LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010362.D

Acq On : 01 Jun 2017 19:12

Operator : SJ/MA

Sample - 13163-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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-BM052717 .M
Title : SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 7.104 673 683 693 rBY 970945 1609450 23.42% 1.634%
2 7.257 701 709 721 rBV 716255 1193821 17.37% 1.212%
3 7.457 735 743 755 rVB 1166069 1854430 26.99% 1.883%
4 7.916 813 821 830 rBV 1560369 2458577 35.78% 2.496%
5 8.640 936 944 957 rBvV 935954 1562996 22.75% 1.587%
6 9.104 1014 1023 1031 rBV 1030903 1736284 25.27% 1.763%
7 9.816 1137 1144 1154 rBV 904630 1532604 22.30% 1.556%
8 10.345 1225 1234 1248 rBV 1356936 2386122 34.73% 2.423%
9 10.722 1291 1298 1308 rBV 1854520 3111017 45.27% 3.159%
10 10.886 1319 1326 1338 rBV 431400 843193 12.27% 0.856%

11 13.969 1843 1850 1854 rBV 2502999 3396854 49.43% 3.449%
12 14.010 1854 1857 1864 rVB 451740 626166 9.11% 0.636%
13 14.251 1891 1898 1906 rBV 2675480 3885529 56.55% 3.945%
14 14.551 1943 1949 1959 rBV2 2650641 4149739 60.39% 4.213%
15 14.763 1980 1985 1986 rBV3 93966 121160 1.76% 0.123%

16 14.792 1986 1990 2004 rVB2 413114 865134 12.59% 0.878%
17 15.545 2111 2118 2126 rVB 3408300 4892428 71.20% 4._.967%
18 15.669 2133 2139 2145 rBV 843223 1151061 16.75% 1.169%
19 15.780 2154 2158 2164 rVB5 48396 78869 1.15% 0.080%
20 16.198 2223 2229 2235 rBV2 103000 197586 2.88% 0.201%

21 16.657 2304 2307 2311 rBvV4 75252 96311 1.40% 0.098%
22 16.986 2359 2363 2367 rBV6 54775 74929 1.09% 0.076%
23 17.151 2387 2391 2392 rBV3 94289 97569 1.42% 0.099%
24 17.174 2392 2395 2399 rVVv4 135144 178878 2.60% 0.182%
25 17.215 2399 2402 2408 rVB7 66762 88525 1.29% 0.090%

26 17.298 2408 2416 2427 rBV 3400746 4988180 72.59% 5.064%
27 17.398 2427 2433 2440 rBV 3738358 5217329 75.93% 5.297%
28 18.033 2535 2541 2546 rBV6 124375 218117 3.17% 0.221%
29 18.092 2547 2551 2555 rBV7 59126 78270 1.14% 0.079%
30 18.145 2556 2560 2567 rBV 775987 1147324 16.70% 1.165%

31 18.327 2587 2591 2596 rVB8 110208 137449 2.00% 0.140%
32 18.386 2597 2601 2604 rBV5 101462 122314 1.78% 0.124%
33 18.457 2606 2613 2622 rVB2 660146 1011550 14.72% 1.027%
34 18.557 2625 2630 2636 rVB10 89589 157165 2.29% 0.160%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010362.D

Acq On : 01 Jun 2017 19:12

Operator : SJ/MA

Sample - 13163-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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-BM052717 .M
Title = SVOA CALIBRATION
35 18.610 2636 2639 2641 rBv4 63541 69461 1.01% 0.071%

36 18.727 2655 2659 2663 rBv4 187758 257148 3.74% 0.261%
37 18.804 2668 2672 2673 rBv4 48500 75241 1.09% 0.076%
38 18.880 2681 2685 2691 rBV 678156 855027 12.44% 0.868%
39 19.045 2710 2713 2715 rBvV4 72728 101614 1.48% 0.103%
40 19.080 2715 2719 2723 rVV3 543167 686952 10.00% 0.697%

41 19.121 2723 2726 2735 rVB7 138646 246229 3.58% 0.250%
42 19.415 2773 2776 2778 rBV2 325497 393296 5.72% 0.399%
43 19.445 2778 2781 2788 rVB2 1059712 1364194 19.85% 1.385%
44 19.686 2816 2822 2835 rBV 5028495 6507230 94.70% 6.607%
45 20.151 2897 2901 2906 rBV4 257423 330932 4.82% 0.336%

46 20.209 2907 2911 2915 rVB6 127682 194953 2.84% 0.198%
47 20.392 2937 2942 2950 rBV 749199 1207180 17.57% 1.226%
48 20.492 2956 2959 2972 rBV7 529603 1126062 16.39% 1.143%
49 20.962 3036 3039 3043 rBVS5 225102 327702 4.77% 0.333%
50 21.009 3045 3047 3053 rVB6 220796 278681 4._.06% 0.283%

51 21.103 3060 3063 3064 rBV2 466766 469804 6.84% 0.477%
52 21.133 3064 3068 3083 rVB2 2442053 4413631 64.23% 4.481%
53 21.427 3115 3118 3120 rBV3 474520 620082 9.02% 0.630%
54 21.462 3120 3124 3132 rVB 5269047 6638282 96.61% 6.740%
55 21.980 3209 3212 3216 rBV 454773 525326 7.65% 0.533%

56 22.027 3217 3220 3228 rVV6 485844 963731 14.03% 0.978%
57 22.703 3333 3335 3341 rVB4 487889 642496 9.35% 0.652%
58 22.974 3378 3381 3386 rVB 643352 827023 12.04% 0.840%
59 23.656 3491 3497 3504 rVB 3788944 6871468 100.00% 6.977%
60 23.809 3517 3523 3531 rVB 3478642 6826536 99.35% 6.931%

61 24.327 3606 3611 3627 rBV 1504848 4406756 64.13% 4._474%

Sum of corrected areas: 98493967
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010362.D

Acq On : 01 Jun 2017 19:12

Operator : SJ/MA

Sample : 13163-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717 .M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM010362.D
6000000

5000000
4000000
3000000

2000000 292 10.72
i 10.35

7.46
9.10
1000000 10 8.64 9.82

0.89

R e L L ..

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM010362.D

6000000

19.69
5000000

4000000 17.40
15.54 17.30

3000000
13, 9714. 2514.55

2000000

19.44 2 8%(
1000000 15.67 2 2 \
11.01 14.79 L o gtk S04 '
14)76 MJ 5.78 16.20 16.6616 4l RS 7

A R L e R R e e

Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM010362.D

6000000 2146

23.66
23.81
5000000

4000000
21.13 24.33
3000000

2000000

21 021

2L

1000000

T

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 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\BM060117\
Data File : BM010362.D

Acq On : 01 Jun 2017 19:12

Operator : SJ/MA

Sample : 13163-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717 .M
SVOA CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.14 4.60 ng/ul 1147320 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 60
5 Tridecanoic acid 214 C13H2602 000638-53-9 52

Abundance Scan 2559 (18.139 min): BM010362.D (-2556) (-) m/z 73.10 100.00%

7
41
5000

17.80 18.00 18.20 18.40
m/z 60.10 57.32%

o 295 341368 401 446475 534

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

-

5000 129
17.80 18.00 18.20 18.40

m/z 41.10 53.81%

157185213 256
04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
43 R R RRRE RS e
17.80 18.00 18.20 18.40
5000 m/z 55.15 50.19%
129
185 228
101 157
O T e T e e e T e T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72648: Tridecanoic acid
73 17.80 18.00 18.20 18.40
m/z 71.15 44 .22%
43
5000
129
171 214
1 1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17. 80 18. OO 18 20 18. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010362.D

Acq On : 01 Jun 2017 19:12

Operator : SJ/MA

Sample : 13163-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717 .M
SVOA CALIBRATION

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 unknown-01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.46 4.06 ng/ul 1011550 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricyclo[4.3.0.0(7,9)]nonane, 2,... 206 C15H26 054832-82-5 25
2 Cyclohexane, 3,3,5,5-tetramethyl... 276 C20H36 1000157-88-6 25
3 Bicyclo[4.1.0]heptane-7-carboxam... 257 C16H19N0O2 1000278-06-2 15
4 Divinylbis(cyclopropyl)silane 164 C10OH16Si 1000109-95-2 14
5 Silane, [(11-fluoroundecyl)oxy]t... 262 C14H31FOSi 026305-81-7 14
Abundance Scan 2614 (18.462 min): BM010362.D (-2606) (-) m/z 55.10 100.00%
g1 128
5000
243 276 18.20 18.40 18.60 18.80
o |J 17 342 390 429 478503 YRR R T LT
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #66230: Tricyclo[4.3.0.0(7,9)]nonane, 2,2,5,5,8,8-hexameth...
41 69 135
95
5000 191 LN LN UL UL I
1820 18.40 18,60 18.80
163 m/z 123.15 83.30%
o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
123
18.20 18.40 18.60 18.80
5000 - m/z 81.10 77 .40%
29 97 261
0 149 177 206233
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #108322: Bicyclo[4.1.0]heptane-7-carboxamide, N-(4-acetylp... R R
123 18.20 18.40 18.60 18.80
m/z 95.15 75.22%
55
5000 95 257
177
m/z--> 50 100 150 200 250 300 350 400 450 500 1820 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010362.D

Acq On : 01 Jun 2017 19:12

Operator : SJ/MA

Sample : 13163-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717 .M
SVOA CALIBRATION

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 Naphthalene, 6-ethyl-1,2,3,... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.88 3.43 ng/ul 855027 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 6-ethyl-1,2,3,4-tet... 256 C19H28 301643-35-6 89
2 4b,8-Dimethyl-2-isopropylphenant... 256 C19H28 1000197-14-1 89
3 1-Phenanthrenecarboxaldehyde, 1,... 284 C20H280 024035-50-5 52
4 3,4-Dihydro-3,3-dimethyl-1,9(2H, ... 241 C15H15N0O2 1000212-95-2 38
5 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 000475-03-6 35
Abundance Scan 2685 (18.880 min): BM010362.D (-2681) (-) m/z 159.15 100.00%

5000

18.60 18.80 19.00 19.20

67
ol 302328 356 416 452 494 m/z 241.15 92 _36%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107707: Naphthalene, 6-ethyl-1,2,3,4-tetrahydro-1,1,4,4-t...
241
5000 LA L L L L B LB
143 18.60 18.80 19.00 19.20
41 115 m/z 185.05 52.36%
91 ‘\
oAl e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
241
159 18.60 18.80 19.00 19.20
5000 m/z 128.05 27.87%
185
43 o1 129 213
bl prpifpeciip 0 L L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #131444: 1-Phenanthrenecarboxaldehyde, 1,2,3,4,4a,9,10,10a...
159 18.60 18.80 19.00 19.20
m/z 129.10 27 .50%
5000
185 241
43 129
91 284
oLL8 T T —
m/z--> 50 100 150 200 250 300 350 400 450 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010362.D

Acq On : 01 Jun 2017 19:12

Operator : SJ/MA

Sample : 13163-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717 .M
SVOA CALIBRATION

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 unknown-02 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.08 2.75 ng/ul 686952 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.-Bulnesene 204 C15H24 1000374-19-9 45
2 Azulene, 1,2,3,5,6,7,8,8a-octahy... 204 C15H24 003691-11-0 44
3 4a(2H)-Naphthalenemethanol, octa... 168 C11H200 099992-19-5 38
4 2-Bromomethyl-1-isopropenyl-3-me... 216 C10H17Br 1000187-07-8 38
5 1,3,3-Trimethyl-2-hydroxymethyl-_._.. 222 C15H260 1000144-10-7 38
Abundance Scan 2719 (19.080 min): BM010362.D (-2715) (-) m/z 71.10 100.00%
1
43 137
5000 Lo

327 357 18.80 19.00 19.20 19.40

o 2 400 447 505 | jz 81.05  98.48%

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

Abundance #64321: .alpha.-Bulnesene
M 107
79
5000 135 189 N B e e
18.80 19.00 19.20 19.40
161 m/z 137.15  69.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
107
41 79 18.80 19.00 19.20 19.40
5000 135 189 m/z 93.10 67.50%
161
15
ol LAy
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #36678: 4a(2H)-Naphthalenemethanol, octahydro- L B R S
8l 137 18.80 19.00 19.20 19.40
m/z 95.10 66.51%
5000 41
07 | 168
of—A i h s i1 - @ T e A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010362.D

Acq On : 01 Jun 2017 19:12

Operator : SJ/MA

Sample : 13163-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717 .M
SVOA CALIBRATION

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 Anthracene, 9-butyltetradec... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.44 4.11 ng/ul 1364190 Chrysene-d12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene, 9-butyltetradecahydro- 248 C18H32 055133-89-6 64
2 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 43
3 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 43
4 1H-Indene, 1-(1,5-dimethyl-2-hex... 248 C18H32 054411-95-9 30
5 Cyclodecene, 3-bromo- 216 C10H17Br 056325-56-5 22
Abundance Scan 2780 (19.439 min): BM010362.D (-2778) (-) m/z 123.20 100.00%
73 123 191
5000 ?
43
163 261
355 19.20 19.40 19.60 19.80
233
ol Badd b, 258, L 297325 | 387418448 490 549 | 177 191.20  97.30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #100931: Anthracene, 9-butyltetradecahydro-
95 191
41
67
5000 LA BN BN IR B
10.20 19.40 19.60 19.80
135 248 m/z 73.10 94.52%
0 \.luuuuluuuulﬂ?ﬂ‘. ?].-9......|....|....|....|....|....|.
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
95 191
4 19.20 19.40 19,60 19.80
5000 m/z 81.10 84.16%
135
0 161 236264 303
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #190938: Anthracene, 9-dodecyltetradecahydro- T T T
191 19.20 19.40 19.60 19.80
95 m/z 95.10 78.89%
- | J\L
135
ol Jl “ || 163 | 236264 303330 3%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 10.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010362.D

Acq On : 01 Jun 2017 19:12

Operator : SJ/MA

Sample : 13163-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717 .M
SVOA CALIBRATION

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 3-Methyl-5-(1,4,4-trimethyl.._. Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.39 3.64 ng/ul 1207180 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methyl-5-(1,4,4-trimethylcyclo... 224 C15H280 1000187-09-1 64
2 4H-Oxazol-5-one, 2-(2-fluorophen... 293 C18H12FNO2 1000310-91-1 64
3 Benzoic acid, 4-fluoro-, 4-metho... 246 C14H11F03 080079-00-1 50
4 3,3,5,5-Tetramethylcyclohexyl me... 236 C11H22FO02P 1000298-38-5 50
5 Ether, [1-(p-fluorophenyl)ethyl]... 212 C12H17F02 1000149-23-5 50
Abundance Scan 2942 (20.392 min): BM010362.D (-2937) (-) m/z 123.15 100.00%
5000 A\
41 R A RESNE
195923252 355 20.00 20.20 20.40 20.60 20.80
ol ol 327399387415 4509491 536 m/z 69.10  42.73%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #81206: 3-Methyl-5-(1,4,4-trimethylcyclohex-2-enyl)pentan-1-0
123
5000 U A I I
81 20.00 20.20 20.40 20.60 20.80
41 m/z 81.10 37.82%
0 .L;‘,“‘.“.‘L“.‘““,““..‘.%?91.7.7.2(??‘.. N
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
123
20.00 20.20 20.40 20.60 20.80
5000 m/z 95.10 34.16%
% 293
0 51 172 237265
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #98894: Benzoic acid, 4-fluoro-, 4-methoxypheny! ester I o e e s e
123 20.00 20.20 20.40 20.60 20.80
m/z 109.10 33.42%
- | W/\j\/\/\ﬂgw
S R T o]
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20,00 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010362.D

Acq On : 01 Jun 2017 19:12

Operator : SJ/MA

Sample : 13163-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717 .M
SVOA CALIBRATION

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 Eicosanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.49 3.39 ng/ul 1126060 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid 312 C20H4002 000506-30-9 94
2 Heptadecanoic acid 270 C17H3402 000506-12-7 89
3 Eicosanoic acid 312 C20H4002 000506-30-9 89
4 Eicosanoic acid 312 C20H4002 000506-30-9 89
5 Heptadecanoic acid 270 C17H3402 000506-12-7 70

Abundance Scan 2959 (20.492 min): BM010362.D (-2956) (-) m/z 73.10 100.00%

7B

5000

20.20 20.40 20.60 20.80
355 430 475 536
o e, 0 ADR02595 1 "m/z  60.10  69.51%

B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #154909: Eicosanoic acid

ZTQ 312
|

5000
20.20 20.40 20.60 20.80

m/z 43.10 61.80%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73
43 270 I EBARmEEE RS
20.20 20.40 20.60 20.80
5000 129 m/z 55.10 56.07%
171 227
14 101 199
ol kA MM iy oy o by e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #154908: Eicosanoic acid R B
43 20.20 20.40 20.60 20.80
73 m/z 41.10 53.82%
5000
157185213747 269
ol A M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20. 20 20 40 20. 60 20 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010362.D

Acq On : 01 Jun 2017 19:12

Operator : SJ/MA

Sample : 13163-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717 .M
SVOA CALIBRATION

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

Concentration Rank 1

Peak Number 8 Dehydroabietic acid

R.T. EstConc Area Relative to ISTD R.T.
'21.13  13.30 ng/ul 4413630  Chrysene-d12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Dehydroabietic acid 300 C20H2802 001740-19-8 93
2 Dehydroabietic acid 300 C20H2802 001740-19-8 89

065899-10-7 74
005155-70-4 74
1000267-71-7 68

3 trans-1,2-Bis(methyldichlorosily... 252 C4H8C14Si2
4 1-Phenanthrenecarboxylic acid, 1... 300 C20H2802
5 Butanoic acid, 2-(cyano)(2,4,6-t... 300 C17H20N203

Abundance Scan 3068 (21.133 min): BM010362.D (-3064) (-) m/z 239.20 100.00%
239
285
5000 107
69
M M 1m
69 20.80 21.00 21.20 21.40
o bt | 314 385 401430461489519 ' sz 285.20  54.25%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #144997: Dehydroabietic acid
285
239
5000 LA L L L L L BB LB |
43 20.80 21.00 21.20 21.40
141 197 m/z 197.20 34.72%
LSk,
0...hhwwhuhmhwwwW;u”,..”“..”,..”,..”,..”,..”,.
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
239 285

20.80 21.00 21.20 21.40
5000 m/z 69.10 30.50%

197
141
43 9 169
O e e e e R R e AR
miz--> 50 100 150 200 250 300 350 400 450 500

Abundance #104235: trans-1,2-Bis(methyldichlorosilyl)ethylene B
104 239 20. 80 21. OO 21. 20 21. 40

m/z 83.10 29.71%

B JVM
63 139
‘ l I H. UJ

N R o T

m/z--> 50 100 150 200 250 300 350 400 450 500 20. 80 21. OO 21. 20 21. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010362.D

Acq On : 01 Jun 2017 19:12

Operator : SJ/MA

Sample : 13163-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717 .M
SVOA CALIBRATION

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: Cyclic22.03 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.03 2.90 ng/ul 963731 Chrysene-d12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 90
3 1-Pentadecene 210 C15H30 013360-61-7 90
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 87
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 87
Abundance Scan 3221 (22.033 min): BM010362.D (-3217) (-) m/z 83.10 100.00%
83
55
5000
a1 21,80 22,00 22.20 22.40
403 535
Y- 309 i 243 ATTS05 m/z 69.10 86.51%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151538: 1-Docosene
55
97
5000 LN SUMLILE UM UM R
21:80 22.00 22.20 22.40
X o5 m/z 97.15 73.53%
0|||‘|7 |....|.’l...1|5.3:.|-8.:!- —r ””30|8”| R A EEE B
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
97 R SUNII SRR DO IR
21.80 22.00 22.20 22.40
5000 m/z 57.10 63.12%
125
0 153182210 266294322
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69582: 1-Pentadecene B e e B S S
43 g5 21.80 22.00 22.20 22.40
m/z 55.10 59.80%
5000
11
0 ‘ l {40 182210
mz-> 0 50 100 1% 260 250 300 350 400 4% 560 5% 21,80 22,00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010362.D

Acq On : 01 Jun 2017 19:12

Operator : SJ/MA

Sample : 13163-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717 .M
SVOA CALIBRATION

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 Triacontane, 1l-bromo- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.97 2.42 ng/ul 827023 Perylene-di12 23.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane, l-bromo- 500 C30H61Br 004209-22-7 87
2 2-methyloctacosane 408 C29H60 1000376-72-8 87
3 2-methylhexacosane 380 C27H56 1000376-72-7 87
4 Docosane, l1ll-decyl- 451 C32H66 055401-55-3 86
5 Hexacosane 366 C26H54 000630-01-3 86
Abundance Scan 3380 (22.968 min): BM010362.D (-3378) (-) m/z 57.10 100.00%
57
85
5000
| 13 155, 221500 0 22.60 22.80 23.00 23.20
249 341 . . ) )
Ol L, .|h.ﬂ Lk 282 N SO S MTAASAI6S0553T | sz 71,20 90.97%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #235298: Triacontane, 1-bromo-
57
85
5000 AU U UAREE
nmnmmmmm
135 m/z 85.10 65.58%
J L ] | 109197225053081 323351379 s
m/z--> sb 160 150 200 250 300 350 400 4%0 500 séo
Abundance
57
22.60 22.80 23.00 23.20
5000 85 m/z 43.10 44.94%
0 29 113141169197225 267295 365393
m/z--> sb 160 1éo 200 250 300 3%0 460 4%0 560 séo
Abundance #202663: 2-methylhexacosane L B
57 22.60 22.80 23.00 23.20
m/z 55.10 31.13%
85
5000
113
Nk ﬂ ﬂJ141169197225253281309337365
m/z--> sb 160 1éo 200 250 300 3%0 400 4%0 560 séo 2260 2280 2300 2320 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010362.D

Acq On : 01 Jun 2017 19:12

Operator : SJ/MA

Sample : 13163-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717 .M
Quant Title : SVOA CALIBRATION

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 10-Nonadecanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24 .33 12.91 ng/ul 4406760 Perylene-d12 23.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Nonadecanol 284 C19H400 016840-84-9 52
2 2-Propanone, 1l-cyclopentyl-3-eth._.. 170 C10H1802 051149-71-4 38
3 Cyclohexanecarboxylic acid, 4-ni... 249 C13H15N0O4 1000307-70-8 38
4 l1socitronellol 156 C10H200 018479-52-2 35
5 2-Hexene, 4,4,5-trimethyl- 126 C9H18 055702-61-9 30
Abundance Scan 3612 (24.333 min): BM010362.D (-3606) (-) m/z 83.15 100.00%
e A‘/\]\\V
—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—q—v—v—v—v—r
97 24.00 24.20 24.40 24.60
o 327355385 429462 512 549 m/z 97.15  66.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131390: 10-Nonadecanol
83
5000 5 AU AR IR
24.00 24.20 24.40 24.60
L 157 m/z 69.10 54_43%
2
OIII\\F\IH‘\I\‘\ |:!-].-..|.... I 2I6I6” O M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
83
24.00 24.20 24.40 24.60
5000, 31 111 m/z 57.10 50.66%
Ol'“'l“"w"'%ﬁl NI S L SN LI B B B
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #101273: Cyclohexanecarboxylic acid, 4-nitropheny! ester T T T T T T T
83 24.00 24.20 24.40 24.60
m/z 71.15 33.11%
5000
ol 27| ) | 139
mz-> 0 50 100 150 200 250 300 350 400 450 500 5850 24.00 24.20 24.40 24.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010362.D

Acq On : 01 Jun 2017 19:12

Operator : SJ/MA

Sample - 13163-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717 .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]
n-Hexadecanoic acid 18.14 4.6 ng/ul 1147320 4 17.30 4988180 20.0
unknown-01 18.46 4.1 ng/ul 1011550 4 17.30 4988180 20.0
Naphthalene, 6-et... 18.88 3.4 ng/ul 855027 4 17.30 4988180 20.0
unknown-02 19.08 2.8 ng/ul 686952 4 17.30 4988180 20.0
Anthracene, 9-but... 19.44 4.1 ng/ul 1364190 5 21.46 6638280 20.0
3-Methyl-5-(1,4,4... 20.39 3.6 ng/ul 1207180 5 21.46 6638280 20.0
Eicosanoic acid 20.49 3.4 ng/ul 1126060 5 21.46 6638280 20.0
Dehydroabietic acid 21.13 13.3 ng/ul 4413630 5 21.46 6638280 20.0
(DEL) Alkane: Cyc... 22.03 2.9 ng/ul 963731 5 21.46 6638280 20.0
Triacontane, 1-br... 22.97 2.4 ng/ul 827023 6 23.81 6826540 20.0
10-Nonadecanol 24 .33 12.9 ng/ul 4406760 6 23.81 6826540 20.0
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