LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042518\
Data File : BM014839.D

Aca On = 25 Apr 2018 18:20

Operator : SJ/JU

Sample : J2449-04

Misc :

ALS Vial : 8 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 5 9 26 rVvB 2062893 3005756 58.27% 4 .498%
2 3.646 57 61 67 rvB 54782 79419 1.54% 0.119%
3 7.622 730 737 751 rVB 895993 1499582 29.07% 2.244%
4 7.804 761 768 778 rBV 727743 1133917 21.98% 1.697%
5 8.022 795 805 812 rBV 913848 1502191 29.12% 2.248%
6 8.504 879 887 900 rVB 1101314 1808733 35.06% 2.707%
7 9.198 997 1005 1016 rBV 897039 1467552 28.45% 2.196%
8 9.681 1079 1087 1095 rBV 811150 1408310 27.30% 2.108%
9 10.410 1201 1211 1222 rBV 622929 1083107 21.00% 1.621%
10 10.951 1295 1303 1313 rBVY 1003477 1710798 33.17% 2.560%

11 11.345 1363 1370 1377 rBV 1507590 2570583 49.83% 3.847%
12 11.469 1384 1391 1400 rBV 752534 1301269 25.23% 1.948%
13 14.498 1898 1906 1910 rBV 1802925 2499682 48.46% 3.741%
14 14.539 1910 1913 1919 rVB 379090 556998 10.80% 0.834%
15 14.804 1952 1958 1967 rBV 1932436 2965257 57.48% 4._.438%

16 14.916 1973 1977 1981 rBV2 29739 53713 1.04% 0.080%
17 14.957 1981 1984 1989 rVB 84691 113624 2.20% 0.170%
18 15.110 2003 2010 2017 rVB2 2052529 3204124 62.12% 4_795%
19 15.263 2027 2036 2045 rBvV 776671 1148700 22.27% 1.719%
20 15.892 2138 2143 2149 rVB2 116642 203670 3.95% 0.305%

21 16.080 2169 2175 2182 rBV 2525512 3774082 73.16% 5.648%
22 16.180 2187 2192 2200 rVvVv 663599 929150 18.01% 1.391%
23 16.745 2284 2288 2292 rBV 90549 142952 2.77% 0.214%
24 17.527 2418 2421 2426 rVB 63833 78242 1.52% 0.117%
25 17.821 2462 2471 2476 rBV 2551818 3827110 74.19% 5.728%

26 17.862 2476 2478 2482 rVV 156572 176085 3.41% 0.264%
27 17.915 2482 2487 2499 rVB 2767038 4048486 78.48% 6.059%
28 18.145 2521 2526 2530 rBV 34189 52079 1.01% 0.078%
29 18.439 2571 2576 2581 rVB 101468 135898 2.63% 0.203%
30 18.645 2606 2611 2620 rBV2 353291 561041 10.88% 0.840%

31 19.827 2808 2812 2817 rVB 271051 362308 7.02% 0.542%
32 19.886 2818 2822 2829 rBV 205058 280229 5.43% 0.419%
33 20.156 2862 2868 2879 rVB 3546155 5131553 99.48% 7.680%
34 21.350 3068 3071 3076 rBV3 133806 263600 5.11% 0.395%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042518\
Data File : BM014839.D

Aca On = 25 Apr 2018 18:20

Operator : SJ/JU

Sample : J2449-04

Misc :

ALS Vial : 8 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 21.562 3104 3107 3110 rBV2 340748 374631 7.26% 0.561%

36 21.856 3153 3157 3160 rBV2 299769 415031 8.05% 0.621%
37 21.909 3160 3166 3170 rBV 3324975 4715285 91.41% 7.057%
38 22.121 3198 3202 3206 rBV3 272873 402679 7.81% 0.603%
39 22.391 3245 3248 3255 rVB4 245214 416084 8.07% 0.623%
40 22.586 3278 3281 3287 rBV3 239191 345379 6.70% 0.517%

41 23.562 3443 3447 3452 rVB 416426 614308 11.91% 0.919%
42 24.233 3554 3561 3574 rVB 2428802 5158356 100.00% 7.720%

43 24.391 3582 3588 3597 rVB 2177436 4271114 82.80% 6.392%
44 24.933 3675 3680 3688 rvB2 500176 1024220 19.86% 1.533%

Sum of corrected areas: 66816887
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042518\
Data File : BM014839.D

Aca On : 25 Apr 2018 18:20

Operator : SJ/JU

Sample : J2449-04

Misc :

ALS Vial : 8 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: BM014839.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042518\
Data File : BM014839.D

Aca On : 25 Apr 2018 18:20

Operator : SJ/JU

Sample : J2449-04

Misc :

ALS Vial : 8 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 33.24 ng/ul 3005760 1,4-Dichlorobenzene-d4 8.50
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): BM014839.D (-5) (-) m/z 73.10 100.00%
73
5000 43
55 87
3.40 3.50 3.60 3.70 3.80
bl L w5 135 198 207 | s 43 10 46.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 3.40 3.50 3.60 3.70 3.80
‘ 55 87 m/z 55.10 29.64%
29
0"'|"“'"l"""'|"""|""|""|""|""|""|""|""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73
3.40 3.50 3.60 3.70 3.80
5000 m/z 87.05 25.46%
43 >
87
27
101
S S S I SR L L S L N SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73 3.40 3.50 3.60 3.70 3.80
m/z 41.10 15.33%
41 e 87
5000
29
0'15'w'"w"'w'"w"'w"'w"'w"'w"'w"' AR AN LA RAREE
m/z--> 20 40 60 80 100 120 140 160 180 200 3.40 3.50 3.60 3.70 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042518\
Data File : BM014839.D

Aca On : 25 Apr 2018 18:20

Operator : SJ/JU

Sample : J2449-04

Misc :

ALS Vial : 8 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.64 2.93 ng/ul 561041 Phenanthrene-d10 17.82
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 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 76
Abundance Scan 2610 (18.639 min): BM014839.D (-2606) (-) m/z 43.10 100.00%
73
129
97 213 L L B I B
‘ 1“|37 185 | 256 o 356 18.40 18.60 18.80 19.00
o ol b b 1 2 I m/z 73.00 88.17%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60
4
5000 129 N B B U B
83 mmmmmmmm
0
H o 157 e 213 256 m/z 60.00 86.56%
ol—— .“‘l“‘” hl\ '“‘“":tm‘ i‘”“.“l 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 57.05 74.74%
129
97 157 213
SR 00 O O o -
m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid e A
3,73 18.40 18.60 18.80 19.00
m/z 41.05 72.93%
5000 129
H 97 199 o4
0.15.1..|'...'m.m.l.“.. !18@{ 223{ ————————— e v b
m/z--> 50 100 150 200 250 300 350 18.40 18.60 1880 1900
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042518\
Data File : BM014839.D

Aca On : 25 Apr 2018 18:20

Operator : SJ/JU

Sample : J2449-04

Misc :

ALS Vial : 8 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 4
R.T. EstConc Area Relative to ISTD R.T.
23.56 2.88 ng/ul 614308 Perylene-d12 24 .39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Nonadecane 268 C19H40 000629-92-5 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Hexatriacontane 507 C36H74 000630-06-8 87
Abundance Scan 3447 (23.562 min): BM014839.D (-3443) (-) m/z 57.10 100.00%
g7
5000 85 /\Aﬁ/x~‘v/¥v/\A«~\\-*~__~
RUSNBAR DAL AR BURRAE
113141 268 23.20 23.40 23.60 23.80
ob L1 JJ! Ly 99, 207230707207 327855 399429 476505 549 | ns5 43,10  65.73%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117638: Nonadecane
57
5000 85 U AR AUUNUUUARAS B
23120 23.40 23.60 23.80
29 m/z 71.10 63.27%
0 \‘ J ‘ H | u‘ \ \141\169197225 268
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
o 23.20 23.40 23.60 23.80
5000 m/z 85.10 43.10%
29
o 113141169197 268
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane LA L L LB B N L B
57 23.20 23.40 23.60 23.80
m/z 41.10 24 _65%
- T AWJ\/\\“
. 29 ﬂ1}3141169197225253 295323 367
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.20 23.40 23.60 23.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042518\
Data File : BM014839.D

Aca On : 25 Apr 2018 18:20

Operator : SJ/JU

Sample : J2449-04

Misc :

ALS Vial : 8 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 2
R.T. EstConc Area Relative to ISTD R.T.

24 .93 4.80 ng/ul 1024220 Perylene-d12 24 .39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Eicosane 282 C20H42 000112-95-8 95
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Octacosane 394 C28H58 000630-02-4 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 3680 (24.933 min): BM014839.D (-3675) (-) m/z 57.10 100.00%

5000

_553::::::==’

99 PO T T T
24.60 24.80 25.00 25.20
141 183 225 282 329 385 429 476 535

0 m/z 43.10 67.06%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141424: Heneicosane
57
5000 LA L L L L B LB LB |

24.60 24.80 25.00 25.20
99 m/z 71.10 59.12%

el e s s
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
T T T T T
24.60 24.80 25.00 25.20
5000 m/z 85.10 41.45%

99
26 141 183 225 282

N

e N U UMM
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane e EERRESSE s e
57 24.60 24.80 25.00 25.20
m/z 55.10 23.97%
5000

97
26 ‘ | ; 141 183 205 267 309 351 393 435 491 535 574 617

S RS S SR e L S

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 24. 60 24 80 25. OO 25. 20

-
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042518\
Data File : BM014839.D

Acq On = 25 Apr 2018 18:20

Operator : SJ/JU

Sample : J2449-04

Misc :

ALS Vial : 8 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 33.2 ng/ul 3005760 1 8.50 1808730 20.0
n-Hexadecanoic acid 18.64 2.9 ng/ul 561041 4 17.82 3827110 20.0
(DEL) Alkane: Str... 23.56 2.9 ng/ul 614308 6 24.39 4271110 20.0
(DEL) Alkane: Str... 24.93 4.8 ng/ul 1024220 6 24.39 4271110 20.0
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