LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014932.D

Aca On : 02 May 2018 20:55

Operator : SJ/JU

Sample : J2631-13

Misc :

ALS Vial : 13 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 3.334 4 8 16 rVB 3194348 4158093 33.55% 2.707%
2 3.640 55 60 70 rvB 165228 240300 1.94% 0.156%
3 5.481 366 373 382 rBV 234087 370130 2.99% 0.241%
4 6.499 541 546 556 rBV 99446 159330 1.29% 0.104%
5 7.616 729 736 753 rBY 2681464 4674383 37.72% 3.043%
6 7.798 760 767 779 rVB 2245983 3504349 28.27% 2.281%
7 8.010 796 803 812 rBVY 2799361 4618768 37.27% 3.007%
8 8.493 877 885 902 rBY 1766619 2857558 23.06% 1.860%
9 9.192 996 1004 1014 rBY 3016984 4963465 40.05% 3.231%
10 9.675 1077 1086 1094 rBV 2669693 4529312 36.54% 2.948%

11 10.404 1202 1210 1222 rBV 2183733 3683231 29.72% 2.398%
12 10.939 1294 1301 1320 rBV 3113517 5463359 44.08% 3.556%
13 11.334 1361 1368 1376 rBV 2384209 4081067 32.93% 2.657%
14 11.463 1382 1390 1408 rBV 2826094 4964510 40.06% 3.232%
15 14.492 1895 1905 1909 rBV 5403235 7619423 61.48% 4._.960%

16 14.533 1909 1912 1918 rVB 898347 1223341 9.87% 0.796%
17 14.798 1950 1957 1968 rBV2 6328743 9364510 75.56% 6.096%
18 14.951 1977 1983 1988 rBV 336336 426312 3.44% 0.278%
19 15.098 2001 2008 2015 rBV2 3248367 5027701 40.57% 3.273%
20 15.257 2026 2035 2049 rBV 2278068 3456814 27.89% 2.250%

21 15.886 2138 2142 2147 rVB 484900 597797 4.82% 0.389%
22 16.074 2167 2174 2181 rBV 7460852 11078098 89.38% 7.211%
23 16.180 2186 2192 2201 rBV 2283616 3269086 26.38% 2.128%
24 16.286 2203 2210 2213 rBV 111618 240542 1.94% 0.157%
25 16.739 2282 2287 2298 rBV 435516 668193 5.39% 0.435%

26 17.521 2415 2420 2424 rBV 195745 233734 1.89% 0.152%
27 17.810 2463 2469 2474 rBV2 3854671 5564138 44.89% 3.622%
28 17.851 2474 2476 2480 rVvVv 198125 262833 2.12% 0.171%
29 17.910 2480 2486 2499 rVB 7957459 11317341 91.31% 7.367%
30 18.586 2597 2601 2605 rBV 102481 135406 1.09% 0.088%

31 18.645 2605 2611 2621 rBV 2402970 3260490 26.31% 2.122%
32 19.745 2794 2798 2800 rBV2 106222 144884 1.17% 0.094%
33 19.786 2800 2805 2807 rvv2 131972 247443 2.00% 0.161%
34 19.815 2807 2810 2816 rVB 416671 568133 4._.58% 0.370%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014932.D

Aca On : 02 May 2018 20:55

Operator : SJ/JU

Sample : J2631-13

Misc :

ALS Vial : 13 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 19.880 2816 2821 2831 rBV 1054824 1486201 11.99% 0.967%

36 20.039 2845 2848 2854 rVB 101973 128114 1.03% 0.083%
37 20.151 2861 2867 2878 rVB 8756477 12393894 100.00% 8.068%
38 21.556 3102 3106 3115 rBV 2501566 3315494 26.75% 2.158%
39 21.768 3138 3142 3149 rBV 786206 897705 7.24% 0.584%
40 21.898 3159 3164 3169 rBV 3712041 5240667 42.28% 3.411%

41 23.544 3441 3444 3449 rVB 314600 432687 3.49% 0.282%
42 23.603 3450 3454 3463 rVV3 467554 949062 7.66% 0.618%
43 24.221 3552 3559 3572 rVB 4957062 10163792 82.01% 6.616%
44 24.380 3579 3586 3600 rvVB2 2199380 4665147 37.64% 3.037%
45 25.015 3690 3694 3708 rVB3 385949 978168 7.89% 0.637%

Sum of corrected areas: 153625005
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014932.D

Aca On : 02 May 2018 20:55

Operator : SJ/JU

Sample : J2631-13

Misc :

ALS Vial : 13 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
Abundance TIC: BM014932.D
8000000
6000000
4000000
33 9.19 10.94
7.62 801 i 9.67 11.46
7.80 10.40 11.3
2000000 8.49
3.64 5A48 6.50
O B e o e L A B e e AR B T B R N e
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM014932.D
1701 20|15
8000000 16.07
14.80
6000000
14.49
4000000 17.81
15.10
15.26 6.18 18.64
2000000
14.53 ad
4.9 1589 16 29 16,'( 4 17.521 .%5
(O T e A A A S e R T R I e R B i
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 20.50
Abundance TIC: BM014932.D
8000000
6000000 24.22
21.90
4000000
04.38
2000000
J 25.01
N
ry—
Time--> 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 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 : BM014932.D

Aca On : 02 May 2018 20:55

Operator : SJ/JU

Sample : J2631-13

Misc :

ALS Vial : 13 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.

3.33 29.10 ng/ul 4158090 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 7 (3.328 min): BM014932.D (-4) (-) m/z 73.10 100.00%
<}
5000 43
L 87
3.40 3.50 3.60 3.70
bl 8O0 L as 209 81 T a3 10 49.90%
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
87 m/z 55.10 30.54%
2
0.”“.”“”%%”.“”.“”.“”w.”..”..”..”..”.”.w”.w”
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
5000 - m/z 87.05 24 .42%
87
o7 4
o 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
3 3.40 3.50 3.60 3.70
m/z 41.10 16.29%
41 g 87
5000
2
o} S SRARREREEEE S LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 340 350 3.60 3.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014932.D

Aca On : 02 May 2018 20:55

Operator : SJ/JU

Sample : J2631-13

Misc :

ALS Vial : 13 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 7

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

5.48 2.59 ng/ul 370130 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 45
3 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
5 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 25

Abundance Scan 373 (5.481 min): BM014932.D (-366) (-) m/z 43.05 100.00%
43
5000 59
101 I SSRRARSRNARALNERALE
520 5.40 5.60 5.80
bt & 28 /7 59.10  48.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R BN L UL
59 520 540 560 5.80
m/z 58.10 13.88%
0 ‘?‘1 il . 83 101
UL UL SULELL SRS S SO UL UL UL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
520 540 560 580
5000 m/z 101.00 13.62%
59
27 70 83 101
S L UL L U S W S S B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl- R e L e
43 520 5.40 5.60 5.80
m/z 41.05 9.08%
5000 59
15 101
0 \?\1 mh ! 83 L
UL UL S SRS S SO UL UL UL B R UL A RN R
m/z--> 20 40 60 80 100 120 140 160 180 200 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014932.D

Aca On : 02 May 2018 20:55

Operator : SJ/JU

Sample : J2631-13

Misc :

ALS Vial : 13 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.
15.89 2.38 ng/ul 597797 Acenaphthene-d10 15.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Hexadecane 226 C16H34 000544-76-3 91
3 Hexadecane 226 C16H34 000544-76-3 91
4 Tetradecane 198 C14H30 000629-59-4 90
5 Tridecane 184 C13H28 000629-50-5 90

Abundance Scan 2143 (15.892 min): BM014932.D (-2138) (-) m/z 57.10 100.00%

43 97
71
5000
85

99 15. 60 15.80 16.00 16.20
| 113 127 141
bl bl T DI 104 169183 207 226 1 "m/z  43.05  84.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83027: Hexadecane
57
43
71

5000 85
15. 60 15.80 16.00 16.20

29 m/z 71.10 54.44%

99
ol 14 Lo L ) 113127141155 169 183 197 226
T et e R am e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 57

71 15. 60 15.80 16.00 16.20
5000 o m/z 41.10 39.51%
29
o 99 113 107 141 155 169 183 226
e e e T S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane R B e
43 57 15.60 15.80 16.00 16.20
m/z 85.05 35.82%
5000 1
85
29
0 | ‘ L “ 99 113 127 141 155 160 183 197 226
S AR .
mz--> 20 40 60 80 100 120 140 160 180 200 220 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014932.D

Aca On : 02 May 2018 20:55

Operator : SJ/JU

Sample : J2631-13

Misc :

ALS Vial : 13 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 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.74 2.40 ng/ul 668193 Phenanthrene-d10 17.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexadecane 226 C16H34 000544-76-3 91
4 Heptadecane 240 C17H36 000629-78-7 90
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 90
Abundance Scan 2287 (16.739 min): BM014932.D (-2282) (-) m/z 57.10 100.00%
g7
o 4 /L\N\J\u\‘
16.40 16.60 16.80 17.00
o} m/z 43.10 81.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94344: Heptadecane
57
5000 85 AU AR AR
16.40 16.60 16.80 17.00
4 m/z 71.10 56.19%
113
e M T 100 oy 20
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
16.40 16,60 16.80 17.00
5000 a 85 m/z 41.10 37.64%

ol 15 13 141 160 197 225 253268 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83025: Hexadecane R e e R R
57 16.40 16.60 16.80 17.00
m/z 85.05 35.02%
5000
4 85
o 26 ‘ L ‘ 113 141 169184 226
e e AT M S A A s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 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 : BM014932.D

Aca On : 02 May 2018 20:55

Operator : SJ/JU

Sample : J2631-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.64 11.72 ng/ul 3260490 Phenanthrene-d10 17.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87

Abundance Scan 2610 (18.639 min): BM014932.D (-2605) (-) m/z 43.10 100.00%
73
5000
129
97 213
157 185 256 18.40 18.60 18.80 19.00
o! plh e L LA 288 s m/z 73.00 82.91%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60
4
5000 129 LN B UL UL B
83 mmmmmmmm
H o 57 195 213 256 m/z 60.00 79.74%
oL— "“IH‘“ hl‘\ .‘““‘.]“.h‘l“ ;‘H‘\Ihl I\ : ‘. .‘ .‘. ‘I .‘ —— I“' ——
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
" 18140 18.60 18.80 19.00
5000 256 m/z 41.05 78.38%
129
97 157 213
O %8? T ?%8| UL U
m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid e A e e
4 78 mmmmmmmm
m/z 57.10 67.48%
5000 129
H 97 199 o4
0 |15| l‘. MIHI iy ‘I\m‘l iI\IL .J“‘. | . !189 { 223 { e e i
m/z--> 50 150 200 250 300 350 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 : BM014932.D

Aca On : 02 May 2018 20:55

Operator : SJ/JU

Sample : J2631-13

Misc :

ALS Vial : 13 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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.88 5.67 ng/ul 1486200 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 97
3 Octadecanoic acid 284 C18H3602 000057-11-4 97
4 Octadecanoic acid 284 C18H3602 000057-11-4 94
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91
Abundance Scan 2821 (19.880 min): BM014932.D (-2816) (-) m/z 43.10 100.00%
73
5000
o 129
185 241
284 19.60 19.80 20.00 20.20
ol ;.|.,.[ Sy L ans | aesT 8% nzz 73.00  75.08%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
73
43
129
5000 284 SRR SR R SR
97 185 241 19.60 19.80 20.00 20.20
‘ m/z 60.00 70.83%
o .“.‘ HHI“‘H" .)H.l... ‘.“ :II'5\|7 .‘ A L2}3.“. | \2|6|5 .‘. —————
m/z--> 50 100 150 200 250 300 350
Abundance
43 g
19.|60 19.I80 20.'00 20.'20
5000 m/z 57.10 70.79%
129
97 185 - 284
0 18 157 213 265
m/z--> éo 160 1éo 260 250 360 3éo
Abundance #131261: Octadecanoic acid B e e e B Y
a3 73 19.60 19.80 20.00 20.20
m/z 41.10 69.44Y%
5000 129
o1 185
241
Ay T
ol qumupﬁlujl S S S — e T
m/z--> 50 100 150 200 250 300 350 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014932.D

Aca On : 02 May 2018 20:55

Operator : SJ/JU

Sample : J2631-13

Misc :

ALS Vial : 13 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 (DEL) Alkane: Cyclic21.56 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.56 12.65 ng/ul 3315490 Chrysene-di12 21.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
2 1-Docosene 308 C22H44 001599-67-3 95
3 Trichloroacetic acid. tetradecvl... 358 C16H29C1302 074339-52-9 94
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI302 074339-54-1 94
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 94
Abundance Scan 3107 (21.562 min): BM014932.D (-3102) (-) m/z 43.10 100.00%
43
83
5000 NJ
111
139 21.20 21.40 21.60 21.80
I I | Jl.l.l. (07 207 239 281308 341360 401431461489 | /7" 57 10  96.59%
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #127769: 5-Eicosene, (E)-
55
83
5000
21.20 21.40 21.60 21.80
29 111 m/z 55.05 89.86%
o4l ||| 139167 196223 252280
m/iz--> 0 50 100 150 200 250 300 350 400 450 '
Abundance
55
97 21.20 21.40 21.60 21.80
5000 m/z 83.05 72.96%
29
125
o 153181 308
m/iz--> 0 50 100 150 200 250 300 350 400 450 '
Abundance #189051: Trichloroacetic acid, tetradecy! ester R m e
3| g3 21.20 21.40 21.60 21.80
m/z 69.10 67.37%
5000
139168196 941
0<
m/iz--> 0 50 100 150 200 250 300 350 400 450 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 : BM014932.D

Aca On : 02 May 2018 20:55

Operator : SJ/JU

Sample : J2631-13

Misc :

ALS Vial : 13 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: Cyclic23.60 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.60 4._.07 ng/ul 949062 Perylene-di12 24 .38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octadecene. (E)- 252 C18H36 007206-19-1 92
2 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 90
3 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 89
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 89
5 9-Octadecene, (E)- 252 C18H36 007206-25-9 83
Abundance Scan 3453 (23.597 min): BM014932.D (-3450) (-) m/z 57.10 100.00%
57
97
5000
st 232 'm*jxr" N RN B
153129209 23.20 23.40 23.60 23.80 24.00
ol AARL4 ] 103182205 | 282300 356 309430 477 535 143705 95.000%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #104188: 3-Octadecene, (E)-
4169
97
5000 U AR SR S BN
23120 23.40 23.60 23.80 24.00
m/z 55.10 86.13%
ol 1ih | h ‘\‘ “\ | 154182 224252
m/z--> 5 100 150 200 2%0 300 350 400 450 500
Abundance
57
97 LRI IR PN SN B
23.20 23.40 23.60 23.80 24.00
5000 m/z 83.10 70.96%
- 125
o 154182 224252 297 348
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #105686: 13-Tetradecen-1-ol acetate R e A
43 23.20 23.40 23.60 23.80 24.00
83 m/z 69.10 68.34%
- j\WFLW_A,_JA]\ka“_~,,_,,ﬂw
o ﬂﬁ [139167194 224 254
m/z--> 50 100 150 200 250 300 350 400 450 500 23120 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 : BM014932.D

Aca On : 02 May 2018 20:55

Operator : SJ/JU

Sample : J2631-13

Misc :

ALS Vial : 13 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 1-Heptacosanol Concentration Rank 5

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

25.02 4.19 ng/ul 978168 Perylene-di12 24 .38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 Octacosanol 410 C28H580 000557-61-9 94
3 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 94
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
5 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91
Abundance Scan 3695 (25.021 min): BM014932.D (-3690) (-) m/z 57.10 100.00%

57
97
5000
st 207 24080 25,00 25,20 2540
152 267 - - - -
o A LN £52070, | 289707 207327 360399420 476503535  zm 3 10 97.63%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #210517: 1-Heptacosanol
57 |97
5000 LR UM BN BRI

125 24.80 25.00 25.20 25.40
m/z 55.10 78.15%

JL 2L L‘ 12%181200236264 202320 380378
T R e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
97 IIIIIIIIIIIIIIIIIIIIIII
24.80 25.00 25.20 25.40
5000 m/z 83.10 77.77%
125
29
0 153181209236264292322 364392
e e Tl o B e = S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #175127: Trifluoroacetoxy hexadecane B B
57 24.80 25.00 25.20 25.40
o7 m/z 97.10 73.66%
5000
29 125
o | 154 196224 269 30
R e el I e e R A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 24.80 25.00 25.20 25.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050218\
Data File : BM014932.D

Acq On : 02 May 2018 20:55

Operator : SJ/JU

Sample - J2631-13

Misc :

ALS Vial : 13 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... 3.33 29.1 ng/ul 4158090 1 8.49 2857560 20.0
2-Pentanone, 4-hy... 5.48 2.6 ng/ul 370130 1 8.49 2857560 20.0
(DEL) Alkane: Str... 15.89 2.4 ng/ul 597797 3 15.10 5027700 20.0
(DEL) Alkane: Str... 16.74 2.4 ng/ul 668193 4 17.81 5564140 20.0
n-Hexadecanoic acid 18.64 11.7 ng/ul 3260490 4 17.81 5564140 20.0
Octadecanoic acid 19.88 5.7 ng/ul 1486200 5 21.90 5240670 20.0
(DEL) Alkane: Cyc... 21.56 12.7 ng/ul 3315490 5 21.90 5240670 20.0
(DEL) Alkane: Cyc... 23.60 4.1 ng/ul 949062 6 24.38 4665150 20.0
1-Heptacosanol 25.02 4.2 ng/ul 978168 6 24.38 4665150 20.0
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