LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025674.D

Acq On : 26 Jan 2017 19:53

Operator : SJ/MA

Sample : 11425-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Method = Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG011817 .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 3.502 111 113 123 rVB6 17155 29946 0.61% 0.072%
2 3.626 131 134 136 rBV3 6038 8109 0.16% 0.020%
3 4._066 207 209 213 rvVB4 6806 9066 0.18% 0.022%
4 4,113 213 217 224 rBvVS8 5795 15184 0.31% 0.037%
5 5.241 405 409 415 rBv4 13873 19782 0.40% 0.048%
6 6.017 539 541 546 rBV3 5103 8208 0.17% 0.020%
7 6.140 559 562 565 rBV3 7228 9330 0.19% 0.023%
8 6.364 597 600 609 rvB7 8183 14919 0.30% 0.036%
9 6.522 625 627 634 rBV6 4425 9028 0.18% 0.022%
10 7.339 757 766 782 rBv3 359384 854658 17.29% 2.068%

11 7.492 785 792 805 rBV 289529 490523 9.92% 1.187%
12 7.703 821 828 843 rBV 361858 713415 14.43% 1.727%
13 8.173 898 908 924 rBV 255599 481275 9.73% 1.165%
14 8.532 965 969 973 rBvV2 6447 11477 0.23% 0.028%
15 8.896 1020 1031 1049 rBV2 459741 949395 19.20% 2.298%

16 9.360 1102 1110 1124 rBV 403204 796064 16.10% 1.927%

17 9.478 1124 1130 1132 rBV6 6811 13440 0.27% 0.033%
18 9.666 1155 1162 1168 rBV7 7519 17502 0.35% 0.042%
19 9.983 1214 1216 1222 rBV5 5443 8649 0.17% 0.021%

20 10.089 1222 1234 1244 rBV3 364182 729372 14.75% 1.765%

21 10.635 1319 1327 1343 rBV 441637 1007339 20.37% 2.438%
22 10.923 1375 1376 1381 rVB4 7277 8425 0.17% 0.020%
23 10.999 1381 1389 1403 rBV 371764 718536 14.53% 1.739%
24 11.152 1406 1415 1430 rBV 316934 711727 14.40% 1.723%

25 11.387 1453 1455 1460 rVB4 7158 8493 0.17% 0.021%
26 12.404 1623 1628 1632 rBv4 6241 9265 0.19% 0.022%
27 12.615 1656 1664 1673 rBVS8 9811 32032 0.65% 0.078%
28 12.797 1690 1695 1699 rBv4 6137 12835 0.26% 0.031%
29 13.167 1750 1758 1761 rBV7 6550 13951 0.28% 0.034%
30 13.438 1793 1804 1808 rBV5 5252 17308 0.35% 0.042%
31 13.590 1823 1830 1837 rBv4 4498 11602 0.23% 0.028%
32 13.667 1837 1843 1848 rVB5 7524 16570 0.34% 0.040%
33 13.737 1851 1855 1859 rBV5 6802 9727 0.20% 0.024%

34 14.201 1926 1934 1939 rBV 1011180 1555721 31.47% 3.765%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025674.D

Acq On : 26 Jan 2017 19:53

Operator : SJ/MA

Sample : 11425-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Method
Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

35 14.248 1939 1942 1952 rVB 228541 351343 7.11% 0.850%

36 14.507 1978 1986 2002 rVB 1092164 1773459 35.87% 4.292%
37 14.648 2006 2010 2014 rBvV4 21605 23497 0.48% 0.057%
38 14.736 2018 2025 2028 rBV6 15024 30299 0.61% 0.073%
39 14.807 2030 2037 2047 rVB 646216 1055064 21.34% 2.553%
40 15.053 2072 2079 2102 rBV2 245583 744053 15.05% 1.801%

41 15.553 2157 2164 2167 rBVY 34379 53965 1.09% 0.131%
42 15.594 2167 2171 2178 rVB 49947 70158 1.42% 0.170%
43 15.800 2197 2206 2216 rBV 1402438 2319339 46.91% 5.613%
44 15.941 2223 2230 2243 rBV2 418933 812848 16.44% 1.967%

45 16.035 2243 2246 2254 rVB7 25224 43218 0.87% 0.105%
46 16.146 2261 2265 2269 rBV6 10477 13186 0.27% 0.032%
47 16.217 2274 2277 2281 rBV5 8273 10484 0.21% 0.025%

48 16.452 2312 2317 2321 rBV2 65333 110029 2.23% 0.266%
49 16.505 2322 2326 2342 rVB2 109971 229317 4.64% 0.555%

50 16.646 2346 2350 2358 rVB10 7721 15939 0.32% 0.039%
51 16.728 2360 2364 2366 rBV5 6071 8650 0.17% 0.021%
52 16.793 2371 2375 2379 rBV7 11896 23095 0.47% 0.056%
53 16.857 2383 2386 2391 rVB5 11410 19567 0.40% 0.047%
54 16.910 2393 2395 2399 rVB3 7466 9687 0.20% 0.023%
55 16.969 2400 2405 2407 rVB6 8278 13678 0.28% 0.033%
56 17.016 2408 2413 2417 rVB7 8124 13904 0.28% 0.034%
57 17.075 2419 2423 2426 rBV5 10730 13843 0.28% 0.034%
58 17.245 2446 2452 2456 rBV 79019 105015 2.12% 0.254%
59 17.292 2456 2460 2465 rVV6 21638 33929 0.69% 0.082%

60 17.550 2498 2504 2514 rBV2 841871 1360925 27.53% 3.294%

61 17.656 2514 2522 2530 rBV 1601154 2555731 51.69% 6.185%

62 17.885 2558 2561 2567 rBV5 13977 24811 0.50% 0.060%
63 17.985 2573 2578 2582 rBV 81078 106099 2.15% 0.257%
64 18.056 2588 2590 2594 rVB4 8420 9843 0.20% 0.024%
65 18.179 2604 2611 2616 rVB4 12905 34816 0.70% 0.084%
66 18.220 2616 2618 2620 rBV3 7455 9129 0.18% 0.022%
67 18.326 2635 2636 2641 rVB5 7064 10599 0.21% 0.026%
68 18.397 2642 2648 2659 rBV3 91139 173569 3.51% 0.420%
69 18.573 2674 2678 2684 rVBS8 26266 42058 0.85% 0.102%
70 18.667 2690 2694 2699 rBV2 50350 69116 1.40% 0.167%
71 18.708 2699 2701 2707 rVB7 13513 20156 0.41% 0.049%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025674.D

Acq On : 26 Jan 2017 19:53

Operator : SJ/MA

Sample : 11425-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Method = Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG011817 .M

Title = SVOA CALIBRATION

72 18.802 2715 2717 2720 rVB4 10142 8883 0.18% 0.021%
73 18.878 2728 2730 2732 rBV3 10283 8991 0.18% 0.022%
74 19.295 2797 2801 2807 rBV5 24943 47605 0.96% 0.115%
75 19.577 2844 2849 2854 rVB2 21282 29678 0.60% 0.072%
76 19.654 2857 2862 2868 rBV9 39831 77689 1.57% 0.188%

77 19.789 2880 2885 2895 rBV 4203968 4944044 100.00% 11.966%
78 19.930 2902 2909 2923 rBV 1977678 2989595 60.47% 7.235%
79 20.259 2962 2965 2966 rBV3 9670 10327 0.21% 0.025%
80 20.829 3057 3062 3069 rVB 3867863 4221171 85.38% 10.216%

81 21.416 3158 3162 3175 rVB 53339 142737 2.89% 0.345%
82 21.845 3229 3235 3248 rBV 928169 1653516 33.44% 4.002%
83 23.308 3477 3484 3491 rBV7 82416 186177 3.77% 0.451%
84 24.125 3617 3623 3631 rVB10 46473 116118 2.35% 0.281%
85 25.006 3761 3773 3784 rBV2 981441 3036065 61.41% 7.348%

86 25.241 3802 3813 3828 rVB3 485305 1551193 31.37% 3.754%
87 26.270 3982 3988 3999 rVBS8 74155 234378 4.74% 0.567%

88 27.668 4218 4226 4239 rVB9 74484 255236 5.16% 0.618%
89 29.360 4506 4514 4525 rVB10 42034 168462 3.41% 0.408%

Sum of corrected areas: 41319156
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025674.D

Acq On : 26 Jan 2017 19:53

Operator : SJ/MA

Sample - 11425-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG011817_M
Quant Title : SVOA CALIBRATION

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

Abundance

4000000

3000000

2000000

1000000

0!

TIC: BG025674.D

734370 415 890 936 1009 10.6411,q0:5
8.53

12.40.62

3.563 4am 6.626.8652

Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 7.50 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG025674.D

4000000 97 20.83

3000000

2000000 19.93

17.66
15.80
1000000 17.55 21.85
5.94
18013, 17314674 5t 6855 tsemmmily 20 || 1 iR ies 193009585 || 20.26 21,42
e e e I L I i e o o e e e e D B B e e e e e e e e LA A i B e B e e

Time--> 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 21.00 21.50 22.00 22.50
Abundance TIC: BG025674.D

4000000

3000000

2000000

25.01
1000000
25.24
23.31
o . 24.13 26.27 27.67 29.36
N T L B L e A R B O T L AL B AL B B S o B o B e o

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025674.D

Acq On : 26 Jan 2017 19:53

Operator : SJ/MA

Sample - 11425-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG011817_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 1 Benzenesulfonamide, N,4-dim... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.50 3.37 ng/ul 229317 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide, N,4-dimethyl- 185 C8H11NO02S 000640-61-9 64
2 Benzenesulfonamide, N,4-dimethyl- 185 C8H11NO02S 000640-61-9 59
3 Benzene, 1-methyl-2-nitroso- 121 C7H7NO 000611-23-4 58
4 4-Toluenesulfonylmethyl isocyanide 195 C9HINO2S 036635-61-7 53
5 Benzeneacetic acid 136 C8H802 000103-82-2 52

Abundance Scan 2325 (16.499 min): BG025674.D (-2322) (-) m/z 91.10 100.00%

5000

—

16.20 16.40 16.60 16.80
m/z 65.10 32.29%

247 290

360 406 442 499 540

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #49672: Benzenesulfonamide, N,4-dimethyl-
9N
5000
16.20 16.40 16.60 16.80
30 155185 m/z 185.00 24.11%
ST
gl

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

%

Abundance
91
16.20 16.40 16.60 16.80
5000 m/z 121.10 18.53%
185
30 155
63 121
T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9546: Benzene, 1-methyl-2-nitroso-
o1 16.20 16.40 16.60 16.80
m/z 39.10 17.93%
5000
,.”L!Ln hl”,.”. NN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025674.D

Acq On : 26 Jan 2017 19:53

Operator : SJ/MA

Sample - 11425-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG011817_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 2 Tridecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.40 2.55 ng/ul 173569 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 70
2 Tridecanoic acid 214 C13H2602 000638-53-9 64
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62
4 Undecanoic acid 186 C11H2202 000112-37-8 60
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 53

Abundance Scan 2649 (18.402 min): BG025674.D (-2642) (-) m/z 73.00 100.00%

B

5000
213 256

18.00 18.20 18.40 18.60 18.80
m/z 43.10 99.01%

419

281 325 361

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #72646: Tridecanoic acid
a3 |73
5000 LIS N N B B B
18. OO 18.20 18.40 18.60 18.80
‘ 129 171 214 m/z 60.00 98.22%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
73
43
18.00 18.20 18.40 18.60 18.80
5000 129 m/z 41.05 89.94Y%
171
97 214
L o B B B B B o o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107548: n-Hexadecanoic acid R RE A A Raaa s e e
43 18.00 18.20 18.40 18.60 18.80
m/z 55.10 66.59%
5000
21
‘ | 157 185
T I‘ IIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 450 500 18. 00 18 20 18. 40 18 60 18 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025674.D

Acq On : 26 Jan 2017 19:53

Operator : SJ/MA

Sample - 11425-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG011817_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 3 Hexadecanoic acid, butyl ester Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
19.79 59.80 ng/ul 4944040 Chrysene-di2 21.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 93
2 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 90
3 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 70
4 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 64
5 Urea, N,N"-di-2-propenyl- 140 C7H12N20 001801-72-5 35

Abundance Scan 2885 (19.789 min): BG025674.D (-2880) (-) m/z 56.10 100.00%
56
5000
257
83 129 U BN BN SN
157185213 19.40 19.60 19.80 20.00 20.20
v 283312 361 422 475505 n/z 57.10 62 71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #154932: Hexadecanoic acid, buty| ester
56
5000 AL SR BRI UL I
10.40 19.60 19.80 20.00 20.20
29 129 57 m/z 43.05 48.21%
e h oo | 307185213 | | 263312

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

56

19.40 19.60 19.80 20.00 20.20
5000 m/z 41.05 45 _14%

257

29 a3 129
157185213 283 312

o B L B B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #154965: Hexadecanoic acid, 2-methylpropy! ester A ERme pE
19.40 19.60 19.80 20.00 20.20

m/z 55.10 39.42%

5000

157185213

m/z--> 0 50 100 150 200 250 300 350 400 450 500 19. 40 19. 60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025674.D

Acq On : 26 Jan 2017 19:53

Operator : SJ/MA

Sample - 11425-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG011817_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 4 Octadecanoic acid, butyl ester Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
20.83 51.06 ng/ul 4221170 Chrysene-d12 21.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 91
2 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 64
3 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 64
4 Docosanoic acid 340 C22H4402 000112-85-6 59
5 Butyl myristate 284 C18H3602 000110-36-1 59
Abundance Scan 3062 (20.829 min): BG025674.D (-3057) (-) m/z 56.10 100.00%

5000

20.60 20.80 21.00 21.20
m/z 57.10 65.45%

ol 311340 377 417 488517
mz-> 0 50 100 150 200 250 300 350 400 450 500

Abundance #177147: Octadecanoic acid, butyl ester
56
5000 285 LI B L L L L L L
340 20.60 20.80 21.00 21.20
29\ ‘ 129 4 m/z 43.10 50.35%
185,241 ‘
et ““ ‘”H 157. S I S R —
m/z--> 0 50 150 200 250 300 350 400 450 500
Abundance
57
R e mE e
20.60 20.80 21.00 21.20
5000 m/z 41.05 43.27%
29 285
83 29
157185213241 340
B o e L A
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #177148: Octadecanoic acid, butyl ester R AN RS D
56 20.60 20.80 21.00 21.20
m/z 55.10 39.16%
5000
285 340
83 185 o211
(B a5 2? | | an

m/z--> 0 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\BG012617\
Data File : BG025674.D

Acq On : 26 Jan 2017 19:53

Operator : SJ/MA

Sample - 11425-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG011817_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 5 Nonadecanamide Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

23.31 2.25 ng/ul 186177 Chrysene-di12 21.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecanamide 297 C19H39NO 058185-32-3 76
2 Hexadecanamide 255 C16H33NO 000629-54-9 64
3 Octadecanamide 283 C18H37NO 000124-26-5 64
4 Tetradecanamide 227 C14H29NO 000638-58-4 64
5 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 64

Abundance Scan 3484 (23.308 min): BG025674.D (-3477) (-) m/z 59.05 100.00%

5000

23.00 23.20 23.40 23.60
m/z 55.05 55.60%

207
126 165 235 283 320 373401429 461491 549

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #142051: Nonadecanamide

5000 S
23.00 23.20 23.40 23.60

m/z 72.10 47 .05%

29

b \ \\m ““““

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

59

23.00 23.20 23.40 23.60
5000 m/z 43.05 42 _91%

29 87114142170 212 255

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #130204: Octadecanamide AR maa
59 23.00 23.20 23.40 23.60

m/z 41.10 34.52%

5000

156184212240 283

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23. 00 23 20 23. 40 23 60

=

29 98 |128
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025674.D

Acq On : 26 Jan 2017 19:53

Operator : SJ/MA

Sample - 11425-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG011817_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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
'26.27  3.02 ng/ul 234378 Perylene-di2 2524
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 10-Methyldotriacontane 465 C33H68 058349-83-0 42

2 1-Heptadecanamine 255 C17H37N 004200-95-7 40
3 Eicosane, 10-heptyl-10-octyl- 493 C35H72 055470-98-9 40
4 Hexacosane, 1,26-dibromo- 522 C26H52Br2 143389-26-8 40
5 Pentacosane, 13-undecyl- 507 C36H74 055517-89-0 40
Abundance Scan 3988 (26.270 min): BG025674.D (-3982) (-) m/z 57.10 100.00%
57
5000
85
1275, 101 357 26,00 26.20 26.40 26.60
154 225251 283 323 445 476
— .'.Jll-hl el eV 0y 06 A A ST Tm/z 71.10  38.70%
miz—-> 0 50 150 200 250 300 350 400 450 500
Abundance #230029: 10-Methyldotriacontane
57
154
85
5000
336 26.00 26.20 26.40 26.60
1 m/z 43.10 38.56%
L 4 & \“‘\ \\Lﬂw‘ \h ! \\9'83211239267 H \365393421449
SMRE ¥ N WD R o il L e e e
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
30
e A S
26.00 26.20 26.40 26.60
5000 5 m/z 85.10 31.89%
85
111 142170198226 255
e T e TR e e o
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #234396: Eicosane, 10-heptyl-10-octyl-
57 26.00 26.20 26.40 26.60
m/z 55.10 28.10%
5000 85
13 351379
Ly [ 41169197225 267295323 | | | oo
e Tl ot e B T e o L R B e R =
miz--> 0 50 100 150 200 250 300 350 400 450 500 26.00 26.20 26.40 26.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025674.D

Acq On : 26 Jan 2017 19:53

Operator : SJ/MA

Sample - 11425-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG011817_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 7 Heptacosane, l1-chloro- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

27 .67 3.29 ng/ul 255236 Perylene-d12 25.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane, 1l-chloro- 414 C27H55CI 062016-79-9 86
2 Heneicosane 296 C21H44 000629-94-7 84
3 Heneicosane 296 C21H44 000629-94-7 62
4 Docosane 310 C22H46 000629-97-0 60
5 Dodecane 170 C12H26 000112-40-3 46

Abundance Scan 4226 (27.668 min): BG025674.D (-4218) (-) m/z 57.10 100.00%

5000

27.40 27.60 27.80 28.00
503 538
425 m/z 43.10  62.42%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #217413: Heptacosane, 1-chloro-

5000 85 III||||||IIII|IIII|IIII
27.40 27.60 27.80 28.00

m/z 71.10 58.21%

29
L ‘ ‘Nﬁu ‘41‘ 183211239 273301 343371 414

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

57

27.40 27.60 27.80 28.00
5000 85 m/z 85.20  35.55%

29
113141169197225253 2%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane

27.40 27.60 27.80 28.00
m/z 207.05  32.28%

5000

141169197225253 296
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 2740 2760 27.80 28.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025674.D

Acq On : 26 Jan 2017 19:53

Operator : SJ/MA

Sample - 11425-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG011817_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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
29.36 2.17 ng/ul 168462 Perylene-d12 25.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6,6-Diethylhoctadecane 310 C22H46 1000360-41-8 17
2 2-Methyl-E-7-octadecene 266 C19H38 1000130-92-3 17
3 Heneicosane, 3-methyl- 310 C22H46 006418-47-9 17
4 5_alpha.Androst-16-ol, 17-ethyli... 414 C27H4203 1000124-58-6 13
5 11-Methylnonacosane 422 C30H62 007371-99-5 12
Abundance Scan 4514 (29.360 min): BG025674.D (-4506) (-) m/z 57.10 100.00%
5000
327 304 459 29.00 29.20 29.40 29.60
357 430459 489515542 77 43 10 40 _03%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #153228: 6,6-Diethylhoctadecane
57
85
5000 RUNNBUNSSUARSR U
141 29.00 29.20 29.40 29.60
\ 281 m/z 71.10 39.39%
239
..‘,.“l‘.‘“‘.“,.“.‘.l‘ A A S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57
97 29.00 29.20 29.40 29.60
5000 m/z 85.10 30.66%
141 183 266
223
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #153226: Heneicosane, 3-methyl-
57 29.00 29.20 29.40 29.60
m/z 41.10 30.15%
5000 85 081
113
141
LTS 21 283 | o310
m/z--> 50 100 150 200 250 300 350 400 450 500 29.00 29.20 29.40 29.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012617\
Data File : BG025674.D

Acq On : 26 Jan 2017 19:53

Operator : SJ/MA

Sample : 11425-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG011817_M
Quant Title : 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]
Benzenesulfonamid... 16.50 3.4 ng/ul 229317 4 17.55 1360930 20.0
Tridecanoic acid 18.40 2.5 ng/ul 173569 4 17.55 1360930 20.0
Hexadecanoic acid... 19.79 59.8 ng/ul 4944040 5 21.85 1653520 20.0
Octadecanoic acid... 20.83 51.1 ng/ul 4221170 5 21.85 1653520 20.0
Nonadecanamide 23.31 2.3 ng/ul 186177 5 21.85 1653520 20.0
(DEL) Alkane: Str... 26.27 3.0 ng/ul 234378 6 25.24 1551190 20.0
Heptacosane, 1-ch... 27.67 3.3 ng/ul 255236 6 25.24 1551190 20.0
(DEL) Alkane: Str... 29.36 2.2 ng/ul 168462 6 25.24 1551190 20.0
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