LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022318\
Data File : BM014336.D

Aca On : 23 Feb 2018 18:20

Operator : SJ/JU

Sample : J1631-16

Misc :

ALS Vial : 12 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 6.722 629 635 648 rvv 395926 757258 20.06% 1.805%
2 6.881 655 662 668 rBV 323127 512974 13.59% 1.222%
3 7.063 687 693 705 rBV 495945 808119 21.40% 1.926%
4 7.528 765 772 785 rBV 362726 634598 16.81% 1.512%
5 8.245 887 894 908 rBV 585766 1055857 27.96% 2.516%
6 8.686 962 969 980 rBV 509328 915044 24.23% 2.181%
7 9.398 1083 1090 1105 rBV 463015 848072 22.46% 2.021%
8 9.933 1175 1181 1192 rBV 573353 1083182 28.69% 2.581%
9 10.292 1235 1242 1252 rBV 536584 922482 24.43% 2.198%
10 10.451 1263 1269 1289 rBvV 467911 1063997 28.18% 2.536%

11 13.604 1797 1805 1810 rBV 1288128 1903364 50.41% 4 _.536%
12 13.651 1810 1813 1824 rVB 177947 302661 8.02% 0.721%
13 13.868 1844 1850 1862 rBV 1466247 2195833 58.16% 5.233%
14 14.092 1882 1888 1892 rVB3 32628 45754 1.21% 0.109%
15 14.180 1897 1903 1914 rvv2 825052 1281605 33.94% 3.054%

16 14.439 1941 1947 1961 rBV3 249281 691825 18.32% 1.649%
17 15.045 2046 2050 2056 rBV 48570 65087 1.72% 0.155%
18 15.186 2066 2074 2085 rBV 1900922 2646557 70.09% 6.307%
19 15.339 2094 2100 2112 rBV 511656 884530 23.43% 2.108%

20 15.433 2112 2116 2124 rVB5 31609 65240 1.73% 0.155%
21 15.909 2194 2197 2201 rBV2 48298 68491 1.81% 0.163%
22 16.709 2328 2333 2336 rBV2 28454 41158 1.09% 0.098%

23 16.939 2366 2372 2380 rBV 1180384 1606739 42.55% 3.829%
24 17.039 2383 2389 2401 rVV2 1964940 2970025 78.66% 7.078%
25 17.851 2522 2527 2536 rBV2 262905 413704 10.96% 0.986%

26 18.992 2716 2721 2725 rBV2 39138 68312 1.81% 0.163%
27 19.139 2741 2746 2752 rBV 268354 424894 11.25% 1.013%
28 19.239 2760 2763 2768 rVB2 37037 49901 1.32% 0.119%

29 19.345 2775 2781 2790 rBV 2347135 3296380 87.30% 7.855%
30 20.874 3037 3041 3051 rBV 60746 132232 3.50% 0.315%

31 21.150 3083 3088 3098 rBV 1232466 1745534 46.23% 4.160%
32 22.291 3280 3282 3286 rVB4 77344 85165 2.26% 0.203%
33 22.656 3341 3344 3349 rVB4 85096 113091 3.00% 0.270%
34 23.185 3426 3434 3445 rBV2 1519465 2892977 76.62% 6.894%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022318\
Data File : BM014336.D

Aca On : 23 Feb 2018 18:20

Operator : SJ/JU

Sample : J1631-16

Misc :

ALS Vial : 12 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 23.321 3451 3457 3466 rVB2 694681 1350724 35.77% 3.219%

36 23.485 3481 3485 3489 rVB5 72294 117582 3.11% 0.280%
37 23.803 3535 3539 3544 rBvV4 94981 154843 4_.10% 0.369%
38 24.262 3612 3617 3625 rVB2 173410 358169 9.49% 0.854%
39 24.503 3656 3658 3667 rVB4 106528 196880 5.21% 0.469%
40 25.197 3768 3776 3786 rVB3 391635 1044666 27.67% 2.489%

41 26.326 3958 3968 3981 rVvB4 650729 2371663 62.81% 5.652%
42 27.709 4189 4203 4219 rVB4 901019 3775736 100.00% 8.998%

Sum of corrected areas: 41962905
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022318\
Data File : BM014336.D

Aca On : 23 Feb 2018 18:20

Operator : SJ/JU

Sample : J1631-16

Misc :

ALS Vial : 12 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

Abundance TIC: BM014336.D
2000000
1500000
1000000
8.25 9.93
7.06 8.69 9.40 10.65 45
500000 Ibz 88{ 753 A
Oﬁﬁ..,.”.,....w...,..”,....w...,..”,....AH..,...w....,.”. T I o o O L e
Time--> 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BM014336.D
19134
2000000 15.19 17.04
1500000 13.87
13.60
16.94
1000000
14.18
500000 o34
17.85 19.14
18.65 14.44
14. 15.44 43 1591 16.71 18.949.4
O e e B LI A e o e R e L A RE
Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM014336.D
2000000
23.19
1500000
21.15
27.71
1000000
500000
22.29 22.66
T T e e o T o R e o o e e o o
Time--> 21.00 21.50 22.00 2250 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\BM022318\
Data File : BM014336.D

Aca On : 23 Feb 2018 18:20

Operator : SJ/JU

Sample : J1631-16

Misc :

ALS Vial : 12 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 5
R.T. EstConc Area Relative to ISTD R.T.
17.85 5.15 ng/ul 413704 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
Abundance Scan 2527 (17.851 min): BM014336.D (-2522) (-) m/z 41.05 100.00%
5000
17.60 17.80 18.00 18.20
(o} m/z 73.00 98.21%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129 LS BRI B BULLILN B
83 17.60 17.80 18.00 18.20
0
H o 157 1g5 213 256 m/z 43.05 93.85%
o hl‘\ .H““.:thw‘ ﬁ‘”“. ul ‘. ‘I .‘ ; \|23|9| “. —— ——— ;
m/z--> 50 100 150 200 250 300 350
Abundance
73
43 17.60 17.80 18.00 18.20
5000 129 m/z 60.00 89.13%
171
97 214
ol26 152 197
m/z--> 55 160 1%0 260 2%0 300 350
Abundance #95855: Pentadecanoic acid
43 73 17.60 17.80 18.00 18.20
m/z 55.10 71.06%
5000 129
97 199 242
L [ et | s
0! 2 y I:‘ ‘:‘ I, \JHIL ;h‘\l Ul ! {I |‘18i¢)| | |‘2|2§ ; ——— ——r— :
m/z--> 50 100 150 200 250 300 350 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022318\
Data File : BM014336.D

Aca On : 23 Feb 2018 18:20

Operator : SJ/JU

Sample : J1631-16

Misc :

ALS Vial : 12 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 6
R.T. EstConc Area Relative to ISTD R.T.
19.14 4.87 ng/ul 424894 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Octadecanoic acid 284 C18H3602 000057-11-4 59
5 Octadecanoic acid 284 C18H3602 000057-11-4 49
Abundance Scan 2746 (19.139 min): BM014336.D (-2741) (-) m/z 43.05 100.00%
43 6
5000
143157171 284 18.80 19.00 19.20 19.40
b e m/z 41.10 95.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 73
5000 129
18.80 19.00 19.20 19.40
185 m/z 60.10 91.57%
143,571 241 284
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 55 73 N
18.|80 19.'00 19.'20 19.'40 '
5000 - 129 m/z 73.05 90.28%
87 242
143 199
115 185
101 157171 213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid s e o
3 78 18.80 19.00 19.20 19.40
57 m/z 55.00 83.58%
5000 129
29
199
Lji 143157171185 242
oL15

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022318\
Data File : BM014336.D

Aca On : 23 Feb 2018 18:20

Operator : SJ/JU

Sample : J1631-16

Misc :

ALS Vial : 12 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 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.80 2.29 ng/ul 154843 Perylene-di12 23.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Tetratetracontane 619 C44H90 007098-22-8 83
3 Tetracosane. 11-decvl- 479 C34H70 055429-84-0 80
4 Eicosane 282 C20H42 000112-95-8 76
5 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 72
Abundance Scan 3538 (23.797 min): BM014336.D (-3535) (-) m/z 57.05 100.00%
57
5000
99 147 207 29,0, 341 L 23.40 23.60 23.80 24.00 24.20
ol m/z 43.05 80.71%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 60O
Abundance #129490: Eicosane
57
5000 LRI BRI DAL U B
23.40 23.60 23.80 24.00 24.20
99 m/z 71.05 66.83%
oL M s 22
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
23.40 23.60 23.80 24.00 24.20
5000 m/z 85.05 39.91%
97
ol 26 141 183 225 267 309 351 393 435 491 535 574 617
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #232379: Tetracosane, 11-decyl-
57 23.40 23.60 23.80 24.00 24.20
m/z 55.05 32.62%
5000
9
o | 141 183 225 295 337 378 420
mz—> 0 55 100 1éo 200 250 300 350 400 450 500 550 600 23.40 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022318\
Data File : BM014336.D

Aca On : 23 Feb 2018 18:20

Operator : SJ/JU

Sample : J1631-16

Misc :

ALS Vial : 12 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 Cyclononasiloxane, octadeca... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24.26 5.30 ng/ul 358169 Perylene-di12 23.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 81
2 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6 000107-52-8 50
3 Cvclodecasiloxane. eicosamethvl- 740 C20H60010Si110 018772-36-6 35
4 Mercaptoacetic acid. bis(trimeth... 236 C8H2002SSi2 006398-62-5 32
5 3-Oxa-6-thia-2,7-disilaoctane, 2... 222 C8H220SSi2 078921-31-0 32
Abundance Scan 3617 (24.262 min): BM014336.D (-3612) (-) m/z 73.10 100.00%
73
147 o
5000
281 gep
429 SR VNI BN B R
ll l 503 .o 24.00 24.20 24.40 24.60
Obrrrt ettt bl kb b o e e || M7z 14705 73.90%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 700
Abundance #242431: Cyclononasiloxane, octadecamethy!-
73 147 221 429
355
5000 281 L L B e )
24.00 24.20 24.40 24.60
‘ a5 m/z 221.10 68.12%
Ot J”'hM'”lP”J“”WLMW””I””P'fﬁh'P”W
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 700
Abundance
B 2
24.00 24.20 24.40 24.60
5000 281 L m/z 207.00 39.57%
443
o 36
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 700
Abundance #243183: Cyclodecasiloxane, eicosamethyl- A EEREE ma s S
73 24.00 24.20 24.40 24.60
147 281 m/z 281.10 32.89%
5000 35 420

28 | 110, 195} | 31$L| 3gill 4?5 549501637 725

oMy BRI T Y L R 2 O B T ana- St e

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 700 24. OO 24 20 24 40 24. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022318\
Data File : BM014336.D

Aca On : 23 Feb 2018 18:20

Operator : SJ/JU

Sample : J1631-16

Misc :

ALS Vial : 12 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 Tridecanol, 2-ethyl-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24 .50 2.92 ng/ul 196880 Perylene-di12 23.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 53
2 Decane. 2.3.7-trimethvl- 184 C13H28 062238-13-5 53
3 Dodecane. l1l-iodo- 296 C12H251 004292-19-7 53
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 53
5 1-Heptanol, 2-propyl- 158 C10H220 010042-59-8 53
Abundance Scan 3657 (24.497 min): BM014336.D (-3656) (-) m/z 57.10 100.00%
57
5000
297323 355 401 431 24.20 24.40 24.60 24.80
ob—thd m/z 43.10 72 .85%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #96002: Tridecanol, 2-ethyl-2-methyl-
57
5000 85 L BN DU SN B
24.20 24.40 24.60 24.80
‘ 13 m/z 71.10 62 .05%
141 211
0----\.----.----.%(-39--.----.----.----.----.----.----.-
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43
71
24.20 24.40 24.60 24.80
5000 m/z 41.10 50.44%
g7 141
L L L UL I B L L LS B W
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #140552: Dodecane, 1-iodo- R mEm s o S
57 24.20 24.40 24.60 24.80
m/z 85.10 38.71%
5000 85
29 113 155
0""J'Lhk'MH'”'F??I”"I""I”"I""I”"I""I
m/z--> 50 100 150 200 250 300 350 400 450 500 24.20 24.40 24.60 24.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022318\
Data File : BM014336.D

Aca On : 23 Feb 2018 18:20

Operator : SJ/JU

Sample : J1631-16

Misc :

ALS Vial : 12 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 7 Hexasiloxane, tetradecamethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
26.33  35.12 ng/ul 2371660  Perylene-d12 23.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6  000107-52-8 87

2 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 78
3 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 38
4 Mercaptoacetic acid. bis(trimeth... 236 C8H2002SSi2 006398-62-5 37
5 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 36

Abundance Scan 3969 (26.332 min): BM014336.D (-3958) (-) m/z 221.10 100.00%
s 147 221
5000 281 355
| 429 " O6i00 76,20 7640 2560
503 : .20 26.
AN oA SR ..,.1...,..l..L,..l.3.9L7..L.‘,“?.1..,.?.3.5,....,....,.. m/z 73.05 99.08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #228692: Hexasiloxane, tetradecamethyl-
B
5000 281 355 LI B
26.00 26.20 26.40 26.60
‘ 243 m/z 147.10 93.57%
0..??,..”,....L”%§9.}.uu%ﬁ. P
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
73 147 221 429
e e e
355 26.00 26.20 26.40 26.60
5000 281 m/z 281.10  49.40%
475 651
o) NSNS BSRSNE SNNSSS S ISR B SSSPAL I SN VS S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #138908: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7,... A E e
147 221 26.00 26.20 26.40 26.60
m/z 355.05 47 .25%
73
5000
279
028 115 | 189
A B R A o R R R AL e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 26. 00 26.20 26.40 26.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM022318\
Data File : BM014336.D

Acq On : 23 Feb 2018 18:20

Operator : SJ/JU

Sample - J1631-16

Misc :

ALS Vial : 12 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 17.85 5.2 ng/ul 413704 4 16.94 1606740 20.0
Octadecanoic acid 19.14 4.9 ng/ul 424894 5 21.15 1745530 20.0
(DEL) Alkane: Str... 23.80 2.3 ng/ul 154843 6 23.32 1350720 20.0
Cyclononasiloxane... 24.26 5.3 ng/ul 358169 6 23.32 1350720 20.0
Tridecanol, 2-eth... 24.50 2.9 ng/ul 196880 6 23.32 1350720 20.0
Hexasiloxane, tet... 26.33 35.1 ng/ul 2371660 6 23.32 1350720 20.0
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