundance
73
129 17.60 17.80 18.00 18.20
5000 m/z 55.05 73.48%
43 57
87
115
101 143 172
Wﬁmﬁmﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid S B S St
73 17.60 17.80 18.00 18.20
43 ¢ m/z 60.00 71.11%
5000 129
29
115 171
214
| I ‘ } ‘ 143157 185 ‘
N P T Y S A AN
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 : Z:\HPCHEM1\BNA M\DATA\BM012718\
Data File : BM013882.D

Aca On : 27 Jan 2018 13:55

Operator : SJ/JU

Sample : J1245-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_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: Cyclic20.92 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.92 5.33 ng/ul 467242 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 97
2 5-Eicosene. (E)- 280 C20H40 074685-30-6 96
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 93
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
Abundance Scan 3049 (20.921 min): BM013882.D (-3044) (-) m/z 43.10 100.00%
43
69 97
5000
o177 20 20,60 20580 21,00 2120
177 355 : : : :
Al }?O 239 200 SpdI0 401 48 h/z 55.10 84.51%
m/z--> 0 50 150 200 250 300 350 400 450
Abundance #127768: Cycloeicosane ML‘
55
5000 AU AR ARSI
29 1 20.60 20.80 21.00 21.20
m/z 57.05 82.51%
1 \\ “ | “\ ‘1?9 168 196 224 252 260
m/z--> 0 50 200 250 300 350 400 450 '
Abundance
55
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—r
83 20.60 20.80 21.00 21.20
5000 m/z 97.05 81.11%
29 111

139 167 196223 252280

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

EE

Abundance #155046: 1-Heneicosanol
55 83 20.60 20.80 21.00 21.20
m/z 69.10 76.05%
5000 111
29
¥ ‘ 139167 105 238 266 204
T T T T T

m/z--> 0 50 100 150 200 250 300 350 400 450 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012718\
Data File : BM013882.D

Acq On : 27 Jan 2018 13:55

Operator : SJ/JU

Sample : J1245-04

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]
unknown-01 4.73 3.5 ng/ul 136459 1 7.59 768086 20.0
n-Hexadecanoic acid 17.90 5.0 ng/ul 357927 4 16.99 1419390 20.0
(DEL) Alkane: Cyc... 20.92 5.3 ng/ul 467242 5 21.19 1753490 20.0
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