LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014935.D

Aca On : 02 May 2018 22:47

Operator : SJ/JU

Sample : J2631-12

Misc :

ALS Vial : 16 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 15 rVB 3248752 4067788 37.94% 2.978%
2 3.640 55 60 70 rvB 174946 253139 2.36% 0.185%
3 5.475 366 372 381 rBV 335082 520400 4 .85% 0.381%
4 6.498 539 546 556 rBV 124022 207410 1.93% 0.152%
5 7.616 729 736 752 rBV2 2676192 5113435 47 .69% 3.743%
6 7.798 760 767 779 rBV 2156249 3408426 31.79% 2.495%
7 8.010 796 803 812 rBVY 2795447 4569108 42.61% 3.345%
8 8.492 877 885 901 rBVY 1483831 2475190 23.08% 1.812%
9 8.622 901 907 913 rBV 290207 448215 4.18% 0.328%
10 9.192 996 1004 1015 rBY 2958599 4918949 45.87% 3.601%

11 9.675 1078 1086 1094 rBV 2533562 4278696 39.90% 3.132%
12 10.404 1201 1210 1226 rBV 2078905 3502146 32.66% 2.564%
13 10.939 1294 1301 1317 rBV 2981871 5143973 47.97% 3.765%
14 11.210 1335 1347 1352 rBV 81576 154307 1.44% 0.113%
15 11.333 1361 1368 1382 rBV 1903416 3378707 31.51% 2.473%

16 11.463 1382 1390 1409 rVV 2653527 4675059 43.60% 3.422%
17 12.145 1498 1506 1514 rBV2 125093 205668 1.92% 0.151%
18 14.492 1896 1905 1909 rBV 4744059 6608572 61.63% 4._.837%
19 14.533 1909 1912 1918 rVB 738054 1006063 9.38% 0.736%
20 14.798 1950 1957 1968 rBV2 5547531 8331358 77.70% 6.098%

21 14.951 1977 1983 1987 rBV 270574 338855 3.16% 0.248%
22 15.098 2001 2008 2015 rVB2 2543572 3835411 35.77% 2.807%
23 15.257 2024 2035 2050 rBV 2046574 3147919 29.36% 2.304%
24 15.886 2137 2142 2147 rVB2 422347 536516 5.00% 0.393%
25 16.074 2167 2174 2181 rBV 6750506 9660212 90.09% 7.071%

26 16.180 2186 2192 2200 rBV 1929310 2753282 25.68% 2.015%
27 16.286 2204 2210 2213 rBV 93477 188429 1.76% 0.138%
28 16.510 2243 2248 2254 rVB3 80678 130902 1.22% 0.096%
29 16.739 2282 2287 2303 rBV 344498 563199 5.25% 0.412%
30 17.521 2415 2420 2424 rBV 166707 195143 1.82% 0.143%

31 17.809 2463 2469 2474 rBV2 2803117 4104358 38.28% 3.004%
32 17.851 2474 2476 2480 rVvV 126000 166586 1.55% 0.122%
33 17.909 2480 2486 2495 rVB2 6618191 9632999 89.84% 7.051%
34 18.092 2507 2517 2521 rBV6 49345 120567 1.12% 0.088%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014935.D

Aca On : 02 May 2018 22:47

Operator : SJ/JU

Sample : J2631-12

Misc :

ALS Vial : 16 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 18.639 2605 2610 2620 rBV 1166157 1711936 15.97% 1.253%

36 19.745 2794 2798 2800 rBV 101736 136183 1.27% 0.100%
37 19.786 2800 2805 2808 rVVv2 140882 295352 2.75% 0.216%
38 19.821 2808 2811 2816 rVB 227912 289321 2.70% 0.212%
39 19.880 2816 2821 2831 rBV 642501 979080 9.13% 0.717%
40 20.150 2861 2867 2877 rVB 7859767 10514006 98.05% 7.696%

41 21.556 3103 3106 3115 rVB 1338439 2096873 19.56% 1.535%
42 21.768 3138 3142 3146 rBVY 864519 1000981 9.34% 0.733%
43 21.897 3159 3164 3169 rBV 3026250 4183256 39.01% 3.062%
44 23.544 3440 3444 3449 rVB 478834 712970 6.65% 0.522%
45 24.221 3552 3559 3575 rVB 5019586 10722821 100.00% 7.849%

46 24.380 3580 3586 3603 rVB 2061099 4382629 40.87% 3.208%
47 24.909 3673 3676 3684 rVB 502655 947691 8.84% 0.694%

Sum of corrected areas: 136614086
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014935.D

Aca On : 02 May 2018 22:47

Operator : SJ/JU

Sample : J2631-12

Misc :

ALS Vial : 16 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
Abéjgggggg TIC: BM014935.D
6000000
4000000

33 10.94
7.62 801 ' 11.46
0

9.19
7.80 86
. 10.4
2000000 6.4 11.3
)l 3% 5 6.50 ﬁﬂ?z 11,

e e | RS 1 e 4 @1 S
Time-> 350 400 450 500 550 600 650 7.00 750 800 850 900 950 10.00 1050 11.00 11.50
Abundance TIC: BM014935.D
8000000 2015
16.07 17.91
6000000 14.80
14.49
4000000
15.10 17.81
2000000 1526 6.18
18.64
14.53 1564 19.88
: 16.74
12.15 P\ 4.9 || l16.285.51 1752171 888,09 %

[0 o o o e e o L e e e e e e e e R E E BE LS S L L B T A e e e e )

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 : .
8000000 TIC: BM014935.D

6000000 24.22

4000000 21.90
r4.38

21.56

2000000
21.7 23.54 24.91

N

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 : BM014935.D

Aca On : 02 May 2018 22:47

Operator : SJ/JU

Sample : J2631-12

Misc :

ALS Vial : 16 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 32.87 ng/ul 4067790 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): BM014935.D (-4) (-) m/z 73.10 100.00%
7B
5000 43
55 87
3.40 350 3.60 3.70
o! Lo e 2 2SS 20 m/z 43.05  49.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 3.40 350 3.60 3.70
55 87 m/z 55.10 29.90%
29
0 h‘ 1 ‘\ ‘ 1 ‘
URERIERN FUR LIS SURLELEL AL UL LA UL SRR UL SARR
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
73
3.40 3.50 3.60 3.70
5000 m/z 87.10 23.87%
43 %
87
27
101
P S S S WL L S B B WL I /\_
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13739: 2,2,4-Trimethyl-3-pentanol R EaaanEamEs LaEe
73 3.40 350 3.60 3.70
87 m/z 41.10 16.20%
5000 41 55
il
0 '|'MM 'hw' “y“' ”w'l '*'?z '}%%I }??'I DS S SN S U AR AR U U
m/z--> 20 40 80 100 120 140 160 180 200 3.40 3.50 3.60 3.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014935.D

Aca On : 02 May 2018 22:47

Operator : SJ/JU

Sample : J2631-12

Misc :

ALS Vial : 16 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 6

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

5.47 4.20 ng/ul 520400 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 64
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 38
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Allyl acetate 100 C5H802 000591-87-7 9

Abundance Scan 371 (5.469 min): BM014935.D (-366) (-) m/z 43.00 100.00%
43
5000 59
101 R BN ERA B R
73 520 5.40 5.60 5.80
Ol 0 88 28 n/z 59.10 45.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 520 540 5.60 5.80
m/z 101.00 13.44%
31 g3 101
L S A I L W L B W I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
" 520 540 560 580
5000 5o m/z 58.10 13.09%
15 4 o 101
e L U U L S WL S B WL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3686: 1-Propen-2-ol, acetate
43 520 5.40 5.60 5.80
m/z 41.05 9.84%
5000
58
m/z--> 20 40 60 8 100 120 140 160 180 200 5.0 540 560 580
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014935.D

Aca On : 02 May 2018 22:47

Operator : SJ/JU

Sample : J2631-12

Misc :

ALS Vial : 16 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 Benzene, 1l-methyl-3-(1-meth... Concentration Rank 7

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

8.62 3.62 ng/ul 448215 1,4-Dichlorobenzene-d4 8.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 95
2 p-Cvmene 134 C10H14 000099-87-6 95
3 o-Cvmene 134 C10H14 000527-84-4 94
4 p-Cvmene 134 C10H14 000099-87-6 94
5 o-Cymene 134 C10H14 000527-84-4 94

Abundance Scan 907 (8.622 min): BM014935.D (-901) (-) m/z 119.10 100.00%
119
5000
91 134 S A VN
39 51 65 77 | 108 | 207 8.20 8.40 8.60 8.80 9.00
TN ] L L. m/z 91.10 27 .35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14907: Benzene, 1-methyl-3-(1-methylethyl)-
119
5000
91 8.20 8.40 860 8.80 9.00
65 77 134 m/z 134.10 26.40%
Rl 0 0 T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
820 840 8.60 8.80 9.00
5000 m/z 117.00 15.46%
91
134
15 27 39 51 65 77 403
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14811:0—Cymene | NLELELELE UL NI N LN
119 8.20 8.40 860 8.80 9.00
m/z 120.10 10.27%
5000
134
91
. 27 4l s1 65 77 103
mz> % 40 0 8 100 150 140 160 180 260 | | 820 840 850 880 900
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014935.D

Aca On : 02 May 2018 22:47

Operator : SJ/JU

Sample : J2631-12

Misc :

ALS Vial : 16 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 9
R.T. EstConc Area Relative to ISTD R.T.
15.89 2.80 ng/ul 536516 Acenaphthene-d10 15.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Hexadecane 226 C16H34 000544-76-3 87
4 Hexadecane 226 C16H34 000544-76-3 83
5 Heneicosane 296 C21H44 000629-94-7 80
Abundance Scan 2143 (15.892 min): BM014935.D (-2137) (-) m/z 57.10 100.00%
s Y
71
5000 a5
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—
99 113 15.60 15.80 16.00 16.20
Ol el 77 127 141154 169183 208 226 | 7723 10 78.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
43 57
71
5000 L B BN UL B
85 15.60 15.80 16.00 16.20
29 m/z 71.10 46.28%
. Lo sy 141 155 169 183 226
m/z--> 20 Jo éo 80 100 150 140 160 180 200 220
Abundance
43 o7
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—
71 15.60 15.80 16.00 16.20
5000 m/z 41.10 40.33%
85
29
oL 15 99 113 127 141 155 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane A B R BAR RaEa
43 97 15.60 15.80 16.00 16.20
m/z 85.10 35.56%
5000 n
85
29
o | L L w 99 113 127 141 155 169 183 107 226
m/z--> 20 Jo éo 80 100 150 140 160 180 200 220 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 : BM014935.D

Aca On : 02 May 2018 22:47

Operator : SJ/JU

Sample : J2631-12

Misc :

ALS Vial : 16 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 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.74 2.74 ng/ul 563199 Phenanthrene-d10 17.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Heptadecane 240 C17H36 000629-78-7 93
3 Hexadecane 226 Cl16H34 000544-76-3 91
4 Hexadecane 226 Cl16H34 000544-76-3 87
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 2287 (16.739 min): BM014935.D (-2282) (-) m/z 57.10 100.00%
43 S/
UAMUNUNARR IR
99 16.40 16.60 16.80 17.00
113
o 127 141 155169 183 208 240 n/7z 43.10 83 73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94346: Heptadecane
57
43 7
85
5000 AL AR SRR SRR
16,40 16,60 16.80 17.00
29 99 m/z 71.10 57.71%
113127
s ||y | 141155160 183197 211 240
m/z--> 20 40 60 éo 160 150 150 1éo 180 200 220 240
Abundance
57
3 7 16.40 16,60 16.80 17.00
5000 85 m/z 41.05 39.58%
ARE 29 99 113 127 141 155 169 183 197 211 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83025: Hexadecane R e R ER aaa
43 57 16.40 16.60 16.80 17.00
m/z 85.10 36.84%
- | /\/\WL/V
85
29
0 ] M L ) 99113127141155169183197 226
m/z--> 20 Jo éo éo 160 150 140 160 180 200 220 240 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 : BM014935.D

Aca On : 02 May 2018 22:47

Operator : SJ/JU

Sample : J2631-12

Misc :

ALS Vial : 16 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 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.64  8.34 ng/ul 1711940  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 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
5 Pentadecanoic acid 242 C15H3002 001002-84-2 90
Abundance Scan 2610 (18.639 min): BM014935.D (-2605) (-) m/z 43.10 100.00%
73
5000
129
97 213
157 185 256 mmmmmmmm
o! b1 L T os2 385 T3 00 83, 64%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60
4
5000 129 L B B U B
83 mmmmmmmm
H o 57 195 213 256 m/z 60.00 79.22%
oL— "“IH‘“ hl‘\ .‘““‘.]“.h‘l“ ;‘H‘\Ihl I\ : ‘. .‘ .‘. ‘I .‘ —— I“' ——
m/z--> 50 100 150 200 250 300 350
Abundance

43 73

18.40 18.60 18.80 19.00
5000 256 m/z 41.05 75.08%

129
97 157 15 213
238
N —
m/z--> 50 100 150 200 250 300 350

Abundance #72643: Tridecanoic acid e e

43 73 18 40 18 60 18. 80 19. OO

m/z 57.10 70.56%
5000 129
171
214

0.15:‘..,*.‘. HJ hu .1,5?..’.1.9?.t...,....

m/z--> 50 O 150 200 250 300 350 18 40 18 60 18. 80 19. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014935.D

Aca On : 02 May 2018 22:47

Operator : SJ/JU

Sample : J2631-12

Misc :

ALS Vial : 16 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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.88 4.68 ng/ul 979080 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 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 97
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
Abundance Scan 2821 (19.880 min): BM014935.D (-2816) (-) m/z 43.10 100.00%
48
3
5000
129
97 185 241 SR IR NN SRR AR
284 19.60 19.80 20.00 20.20
157 213
ol .J',"."l.". s .l.‘.}.h.l. Lo Sl 32 a9 09300 77.74%
m/z--> 5 100 150 200 250 300 350 400

Abundance #131261: Octadecanoic acid

7
0
43,78
5000 129 e
19.60 19.80 20.00 20.20
0

g

0
185 oa1 284 m/z 57.10 73.28%
| |, 7, | 207 \
o e T
m/z--> 5i 100 150 200 250 300 350 400
Abundance
73
43 LA L L L L B LB
19.60 19.80 20.00 20.20
129 8
5000 4 m/z 41.05 72.04%
97 185 241
157 213
oA L gl e
m/z--> 50 100 150 200 250 300 350 400
Abundance #131258: Octadecanoic acid B B e
4 7 19.60 19.80 20.00 20.20
m/z 59.95 71.23%
5000 129
97 284
185 o
s T2
m/z--> 50 100 150 200 250 300 350 400 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 : BM014935.D

Aca On : 02 May 2018 22:47

Operator : SJ/JU

Sample : J2631-12

Misc :

ALS Vial : 16 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 1-Heneicosyl formate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.56 10.03 ng/ul 2096870 Chrysene-di12 21.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 97
2 9-Tricosene. (2)- 322 C23H46 027519-02-4 95
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 1-Docosene 308 C22H44 001599-67-3 93
Abundance Scan 3107 (21.562 min): BM014935.D (-3103) (-) m/z 55.10 100.00%
g5
LN B B B
139 21.20 21.40 21.60 21.80
oL 177207 255283 331 370402430 475 535 m/z 83.10 95 _ 17%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #177132: 1-Heneicosyl formate
57
5000 LA AR
2120 21.40 21.60 21.80
m/z 57.10 82.08%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
55 |97
—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—v—v—v—rr
21.20 21.40 21.60 21.80
5000 m/z 43.10 80.62%
125
29 322
0 153182210238 266294
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #205392: Trichloroacetic acid, hexadecy! ester R BREas EE e
4 21.20 21.40 21.60 21.80
m/z 69.10 77.97%
- A_J/\\JLM
0 e R
m/z--> 50 100 150 200 250 300 350 400 450 500 2120 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014935.D

Aca On : 02 May 2018 22:47

Operator : SJ/JU

Sample : J2631-12

Misc :

ALS Vial : 16 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: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.54 3.25 ng/ul 712970 Perylene-d12 24 .38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 91
2 Nonadecane 268 C19H40 000629-92-5 90
3 Docosane 310 C22H46 000629-97-0 89
4 Hexatriacontane 507 C36H74 000630-06-8 87
5 Eicosane, 9-octyl- 394 C28H58 013475-77-9 83
Abundance Scan 3443 (23.538 min): BM014935.D (-3440) (-) m/z 57.10 100.00%
57 n
5000 85
13 23.20 23.40 23.60 23.80
141 207 939268
Obrd b d .J,ﬂel. P09, 12307, " 319 357 399429461491 535 | ns7 43.10  69.64%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #153223: Docosane
57
5000 85 AUV AR
23120 23.40 23.60 23.80
113 m/z 71.10 62 .82%
m/z--> éo 100 150 260 250 360 350 400 450 500
Abundance
57
23.20 23.40 23.60 23.80
5000 85 m/z 85.10 41 _.38%
29
o 113141169197225 268
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #153221: Docosane T T
57 23.20 23.40 23.60 23.80
m/z 41.10 24 . 75%
29 310
113141169197225253
0 “”I""I”L!I'”' "?§%|“"|"“|"'w""|“"| NSRS NN SR
m/z--> 50 100 150 200 250 300 350 400 450 500 23120 23.40 23.60 23.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014935.D

Aca On : 02 May 2018 22:47

Operator : SJ/JU

Sample : J2631-12

Misc :

ALS Vial : 16 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 4.32 ng/ul 947691 Perylene-di12 24 .38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
4 Pentadecane 212 C15H32 000629-62-9 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 87
Abundance Scan 3676 (24.909 min): BM014935.D (-3673) (-) m/z 57.10 100.00%

5000

:

24.60 24.80 25.00 25.20
m/z 43.10 72.44%

o 207 738266 295 327355 399431 490 549

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141424: Heneicosane

%

5000 85 TT TTTT TT T T LELBLELE DL |
24 60 24 80 25. OO 25.20
- 13 m/z 71.10 61.64%
R T T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
o REREE R e
24.60 24.80 25.00 25.20
5000 85 m/z 85.10 43_.87%
29 113 169
0 141 248
B A Bt B e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl- R S e
57 24.60 24.80 25.00 25.20
m/z 55.10 21.65%
13
0 ‘ fd 141169197 2?9267294323352
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 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 : BM014935.D

Acq On : 02 May 2018 22:47

Operator : SJ/JU

Sample - J2631-12

Misc :

ALS Vial : 16 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 32.9 ng/ul 4067790 1 8.49 2475190 20.0
2-Pentanone, 4-hy... 5.47 4.2 ng/ul 520400 1 8.49 2475190 20.0
Benzene, 1l-methyl... 8.62 3.6 ng/ul 448215 1 8.49 2475190 20.0
(DEL) Alkane: Str... 15.89 2.8 ng/ul 536516 3 15.10 3835410 20.0
(DEL) Alkane: Str... 16.74 2.7 ng/ul 563199 4 17.81 4104360 20.0
n-Hexadecanoic acid 18.64 8.3 ng/ul 1711940 4 17.81 4104360 20.0
Octadecanoic acid 19.88 4.7 ng/ul 979080 5 21.90 4183260 20.0
1-Heneicosyl formate 21.56 10.0 ng/ul 2096870 5 21.90 4183260 20.0
(DEL) Alkane: Str... 23.54 3.3 ng/ul 712970 6 24.38 4382630 20.0
(DEL) Alkane: Str... 24.91 4.3 ng/ul 947691 6 24.38 4382630 20.0
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