LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014928.D

Aca On : 02 May 2018 18:25

Operator : SJ/JU

Sample : J2631-05

Misc :

ALS Vial : 9 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-BM041918.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 3.340 4 9 31 rVB 2918264 4155765 56.99% 3.808%
2 3.640 56 60 69 rvB 119320 170438 2.34% 0.156%
3 5.481 366 373 382 rBV 239916 366076 5.02% 0.335%
4 6.504 540 547 555 rBV 78854 134333 1.84% 0.123%
5 7.616 728 736 749 rBVY 1968828 3396945 46.58% 3.112%
6 7.798 760 767 780 rBVY 1563180 2523985 34.61% 2.313%
7 8.010 796 803 812 rBVY 2013277 3293254 45.16% 3.017%
8 8.492 878 885 900 rVB 1506128 2489277 34.13% 2.281%
9 8.622 901 907 913 rBV 103244 155470 2.13% 0.142%
10 9.192 996 1004 1016 rBVY 2140077 3565644 48.89% 3.267%

11 9.675 1079 1086 1096 rBV 1822139 3171405 43.49% 2.906%
12 10.404 1202 1210 1226 rBV 1448615 2479007 33.99% 2.271%
13 10.939 1292 1301 1316 rBV 2140956 3716174 50.96% 3.405%
14 11.333 1361 1368 1379 rBV 1961408 3451083 47.32% 3.162%
15 11.463 1381 1390 1401 rBV 1799201 3201783 43.91% 2.934%

16 14.492 1896 1905 1909 rBV 3388883 4836540 66.32% 4.431%
17 14.533 1909 1912 1918 rVB 533347 728972 10.00% 0.668%
18 14.798 1950 1957 1970 rBV 4155132 6024242 82.61% 5.520%
19 14.951 1974 1983 1990 rVB 214282 283763 3.89% 0.260%
20 15.098 2001 2008 2016 rBV2 2629109 3977452 54.54% 3.644%

21 15.257 2026 2035 2051 rBV 1348346 2096889 28.75% 1.921%
22 15.886 2138 2142 2147 rVB 310372 369342 5.06% 0.338%
23 16.074 2167 2174 2181 rBV 4775874 6982482 95.75% 6.398%
24 16.174 2185 2191 2201 rBV 1237194 1759368 24.13% 1.612%
25 16.286 2204 2210 2213 rBV 64993 135017 1.85% 0.124%

26 16.739 2282 2287 2295 rBV 252746 414413 5.68% 0.380%
27 17.521 2415 2420 2425 rBV 108623 142147 1.95% 0.130%
28 17.809 2463 2469 2475 rBV2 2793383 4033254 55.31% 3.695%
29 17.909 2480 2486 2496 rBV 4964237 6851954 93.96% 6.278%
30 18.639 2605 2610 2622 rBV 940624 1431160 19.63% 1.311%

31 19.745 2794 2798 2800 rBV 56230 75136 1.03% 0.069%
32 19.821 2808 2811 2816 rVB 70424 90228 1.24% 0.083%
33 19.880 2817 2821 2831 rBV 516730 726159 9.96% 0.665%
34 20.039 2845 2848 2855 rVB3 58104 76661 1.05% 0.070%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014928.D

Aca On : 02 May 2018 18:25

Operator : SJ/JU

Sample : J2631-05

Misc :

ALS Vial : 9 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-BM041918.M
SVOA CALIBRATION

Method
Title

35 20.150 2861 2867 2876 rVB 5136046 7244556 99.34% 6.638%

36 21.556 3102 3106 3117 rVB 1518146 2045817 28.05% 1.874%
37 21.768 3138 3142 3147 rBV 818841 912953 12.52% 0.836%
38 21.897 3159 3164 3170 rBV 2937780 3955988 54.25% 3.625%
39 22.474 3259 3262 3264 rBV 174051 213883 2.93% 0.196%
40 23.238 3389 3392 3398 rVB 286799 399333 5.48% 0.366%

41 23.544 3440 3444 3448 rBVY 484076 688698 9.44% 0.631%
42 23.603 3449 3454 3475 rVB 1966746 4005388 54.92% 3.670%
43 24.221 3552 3559 3573 rVB 3563797 7292515 100.00% 6.682%
44 24.380 3579 3586 3596 rVB 1937936 3936209 53.98% 3.606%
45 24.915 3672 3677 3686 rVB 553308 1142352 15.66% 1.047%

Sum of corrected areas: 109143510
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA M\DATA\BM050218\

BM014928.D

02 May 2018 18:25

SJ/Ju

J2631-05

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918_M
SVOA CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
5000000

4000000

.34

3000000

2000000

1000000

3.64
n

TIC: BM014928.D

762 801 9.19

7.80 8.49

5.48

6.50 8.62

10.40

10.94

11,336

oS

Time--> 3.50

7.00 750 800 850

9.00

400 450 500 550 6.00 6.50

9.50

I I !
10.00 10.50 11.00 11.50

Abundance
5000000

4000000

3000000

2000000

1000000

04
Time--> 12.

TIC: BM014928.D

16.07 17.91

14.80

14.49

17.9
15.10

20115

00 1250 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50

Abundance
5000000

4000000

3000000

2000000

1000000

0

TIC: BM014928.D

24.22

21.90

23.60 24.38

Time-->

21.00 2150 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\BM050218\
Data File : BM014928.D

Aca On : 02 May 2018 18:25

Operator : SJ/JU

Sample : J2631-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918_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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

3.34 33.39 ng/ul 4155770 1,4-Dichlorobenzene-d4 8.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
4 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38

Abundance Scan 9 (3.340 min): BM014928.D (-4) (-) m/z 73.10 100.00%

73
5000 43
87

340 350 360 3.70 3.80
9
B ass 11207 281 nza3 05 46.93%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000

43 3.40 3.50 3.60 3.70 3.80
87 m/z 55.10 29.58%

2 s
N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73

3.40 3.50 3.60 3.70 3.80

o

o

5000 - m/z 87.05 25.38%
87
27 41
0 101
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13743: 2,2,4-Trimethyl-3-pentanol R AR Ea Ea
3 3.40 350 360 3.70 3.80

m/z 41.10 15.07%

41 g 87
5000
2

o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.40 350 3.60 3.70 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014928.D

Aca On : 02 May 2018 18:25

Operator : SJ/JU

Sample : J2631-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.48 2.94 ng/ul 366076 1,4-Dichlorobenzene-d4 8.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
3 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 373 (5.481 min): BM014928.D (-366) (-) m/z 43.00 100.00%
43
5000 59
101 URE U AN RN R
520 5.40 5.60 5.80
Obrer e SOl SLL 73 88 e |1 w759 10 45. 14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 520 540 5.60 5.80
m/z 101.00 14 .75%
15 31 101
0 ‘ Tl Ly 50 . 83 . ‘
AR IR N LR LR LRI LR IR IR IS BRI LR BRRSN UARAN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
520 540 560 580
5000 59 m/z 58.10 13.19%
31 101
o 83 93
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8184: 2-Pentanone, 4-hydroxy-4-methyl- A L
43 520 5.40 5.60 5.80
m/z 41.10 8.49%
5000
58
28 101
0 b Ll 73 83 . ‘
L IR NI AL SR UL UL UL LRI S AR BN LR R UL A R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 520 5.40 5.60 5.80

SOM-EPA-BM041918.M Thu May 03 12:15:44 2018 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014928.D

Aca On : 02 May 2018 18:25

Operator : SJ/JU

Sample : J2631-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918_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 9
R.T. EstConc Area Relative to ISTD R.T.
16.74 2.05 ng/ul 414413 Phenanthrene-d10 17.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tridecane 184 C13H28 000629-50-5 87
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 86
Abundance Scan 2287 (16.739 min): BM014928.D (-2282) (-) m/z 57.05 100.00%
57
o ‘ /\MVJ\\IV‘M
UAUNVSUNARAR IR
16.40 16.60 16.80 17.00
o 141 169 191208 240 281 m/z 43.10 83 . 14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83025: Hexadecane
57
5000 AR AR AR URRR
g5 16,40 16,60 16.80 17.00
4 m/z 71.05 56.36%
o 26 ‘ v J 113 141 169184 226
m/z--> 20 4b 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance
57
16.40 1660 16.80 17.00
5000 85 m/z 41.10 41.53%
41
oL 26 113 141 169 197712 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane LI L L B LB
57 16.40 16.60 16.80 17.00
m/z 85.05 39.04%
- | | /NNAJLA-%VMA\Ahnv-J\AJv
ol 15 ‘ ‘ “ Iod 13 L 141 169 197 225 253268 296
m/z--> 20 4b 60 éo 160 150 140 1éo 180 200 220 240 260 280 300 16.40 16,60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014928.D

Aca On : 02 May 2018 18:25

Operator : SJ/JU

Sample : J2631-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918_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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.64 7.10 ng/ul 1431160 Phenanthrene-d10 17.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
5 Pentadecanoic acid 242 C15H3002 001002-84-2 90
Abundance Scan 2610 (18.639 min): BM014928.D (-2605) (-) m/z 43.05 100.00%
73
5000
129
o1 157 185 22 s " 18.40 18.60 18.80 19.00
o Moo L Ly 1,289 1281 84 Ly 73,00 85.22%
m/z--> 50 100 150 200 250 300
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129 L L B RN B
83 mmmmmmmm
o 157 1g5 213 256 m/z 60.00 83.15%
ol—— .“‘lﬂ‘“ hl‘ “":}‘hl“ ﬁ‘”“.“l I\ : ‘. .‘ .‘. ‘I .‘ 239 ‘. —— ——
m/z--> 50 100 150 200 250 300
Abundance
43 | 13
18.I40 18.|60 18.|80 19.'00
5000 129 m/z 41.05 77.79%
171
97 214
oL_26 152 197
m/z--> 55 160 150 260 250 300
Abundance #107548: n-Hexadecanoic acid
43 7 18.40 18.60 18.80 19.00
m/z 57.05 72.08%
5000 256
129
] e
OIIZI‘I\‘II\ ‘“L ‘H‘\\ I\I‘I I‘I‘Iml |“|‘|23|9|‘||||||||||
m/z--> 50 100 150 200 250 300 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014928.D

Aca On : 02 May 2018 18:25

Operator : SJ/JU

Sample : J2631-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918_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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.88 3.67 ng/ul 726159 Chrysene-di12 21.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 98
5 Octadecanoic acid 284 C18H3602 000057-11-4 95
Abundance Scan 2821 (19.880 min): BM014928.D (-2817) (-) m/z 43.05 100.00%
5000
129 A,¢M~“»‘A&-JLMM_
o 10 gy 19.60 19,80 20.00 20.20
57 : : : :
o clazs [T s ome aon 0 26 07
m/z--> 150 200 250 300 350 400
Abundance #131262: Octadecanoic acid
5000 284 LA L L L L L LB L
185 241 mmmmmmmw
m/z 57.10 72.91%
\h ad \ 213
0‘ MMH\ \‘ ‘.‘l‘...‘.l....l....l.
m/z--> 200 250 300 350 400
Abundance
43 | 73
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—r
19.60 19.80 20.00 20.20
5000 129 m/z 41.05 72.76%
o1 185
157 007 241 284
Ol By bl o e e
miz--> 0 55 160 1éo 200 250 300 3%0 460
Abundance #131259: Octadecanoic acid I e e
43 5 19.60 19.80 20.00 20.20
m/z 60.00 71.56%
5000
129
185 - 284
0.1?..“. m‘“ \::'57|{\2|1:?||‘ — —— ; S ERRRRARREEN REEE R
miz--> 0 50 100 150 200 250 300 350 400 19. 60 19. 80 20. oo 20 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014928.D

Aca On : 02 May 2018 18:25

Operator : SJ/JU

Sample : J2631-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918_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 6 Heptafluorobutyric acid, he... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.56 10.34 ng/ul 2045820 Chrysene-di12 21.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 94
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
Abundance Scan 3107 (21.562 min): BM014928.D (-3102) (-) m/z 57.10 100.00%
57
83
5000
111
139 21.20 21.40 21.60 21.80
- J 1 l.l. ) 168 207 252201 341360 401430461489 | .57 43 10 95.51%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #224102: Heptafluorobutyric acid, hexadecyl ester
57
5000
21.20 21.40 21.60 21.80
29 125 m/z 55.10 80.23%
oL e \ 1,9;3,2,??,ngq,l,,,,l,,,,lftgq,l,,,,I
m/z-> 0 50 250 300 350 400 450
Abundance
57
83 21.20 2140 21.60 21.80
5000 m/z 83.10 63.48%
111
29 139169 10238 g,
O T T T R AR
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #175127: Trifluoroacetoxy hexadecane
57 21.20 21.40 21.60 21.80
97 m/z 69.10 59.31%
5000
29 125
o | | | 154 196224 269 329
m/z-> 0 50 160 1éo 200 250 300 350 400 450 ' 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014928.D

Aca On : 02 May 2018 18:25

Operator : SJ/JU

Sample : J2631-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918_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 Oxirane, hexadecyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
23.24 2.03 ng/ul 399333 Perylene-d12 24 .38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 76
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 76
3 Pentadecanal- 226 C15H300 002765-11-9 76
4 Oxirane. tetradecvl- 240 C16H320 007320-37-8 76
5 Octadecanal 268 C18H360 000638-66-4 76
Abundance Scan 3392 (23.238 min): BM014928.D (-3389) (-) m/z 57.10 100.00%
57
82
5000
23.00 23.20 23.40 23.60
o 236 283311 356 387 429 461 503 n/z 43.10 91 74%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #117617: Oxirane, hexadecyl-
43 82
5000 RN U SO SRR B
23.00 23.20 23.40 23.60
09 m/z 82.10 68.27%
0 .I.‘ HI “"hl W\\I“\%ﬁi]ﬁ?; .2|q8.‘.‘.25i0. T e e B B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43 82
_l_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—l_l_l_l'
23.00 23.20 23.40 23.60
5000 m/z 55.05 59.00%
110
. 138166194 236264
m/z--> 5|O 1CI)O 1é0 2(|)O 25|O 3CI)O 3é0 4CI)O 45|O 5CI)O
Abundance #82955: Pentadecanal- A Rma T R R A ML
57 82 23.00 23.20 23.40 23.60
m/z 41.05 53.42%
5000{ 29
09
0-‘--“--|‘-l-|']-:?-7|‘----|----|----|----|----|----|----|- B o o B
m/z--> 50 100 150 200 250 300 350 400 450 500 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014928.D

Aca On : 02 May 2018 18:25

Operator : SJ/JU

Sample : J2631-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918_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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.54 3.50 ng/ul 688698 Perylene-di12 24.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
2 Nonadecane 268 C19H40 000629-92-5 93
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3443 (23.538 min): BM014928.D (-3440) (-) m/z 57.10 100.00%
g7
5000 85 /\jk
e R RE R
113 141 23.20 23.40 23.60 23.80
- Jﬂ, L 109107225 208296323355 430 491 | n,o 4310 71.14%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #141433: Pentadecane, 8-hexyl-
43
71
A
5000 AU AU
23120 23.40 23.60 23.80
m/z 71.10 60.10%
99 127 196
A D -
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57
23.20 23.40 23.60 23.80
5000 85 m/z 85.05 42 .75%
29
o 113141169197 995 268
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #141431: Eicosane, 10-methyl- . ,/.\. e AR R
57 23.20 23.40 23.60 23.80
m/z 55.10 24 _70%
5000 85 Jﬂj\\-
0 ‘ 13 1;.183211239 281
m/z--> 5'0 100 150 200 250 300 350 400 450 500 23.20 2340 23.60 23.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014928.D

Aca On : 02 May 2018 18:25

Operator : SJ/JU

Sample : J2631-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918_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 9 (DEL) Alkane: Cyclic23.60 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.60 20.35 ng/ul 4005390 Perylene-d12 24 .38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 96
2 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 94
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 94
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 94
Abundance Scan 3453 (23.597 min): BM014928.D (-3449) (-) m/z 57.10 100.00%
g7
97
5000
FS 23.20 23.40 23.60 23.80 24.00
53 : : : : :
oA LLLLL 163181200 252279308336 369309431 475 549 1 Ta3 0 9663
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #174180: Cyclotetracosane
55 83
5000 111 336 BBV
23.20 23.40 23.60 23.80 24.00
130, m/z 55.10 84 _.30%
o ‘.‘\,‘.“.‘. AL peomzre3s |
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
97
23.20 23.40 23.60 23.80 24.00
5000 m/z 83.10 72 _.47%
29 125
o 154182 224252 297 348
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #227400: Heptadecy! heptafluorobutyrate
57 23.20 23.40 23.60 23.80 24.00
m/z 97.05 66 .70%
97
5000
9 125
il 109 510238 283 434
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.20 23.40 23.60 23.80 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014928.D

Aca On : 02 May 2018 18:25

Operator : SJ/JU

Sample : J2631-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918_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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24 .91 5.80 ng/ul 1142350 Perylene-di12 24 .38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 3676 (24.909 min): BM014928.D (-3672) (-) m/z 57.10 100.00%

24,60 24.80 25.00 25.20
m/z 43.10 70.97%

13141 183211239 281309 341 385 431461491 535

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141424: Heneicosane
57

0!

5000 85 T e
24,60 24.80 25.00 25.20

m/z 71.10 61.70%

T T e e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43

24.60 24 80 25. 00 25.20

71

5000 m/z 85.10 44 .88%
99
o 127155183 225253
L A e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209566: Octacosane R

24,60 24.80 25.00 25.20
m/z 55.10 22.47%

B J\M
4 13141169197225253281309337365 304

m/z--> 0 50 100 150 200 250 300 350 400 450 500 24 60 24 80 25. OO 25 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050218\
Data File : BM014928.D

Acq On : 02 May 2018 18:25

Operator : SJ/JU

Sample - J2631-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM041918_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]
Butane, 2-methoxy... 3.34 33.4 ng/ul 4155770 1 8.49 2489280 20.0
2-Pentanone, 4-hy... 5.48 2.9 ng/ul 366076 1 8.49 2489280 20.0
(DEL) Alkane: Str... 16.74 2.0 ng/ul 414413 4 17.81 4033250 20.0
n-Hexadecanoic acid 18.64 7.1 ng/ul 1431160 4 17.81 4033250 20.0
Octadecanoic acid 19.88 3.7 ng/ul 726159 5 21.90 3955990 20.0
Heptafluorobutyri... 21.56 10.3 ng/ul 2045820 5 21.90 3955990 20.0
Oxirane, hexadecyl- 23.24 2.0 ng/ul 399333 6 24.38 3936210 20.0
(DEL) Alkane: Str... 23.54 3.5 ng/ul 688698 6 24.38 3936210 20.0
(DEL) Alkane: Cyc... 23.60 20.4 ng/ul 4005390 6 24.38 3936210 20.0
(DEL) Alkane: Str... 24.91 5.8 ng/ul 1142350 6 24.38 3936210 20.0
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