LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024760.D

Aca On : 8 Nov 2016 15:26

Operator : UM/SJ

Sample = H5558-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total

1 7.404 741 777 782 rBV4 1050272 5851175 2.50% 0.409%
2 8.320 924 933 948 rVB 9704027 19416413 8.31% 1.357%
3 8.591 972 979 989 rVB 1755748 3154248 1.35% 0.220%
4 9.437 1115 1123 1130 rBvV 1520040 2892385 1.24% 0.202%
5 9.783 1130 1182 1185 rVV 2553360 20505942 8.78% 1.433%
6 10.641 1277 1328 1329 rBV3 3233512 26121040 11.18% 1.825%
7 13.467 1750 1809 1811 rBV 13175052 120451235 51.55% 8.416%
8 13.502 1811 1815 1824 rVV 4069911 6898798 2.95% 0.482%
9 14.501 1978 1985 1995 rBV 9569978 14059427 6.02% 0.982%
0 14.877 2045 2049 2057 rVB2 1311249 2453784 1.05% 0.171%
11 15.494 2110 2154 2158 rBV3 31242836 213558398 91.40% 14.922%
12 16.393 2299 2307 2315 rVB2 8149261 13925613 5.96% 0.973%
13 16.763 2362 2370 2374 rBV 4086567 6596591 2.82% 0.461%
14 16.810 2374 2378 2383 rVV 8013870 13201747 5.65% 0.922%
15 16.863 2383 2387 2397 rVB 5018290 9311876 3.99% 0.651%
16 17.133 2410 2433 2437 rBV 24439439 104334174 44.65% 7.290%
17 17.222 2442 2448 2455 rVB 6160987 10623444 4 .55% 0.742%
18 17.462 2484 2489 2493 rVB 6689697 9064724 3.88% 0.633%
19 17.633 2512 2518 2526 rVB2 1666054 2859165 1.22% 0.200%
20 18.003 2570 2581 2588 rBV 46219069 91356644 39.10% 6.383%
21 18.209 2611 2616 2621 rVB 7926725 10385590 4._.44% 0.726%
22 18.344 2635 2639 2649 rBVY 1522978 2716767 1.16% 0.190%
23 18.544 2657 2673 2683 rBV 21603097 64817440 27.74% 4_.529%
24 18.890 2725 2732 2737 rBV2 13437344 18322350 7.84% 1.280%
25 18.949 2737 2742 2750 rBVY 2591520 7118206 3.05% 0.497%
26 19.213 2782 2787 2789 rBV2 2549620 4056599 1.74% 0.283%
27 19.243 2789 2792 2796 rVB2 2928769 4019275 1.72% 0.281%
28 19.325 2802 2806 2812 rVVv2 2326159 3692676 1.58% 0.258%
29 19.378 2812 2815 2819 rBV3 2220686 3414875 1.46% 0.239%
30 19.442 2824 2826 2831 rVB 2170738 2746139 1.18% 0.192%
31 19.513 2831 2838 2842 rBV 7631858 12551922 5.37% 0.877%
32 19.560 2842 2846 2849 rVV2 3548752 6295922 2.69% 0.440%
33 19.589 2849 2851 2854 rVvV 3009390 3698922 1.58% 0.258%
34 19.625 2854 2857 2859 rVVv2 2490486 3450712 1.48% 0.241%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024760.D

Aca On : 8 Nov 2016 15:26

Operator : UM/SJ

Sample = H5558-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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
Title

Z:\HPCHEM1I\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 19.707 2859 2871 2882 rVV4 34905436 117327913 50.21% 8.198%

36 19.789 2882 2885 2889 rVVv3 12492901 18808351 8.05% 1.314%
37 19.824 2889 2891 2894 rVV 4976727 5527268 2.37% 0.386%
38 19.913 2902 2906 2912 rVB2 3607241 4351578 1.86% 0.304%
39 19.977 2912 2917 2928 rVB 6945766 12008021 5.14% 0.839%
40 20.142 2928 2945 2949 rBV2 74497271 233655678 100.00% 16.326%

41 20.218 2952 2958 2961 rVV 7992344 11337257 4._.85% 0.792%
42 20.253 2961 2964 2967 rVV 2284950 2445659 1.05% 0.171%
43 20.289 2967 2970 2974 rVB2 2684113 3129704 1.34% 0.219%
44 20.336 2974 2978 2985 rBV3 2305133 4147294 1.77% 0.290%
45 20.482 3000 3003 3015 rvB4 1735503 3899955 1.67% 0.272%

46 20.629 3023 3028 3031 rVV 5351437 6094790 2.61% 0.426%
47 20.735 3041 3046 3049 rBV2 1857976 3563926 1.53% 0.249%
48 20.764 3049 3051 3054 rVvv2 2047153 2395579 1.03% 0.167%
49 20.800 3054 3057 3060 rvv3 2053714 3402601 1.46% 0.238%
50 20.835 3060 3063 3067 rVB2 2465917 3259532 1.40% 0.228%

51 20.935 3076 3080 3084 rBV 8763809 10804004 4.62% 0.755%
52 21.158 3110 3118 3122 rBV 3794355 5511039 2.36% 0.385%
53 21.205 3122 3126 3132 rBV 4114503 5380690 2.30% 0.376%
54 21.511 3171 3178 3183 rVB 15389468 21569308 9.23% 1.507%
55 21.722 3209 3214 3220 rBV 3214978 4529631 1.94% 0.316%

56 21.851 3228 3236 3241 rVB 27314185 47500164 20.33% 3.319%
57 21.898 3241 3244 3247 rVV 1513655 2343424 1.00% 0.164%
58 21.928 3247 3249 3262 rVB 1780543 2655428 1.14% 0.186%
59 22.727 3377 3385 3394 rVB 13966360 24002754 10.27% 1.677%
60 24.378 3658 3666 3679 rVB 5665779 13932535 5.96% 0.973%

61 24.983 3760 3769 3779 rVB2 2882334 7941255 3.40% 0.555%
62 25.353 3824 3832 3844 rVB2 867482 2705238 1.16% 0.189%
63 27.457 4181 4190 4206 rVB4 774957 3055281 1.31% 0.213%

Sum of corrected areas: 1431210075
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024760.D

Aca On : 8 Nov 2016 15:26

Operator : UM/SJ

Sample - H5558-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG024760.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024760.D

Aca On : 8 Nov 2016 15:26

Operator : UM/SJ

Sample - H5558-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT 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 Cyclooctane, 1,2-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.50 114.59 ng 14059400 Acenaphthene-d10 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclooctane. 1.2-dimethvl- 140 C10H20 013151-94-5 93
2 1-Decene 140 C10H20 000872-05-9 93
3 1-Dodecanol 186 C12H260 000112-53-8 91
4 2-Butenedioic acid (2)-. monodod... 284 C16H2804 002424-61-5 91
5 3-Chloropropionic acid, dodecyl ... 276 C15H29CI02 074316-16-8 90
Abundance Scan 1985 (14.501 min): BG024760.D (-1978) (-) m/z 55.10 100.00%
55
83
5000
i 14.20 14.40 14.60 14.80
140 : - - -
o,....,....I,.I.A.e,l.e.f‘..2,0.7.2.3?,.2]7.‘3.,:*.1?.3.45‘....4,0:‘3...,....?0.8. m/z 43.10 76.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18010: Cyclooctane, 1,2-dimethyl-
55
5000
29 83 14.20 14.40 14.60 14.80
111 149 m/z 41.10 76.15%
oy
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55
14.20 14.40 14.60 14.80
5000 83 m/z 69.10 75.75%
29
M40
O L U L WL SN WL S WL S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #50315: 1-Dodecanol 2D e R T
55 14.20 14.40 14.60 14.80
83 m/z 56.10 73.71%
5000{ g
111
0|""'|""' |'J%T?%§§ N S LY U DAL UL S W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024760.D

Aca On : 8 Nov 2016 15:26

Operator : UM/SJ

Sample - H5558-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT 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 Dodecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.49 1740.65 ng 213558000 Acenaphthene-d10 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 92
2 Cetene 224 C16H32 000629-73-2 62
3 1-Octadecene 252 C18H36 000112-88-9 58
4 Dodecvl isobutvl carbonate 286 C17H3403 959067-22-2 38
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 38

Abundance Scan 2153 (15.488 min): BG024760.D (-2110) (-) m/z 73.10 100.00%

5000

o ///////////~,\\_

200 . . . .
233259 296 341 373402 438 471 511 15.20 15401560 15.80

0! m/z 60.05 94 .98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #61120: Dodecanoic acid /\\
6
5000 129 R DR R BN A
157 15.20 15. 40 15. 60 15. 80
29 m/z 55.10 93.28%

‘\‘200

o T. T

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

g

Abundance
41
83 15.20 15.40 15.60 15.80
5000 m/z 41.10 87.43%
111
ol 15 139168196224
R o e T i o o o B O B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #104184: 1-Octadecene
57 15.20 15.40 15.60 15.80
m/z 43.10 87.21%
5000
29
ok “:?9.1‘?8196224252
R e o I o B o o B O R A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.20 15. 40 15. 60 15. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024760.D

Aca On : 8 Nov 2016 15:26

Operator : UM/SJ

Sample - H5558-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT 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 1-Octanol, 5,7,7-trimethyl-_._. Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.81 92.35 ng 13201700 Phenanthrene-d10 17.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanol. 5.7.7-trimethvl-2-(1.... 270 C18H380 036400-98-3 80
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 49
3 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 47
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 47
5 2,2-Dimethyl-3-pentanol, chlorod... 228 C9H15CIF202 1000376-26-4 47
Abundance Scan 2378 (16.810 min): BG024760.D (-2374) (-) m/z 57.10 100.00%
5000
83

16.40 16.60 16.80 17.00 17.20
m/z 41.10 27.10%

11140

o 171 213 255283 340 391421 461 513
miz-> 0 50 100 150 200 250 300 350 400 450 500

Abundance #119531: 1-Octanol, 5,7, 7-trimethyl-2-(1,3,3-trimethylbutyl)-
57
5000
16.40 16.60 16.80 17.00 17.20
83 m/z 55.10 21.78%
29 140
A N T Cut i o S —
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
_r'_'_'_'—l_'_'_'—'—l_'_'_'_'—r'_'_'_'—l_'_'_
83 16.40 16.60 16.80 17.00 17.20
5000 m/z 83.10 21.78%
29 111
139168196 557 258
oAy e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57 83 16.40 16.60 16.80 17.00 17.20
m/z 69.10 20.93%
5000 1
o bl | | 139168 210238266 205
R B o e T i B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.40 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024760.D

Aca On : 8 Nov 2016 15:26

Operator : UM/SJ

Sample - H5558-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT 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 Tetradecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.13 729.82 ng 104334000 Phenanthrene-d10 17.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 99
2 Undecanoic acid 186 C11H2202 000112-37-8 58
3 Dodecanoic acid 200 C12H2402 000143-07-7 47
4 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 25
5 Butanoic acid 88 C4H802 000107-92-6 22

Abundance Scan 2432 (17.128 min): BG024760.D (-2410) (-) m/z 73.10 100.00%

3

5000

I

16. 80 17. 00 17. 20 17. 40
o 257287 329356 402431 m/z _60.10 94 _40%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #84452:; Tetradecanoic acid
73
43
129

5000 R e
16.80 17.00 17.20 17.40

185 m/z 43.10  79.75%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
60
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r

16.80 17.00 17.20 17.40

5000 m/z 55.10 77.70%
29 129
87
157186 J\/\MA/\\J\\
O e LA i o o LN Bm i i
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #61120: Dodecanoic acid
6 16.80 17.00 17.20 17.40

m/z 41.10 75.78%

alhy

m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.80 17.00 17.20 17.40

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024760.D

Aca On : 8 Nov 2016 15:26

Operator : UM/SJ

Sample - H5558-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT 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 1-Hexadecanol Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.22 74.31 ng 10623400 Phenanthrene-d10 17.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 94
2 n-Tridecan-1-ol 200 C13H280 000112-70-9 93
3 1-Tridecene 182 C13H26 002437-56-1 92
4 1-Tetradecanol 214 C14H300 000112-72-1 91
5 n-Pentadecanol 228 C15H320 000629-76-5 91
Abundance Scan 2448 (17.222 min): BG024760.D (-2442) (-) m/z 55.10 100.00%
55
83
111
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—ﬁ
140 182 17.00 17.20 17.40 17.60
Ot AL li 2o 263295 34 302 4445 520 | yn/z 43.10  78.50%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #95985: 1-Hexadecanol
43
69
97 MLN
17.00 17.20 17.40 17.60
105 m/z 69.10 74 .30%
o
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55
83
17.00 17.20 17.40 17.60
5000 29 m/z 57.10 73.31%
111 182
154
L S s B B B L L WL S W
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #47263: 1-Tridecene
43 17.00 17.20 17.40 17.60

m/z 83.10 71.07%

69
5000 } l97
25

IIIIIIIIIIIIIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

_'_'_'_'—I_'_'—'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024760.D

Aca On : 8 Nov 2016 15:26

Operator : UM/SJ

Sample - H5558-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT 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 Cyclodecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.00 639.04 ng 91356600 Phenanthrene-d10 17.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclodecane 140 C10H20 000293-96-9 94
2 Cvclopropane. nonvl- 168 C12H24 074663-85-7 93
3 Carbonic acid. dodecvl 2.2.2-tri... 360 C15H27CI1303 1000314-55-8 91
4 Formic acid. dec-2-vl ester 186 C11H2202 1000367-89-5 91
5 Acetic acid, chloro-, hexadecyl ... 318 C18H35CI02 052132-58-8 90
Abundance Scan 2580 (17.997 min): BG024760.D (-2570) (-) m/z 55.15 100.00%
55
111
5000
140168196 17.60 17.80 18.00 18.20 18.40
0 224 258284 315341369 415 448 501 n/z 83.15 98 57%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #17939: Cyclodecane
55 83
140
5000 |""|""|"'“O""|"
29 111 17.60 17.80 18.00 18.20 18.40
‘ m/z 69.15 97.88%
0"'l"""‘"‘“‘ll""‘l""l"" Y S DL LN B B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
55
17.60 17.80 18.00 18.20 18.40
5000 59 | | m/z 97.15 92.93%
) 111140168
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #190250: Carbonic acid, dodecyl 2,2,2-trichloroethy! ester T e e
55|83 17.60 17.80 18.00 18.20 18.40
m/z 57.15 92.76%
5000 11
140
29 l 1 193
OIIIUIIJIJJ “l|||H|i|“‘llll|||H‘lllll T T
m/z--> 50 100 150 200 250 300 350 400 450 500 17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024760.D

Aca On : 8 Nov 2016 15:26

Operator : UM/SJ

Sample - H5558-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT 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 2-Tridecanol Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.21 72.65 ng 10385600 Phenanthrene-d10 17.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Tridecanol 200 C13H280 001653-31-2 90
2 2-Dodecanol 186 C12H260 010203-28-8 80
3 Methvl 7.9-tridecadienvl ether 210 C14H260 1000131-00-0 52
4 Octadecvyl trifluoroacetate 366 C20H37F302 079392-43-1 43
5 Hexacosyl trifluoroacetate 478 C28H53F302 1000351-75-0 43
Abundance Scan 2616 (18.209 min): BG024760.D (-2611) (-) m/z 45.10 100.00%
45
5000
83
11 154182 297 17.80 18.00 18.20 18.40 18.60
o 270297 329 401430 465 511 m/z 57.10 57 _83%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #61339: 2-Tridecanol
45
5000
17.80 18.00 18.20 18.40 18.60
m/z 43.10 51.46%
0 1q ‘ h ‘h \ \ 54182
m/z--> 6 5 100 150 200 250 300 3%0 460 4%0 560 '
Abundance
45
17.80 18.00 18.20 18.40 18.60
5000 m/z 55.10 41.75%
83
o4 111140168
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #69509: Methyl 7,9-tridecadieny| ether
45 17.80 18.00 18.20 18.40 18.60
m/z 41.10 35.96%
5000 83
11
| 140 182210
Ow"l"“l'm'l“"l'“ N S DAL UL S SR
miz--> 0 50 100 150 200 250 300 350 400 450 500 17.80 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024760.D

Aca On : 8 Nov 2016 15:26

Operator : UM/SJ

Sample - H5558-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT 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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.54 453.40 ng 64817400 Phenanthrene-d10 17.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 Undecanoic acid 186 C11H2202 000112-37-8 59

Abundance Scan 2672 (18.538 min): BG024760.D (-2657) (-) m/z 73.10 100.00%

5000

18.20 18.40 18.60 18.80
m/z 60.05 91.31%

157185

o 286315 369 417 454

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid

5000
18.20 18.40 18.60 18.80
)
15715213 256 m/z 43.10 87.78%
0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
43 ARama e
18.20 18.40 18.60 18.80
5000 129 m/z 55.10 81.93%
171
214
101
oAl L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid O AR B

18.20 18.40 18.60 18.80
m/z 57.10 80.08%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18 20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024760.D

Aca On : 8 Nov 2016 15:26

Operator : UM/SJ

Sample - H5558-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT 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 unknownl18.89 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.89 128.17 ng 18322400 Phenanthrene-d10 17.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methoxvacetic acid. tetradecvl e... 286 C17H3403 1000281-82-1 43
2 Methoxvacetic acid. tridecvl ester 272 C16H3203 1000281-82-0 43
3 1-Propvl 14-methvl-pentadecanoate 298 C19H3802 1000336-62-4 43
4 Estra-1.3.5(10)-trien-17.beta.-ol 256 C18H240 002529-64-8 43
5 2-Tetradecanol 214 C14H300 004706-81-4 43
Abundance Scan 2732 (18.890 min): BG024760.D (-2725) (-) m/z 43.10 100.00%
il e}

5000
1571857 298 342 376405 467 529 18.60 18.80 19.00 19.20
0 m/z 45.10 93.75%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #132959: Methoxyacetic acid, tetradecy! ester
57
5000
18.60 18.80 19.00 19.20
29 ‘ m/z 57.10 84.97%
ol Ll s sosioe 2 a0
m/z--> 50 lOO 150 200 250 300 350 400 450 500 550
Abundance
45
R R AR
18.60 18.80 19.00 19.20
5000 m/z 55.10 68.06%
85
112140 182 pp7
okl b . e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143170: i-Propyl 14-methyl-pentadecanoate T T
2 256 18. 60 1880 19. 00 19. 20
m/z 41.10 63.55%
5000

21
157185

L.

m/z--> 50 100 150 200 250 300 350 400 450 500 550 18. 60 18. 80 19. 00 19. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024760.D

Aca On : 8 Nov 2016 15:26

Operator : UM/SJ

Sample - H5558-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT 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 11 1-Pentadecene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.51 87.80 ng 12551900 Phenanthrene-d10 17.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentadecene 210 C15H30 013360-61-7 94
2 Methvl 7.9-tridecadienvl ether 210 C14H260 1000131-00-0 93
3 Cvcloeicosane 280 C20H40 000296-56-0 89
4 1-Eicosene 280 C20H40 003452-07-1 86
5 Cetene 224 C16H32 000629-73-2 84
Abundance Scan 2837 (19.507 min): BG024760.D (-2831) (-) m/z 45.10 100.00%
45
5000
125 172100227 255 284 19.20 19.40 19.60 19.80
0 199 327354 406433 471 513 mn/z 57.10 71.85%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #69581: 1-Pentadecene
43
83
5000 UL AR TR BN R
mmwmmmmm
11 m/z 43.10 68.82%
ob LAl a0 o220
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
45
19.20 19.40 19.60 19.80
5000 83 m/z 55.10 53.83%
111
. 140 182210
miz-> 50 100 150 200 250 300 350 400 450 500
Abundance #127768: Cycloeicosane e e o S T
55 mmwmmmmm
83 m/z 41.10 40.81%
5000
29 111
o l 139168196 224252280
m/z--> éo 160 1éo 260 250 360 3éo 460 4%0 560 19. 20 19. 40 19 60 19. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024760.D

Aca On : 8 Nov 2016 15:26

Operator : UM/SJ

Sample - H5558-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT 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 12 Z-5-Nonadecene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.71 820.72 ng 117328000 Phenanthrene-d10 17.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-5-Nonadecene 266 C19H38 1000131-11-8 96
2 6-Octadecenoic acid 282 C18H3402 1000336-66-8 96
3 Oleic Acid 282 C18H3402 000112-80-1 94
4 Pentadec-7-ene. 7-bromomethvl- 302 C16H31Br 1000259-58-5 93
5 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 91
Abundance Scan 2872 (19.713 min): BG024760.D (-2859) (-) m/z 43.10 100.00%

5000

284 AL BRI L L L L LA |
326356 408 447 494524 1940 19:60 19.80 20.00

0 m/z 55.10 94 _35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115907: Z-5-Nonadecene
55 83
5000 TT [T T I T [T T T T[T T T T[T TTT]
19.40 19.60 19.80 20.00
266 m/z 57.10 82.10%
RERRS —r I I o e o o SRR
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55 97
R R EREE SRR
19.40 19.60 19.80 20.00
5000 264 m/z 69.10 77.50%
125
152180 222
O T T e R T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #129337: Oleic Acid e e e e
55 19. 40 19. 60 19. 80 20. 00

m/z 41.10 74 .00%

83
5000
11
2 264
F 39 180 222

| I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19. 40 19. 60 19. 80 20. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024760.D

Aca On : 8 Nov 2016 15:26

Operator : UM/SJ

Sample - H5558-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT 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 13 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.79 141.66 ng 18808400 Chrysene-di12 21.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 70
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 64
4 Dodecanoic acid 200 C12H2402 000143-07-7 55
5 Tetradecanoic acid 228 C14H2802 000544-63-8 53
Abundance Scan 2885 (19.789 min): BG024760.D (-2882) (-) m/z 43.10 100.00%
43,73
5000
19.40 19.60 19.80 20.00 20.20
o 326357386 418 475 510539 n/z 57.10 91.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid
43,73
5000 R AR AR RN
19. 40 19. 60 19.80 20.00 20.20
2a1 284 m/z 73.10 88.42%
OI T ‘I\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43 73
19:40 19.60 19.80 20.00 20.20
5000 129 m/z 55.10 78.28%
199
101 7 242
m%§“|'“'|“"w""'“ DY S S S S S B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester e A aa e E e
48 19.40 19.60 19.80 20.00 20.20
m/z 60.10 76.87%
5000
Ot e
m/z--> 6 55 100 150 200 250 300 350 400 450 500 550 1940 1960 1980 2000 2020
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024760.D

Aca On : 8 Nov 2016 15:26

Operator : UM/SJ

Sample - H5558-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT 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 14 1-Dodecanol, 2-octyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.98 90.44 ng 12008000 Chrysene-di12 21.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 94
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 93
3 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 91
4 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 91
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 91
Abundance Scan 2917 (19.977 min): BG024760.D (-2912) (-) m/z 57.10 100.00%
57
5000 85
111 S M N A
139 19.60 19.80 20.00 20.20
o AL .l.i.x. 107 210 252280 326354385 425456 497 535 | n/5 43.10  67.77%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143260: 1-Dodecanol, 2-octyl-
57
5000 97 AU R
19.60 19.80 20.00 20.20
29 m/z 55.10 63.76%
0 il b \‘ \‘H H ‘h h \ ‘182210 252280
mz-> 0 55 100 150 200 250 300 350 400 450 500
Abundance
57
10.60 19.80 20.00 20.20
5000 97 m/z 71.10 58.99Y%
29
125
0 ....,....,....,%é?%gé%%zZQQ.. N
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #119525: 1-Decanol, 2-octyl-
57 19.60 19.80 20.00 20.20
m/z 69.10 45 _57%
5000 85
29 105
ol L | 154182 224252
mz-> 0 50 100 1&'30 200 250 300 350 400 450 500 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024760.D

Aca On : 8 Nov 2016 15:26

Operator : UM/SJ

Sample - H5558-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT 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 15 unknown20.14 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

20.14 1759.83 ng 233656000 Chrysene-di12 21.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 38
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 35
3 1.1"-Suberovlbis(1lH-benzotriazole) 376 C20H20N602 111967-69-2 27
4 Cvclooctane. 1.5-dimethvl- 140 C10H20 021328-57-4 25
5 1-Hexadecanol, 2-methyl- 256 C17H360 002490-48-4 25

Abundance Scan 2945 (20.142 min): BG024760.D (-2928) (-) m/z 45.15 100.00%

5000

-

19.80 20.00 20.20 20.40
m/z 57.15 92 .06%

o 314 355388 428 460488 529

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #95992: 1-Decanol, 2-hexyl-

5

5000 R S A

o9 | 85 19.80 20.00 20.20 20.40
‘ m/z 43.15  92.04%
bt ﬂ N“W‘45? e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
L LI B B B B
19.80 20.00 20.20 20.40
5000 97 m/z 83.15 90.07%
29
125
196
o 168 227 258
L L L I L L L B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #200329: 1,1'-Suberoylbis(1H-benzotriazole) L e L L
5 90 19.80 20.00 20.20 20.40
m/z 90.05 89.33%
118146
5000

::::Z:::>

173
201559258 292320348376
SN S G —
mz—-> 0 50 100 150 200 250 300 350 400 450 500 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024760.D

Aca On : 8 Nov 2016 15:26

Operator : UM/SJ

Sample - H5558-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT 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 16 Hexanedioic acid, dioctyl e... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
20.93 81.37 ng 10804000 Chrysene-di12 21.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanedioic acid. dioctvl ester 370 C22H4204 000123-79-5 96
2 Diisooctvl adipate 370 C22H4204 001330-86-5 95
3 Hexanedioic acid. mono(2-ethvlhe... 258 C14H2604 004337-65-9 91
4 Hexanedioic acid. bis(2-ethvlhex... 370 C22H4204 000103-23-1 91
5 Adipic acid, 2-ethylhexyl isobut... 314 C18H3404 1000324-48-0 47
Abundance Scan 3079 (20.929 min): BG024760.D (-3076) (-) m/z 129.10 100.00%
129
57
5000
241 20.60 20.80 21.00 21.20
o . , h . .157.1.8?,2.1.2. {28131 349378404 488 513 | no2C 57 10 68.99%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #196857: Hexanedioic acid, dioctyl ester
129
57
5000 AU SRR SR
20.60 20.80 21.00 21.20
m/z 55.10 48 .53%
4 241
0 M““$ﬂhd‘\ 160 212 | 279 313341370
| AR N N N N e
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
129
57 20.60 20.80 21.00 21.20
5000 m/z 70.10 39.61%
29
84 241
o 157 199 272 313341370
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #108911: Hexanedioic acid, mono(2-ethylhexyl)ester T T T T
129 20.60 20.80 21.00 21.20

m/z 71.10 38.93%

5000 55

o el ..”,.. A e P e St A s A A e

m/z--> 50 100 150 200 250 300 350 400 450 500 20 60 20 80 21. 00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024760.D

Aca On : 8 Nov 2016 15:26

Operator : UM/SJ

Sample - H5558-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT 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 17 unknown21.51 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.51 162.45 ng 21569300 Chrysene-di12 21.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octene 112 C8H16 000111-66-0 43
2 Cvclopropane. octvl- 154 C11H22 001472-09-9 38
3 Carbonic acid. isobutvl 2-ethvlh... 230 C13H2603 1000357-82-9 38
4 Cvclohexanone. 4-methvl- 112 C7H120 000589-92-4 27
5 Octane, 4-chloro- 148 C8H17ClI 000999-07-5 27
Abundance Scan 3178 (21.511 min): BG024760.D (-3171) (-) m/z 57.10 100.00%
57
5000
21.20 21.40 21.60 21.80
ot 71 325356 401 452 504533 n/z 71.10 69 _.31%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6623: 1-Octene
4370
5000
21.20 21.40 21.60 21.80
112 m/z 70.10 66.93%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55
21.20 21.40 21.60 21.80
5000 83 m/z 43.10 64 .52%
27
0 111 154
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #85987: Carbonic acid, isobutyl 2-ethylhexy! ester R S L e
57 21.20 21.40 21.60 21.80
m/z 112.20 55.39%
5000
29 112
T e e
m/z--> c') 5'0 1(')0 1&'30 200 250 300 3&1;0 4(')0 4%0 5(')0 ! 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024760.D

Aca On : 8 Nov 2016 15:26

Operator : UM/SJ

Sample - H5558-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT 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 18 unknown21.85 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.85 357.76 ng 47500200 Chrysene-di12 21.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvric acid. octadecvl ester 340 C22H4402 013373-83-6 47
2 Isobutvric acid. hexadecvl ester 312 C20H4002 025553-23-5 47
3 Germacvclopent-3-ene. 1.1.3.4-te... 186 C8H16Ge 005764-66-9 43
4 l1Isobutyric acid. tetradecvl ester 284 C18H3602 167871-30-9 43
5 Propanoic acid, 2-methyl-, decyl... 228 C14H2802 005454-22-8 43
Abundance Scan 3236 (21.851 min): BG024760.D (-3228) (-) m/z 45.10 100.00%
91
5000 135
163 269 314
196224 21.60 21.80 22.00 22.20
0 341 375402429 461 504 536 n/z 91.10 85 820
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #177143: Butyric acid, octadecyl! ester
89
43
5000 UL L UL SN S
21 60 21. 80 22. oo 22 20
m/z 89.10 83.69%
125
o LLLA I fimsie 2422 o7
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
89
43 IIII|IIIIIIIIIIII|III
21.60 21.80 22.00 22.20
5000 m/z 57.10 78.21%
o 125154 196224 269 312
m/z--> 5b 160 1éo 200 250 300 3éo 460 4éo 560 5%0
Abundance #50688: Germacyclopent-3-ene, 1,1,3,4-tetramethyl- =T e
89 21.60 21.80 22.00 22.20
171 m/z 43.10 73.54Y%
5000
41
129
0 : ..i“.‘.‘“. I
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024760.D

Aca On : 8 Nov 2016 15:26

Operator : UM/SJ

Sample - H5558-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT 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 19 unknown22.73 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.73 180.78 ng 24002800 Chrysene-di12 21.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 5.6-dipropvl- 226 C16H34 119209-20-0 43
2 1-Decene. 3.4-dimethvl- 168 C12H24 050871-03-9 43
3 Carbonic acid. isobutvl 2-ethvlh... 230 C13H2603 1000357-82-9 38
4 Sulfurous acid. 2-ethvlhexvl hex... 418 C24H5003S 1000309-19-9 35
5 Octane, 2-chloro- 148 C8H17ClI 000628-61-5 27
Abundance Scan 3386 (22.733 min): BG024760.D (-3377) (-) m/z 57.10 100.00%
57

5000

22.40 22.60 22.80 23.00

99 339367396424 461490520

(o m/z 71.10 67.83%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #83034: Decane, 5,6-dipropyl-
57
5000 L L L L L L LB BB B |
112 22.40 22.60 22.80 23.00
0
29 83 m/z 70.10 63.05%
oL | 141169107206
L L e L o o o o o I
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57
e REEmmamm
22.40 22.60 22.80 23.00
5000 m/z 43.10 61.10%
83 112
140168
Ol T e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #85987: Carbonic acid, isobutyl 2-ethylhexy! ester R ABERRNEEEEE e
57 22.40 22.60 22.80 23.00
m/z 112.10 58.52%
5000
29| | |83 112
o e e e B R e e
m/z--> 50 100 150 200 250 300 350 400 450 500 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024760.D

Aca On : 8 Nov 2016 15:26

Operator : UM/SJ

Sample - H5558-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT 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 20 unknown24.38 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
24.38 103.00 ng 13932500 Perylene-d12 25.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxiraneoctanoic acid. 3-octvl-. ... 410 C26H5003 000141-38-8 43
2 Heptanoic acid. 2-methvl-2-butvl... 200 C12H2402 1000160-11-4 22
3 1-Docosene 308 C22H44 001599-67-3 22
4 Decane. 5.6-dipropvl- 226 C16H34 119209-20-0 15
5 Stannane, diethyl-, n-butyl-, ph... 312 C14H24Sn 1000334-52-7 14
Abundance Scan 3666 (24.378 min): BG024760.D (-3658) (-) m/z 57.10 100.00%
57 197
AR BRI SN I
129157 327 24.00 24.20 24.40 24.60
0 bl b .213.7 .1. ° 2982 557398430 476505538 | "m/z 197.20  89.04%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215862: Oxiraneoctanoic acid, 3-octyl-, 2-ethylhexyl ester
57
197
5000 U AU B R
mmmmmmmm
m/z 55.10 88.98%
0 2\\9\\ ] “ h\ \‘ \‘ \ n ‘ \ e 247 i 283 327355
m/z--> 6 éo 100 150 200 2%0 360 3%0 460 4éo 560 '
Abundance
43
24.00 24,20 24.40 24.60
5000 71 m/z 71.10 61.58%
113
Oy }?%""""' DR PRI S L B
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #151538: 1-Docosene R B e ARAE
55 24.00 24.20 24.40 24.60
. m/z 43.10 50.26%
5000
2 125
0 | | 153181 308
m/z--> 6 éo 160 1éo 200 250 300 3%0 460 4éo 560 ' 2400 2420 2440 2460 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110716\
Data File : BG024760.D

Acq On : 8 Nov 2016 15:26

Operator : UM/SJ

Sample - H5558-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .M
ASP BNA STANDARDS FOR 5 POINT 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]
Cyclooctane, 1,2-... 14.50 114.6 ng 14059400 3 14.88 2453780 20.0
Dodecanoic acid 15.49 1740.7 ng 213558000 3 14.88 2453780 20.0
1-Octanol, 5,7,7-... 16.81 92.3 ng 13201700 4 17.63 2859170 20.0
Tetradecanoic acid 17.13 729.8 ng 104334000 4 17.63 2859170 20.0
1-Hexadecanol 17.22 74.3 ng 10623400 4 17.63 2859170 20.0
Cyclodecane 18.00 639.0 ng 91356600 4 17.63 2859170 20.0
2-Tridecanol 18.21 72.7 ng 10385600 4 17.63 2859170 20.0
n-Hexadecanoic acid 18.54 453.4 ng 64817400 4 17.63 2859170 20.0
unknown18.89 18.89 128.2 ng 18322400 4 17.63 2859170 20.0
1-Pentadecene 19.51 87.8 ng 12551900 4 17.63 2859170 20.0
Z-5-Nonadecene 19.71 820.7 ng 117328000 4 17.63 2859170 20.0
Octadecanoic acid 19.79 141.7 ng 18808400 5 21.93 2655430 20.0
1-Dodecanol, 2-oc... 19.98 90.4 ng 12008000 5 21.93 2655430 20.0
unknown20.14 20.14 1759.8 ng 233656000 5 21.93 2655430 20.0
Hexanedioic acid,... 20.93 81.4 ng 10804000 5 21.93 2655430 20.0
unknown21.51 21.51 162.4 ng 21569300 5 21.93 2655430 20.0
unknown21 .85 21.85 357.8 ng 47500200 5 21.93 2655430 20.0
unknown22 .73 22.73 180.8 ng 24002800 5 21.93 2655430 20.0
unknown24 .38 24 .38 103.0 ng 13932500 6 25.35 2705240 20.0
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