LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050917\
Data File : BG026931.D

Acq On : 10 May 2017 3:32

Operator : SJ/MA

Sample - 12884-01 5X

Misc :

ALS Vial : 26 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\SOM-EPA-BG042717 .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 7.188 692 698 713 rvB2 72127 169521 4._.54% 0.547%
2 7.329 716 722 730 rVB 66960 117155 3.14% 0.378%
3 7.547 751 759 771 rvB2 85643 169589 4._.54% 0.547%
4 8.005 829 837 848 rVvB 685429 1154617 30.90% 3.723%
5 8.134 856 859 866 rvB7 4381 7480 0.20% 0.024%
6 8.722 952 959 974 rBvV 83660 196740 5.27% 0.634%
7 9.168 1028 1035 1049 rBvV 75157 156545 4_.19% 0.505%
8 9.321 1057 1061 1065 rBV5 4054 7206 0.19% 0.023%
9 9.891 1147 1158 1168 rBV2 59507 123081 3.29% 0.397%
10 10.443 1245 1252 1271 rBV2 79228 188399 5.04% 0.607%
11 10.802 1304 1313 1331 rVV 1082143 1989862 53.25% 6.416%
12 10.954 1331 1339 1354 rVV6 16396 50993 1.36% 0.164%
13 11.959 1507 1510 1517 rVB4 3468 7148 0.19% 0.023%
14 12.459 1589 1595 1600 rVB3 15505 25912 0.69% 0.084%
15 12.676 1624 1632 1637 rVB2 19789 35367 0.95% 0.114%
16 13.140 1708 1711 1716 rBV5 3509 7003 0.19% 0.023%
17 13.222 1721 1725 1731 rVB4 8629 13057 0.35% 0.042%
18 13.434 1756 1761 1764 rBV4 6823 11421 0.31% 0.037%
19 13.481 1764 1769 1774 rVB5 10603 17675 0.47% 0.057%
20 13.651 1794 1798 1808 rVB9 2757 7933 0.21% 0.026%
21 13.798 1814 1823 1829 rBV8 8139 23126 0.62% 0.075%
22 13.857 1829 1833 1840 rBV5 5378 8837 0.24% 0.028%
23 13.945 1840 1848 1853 rBV6 13667 27728 0.74% 0.089%

24 14.016 1853 1860 1865 rVV 181822 296852 7.94% 0.957%
25 14.063 1865 1868 1876 rVvVv 81567 123288 3.30% 0.397%

26 14.174 1882 1887 1891 rVV7 7431 13299 0.36% 0.043%
27 14.204 1891 1892 1899 rVB6 6126 8151 0.22% 0.026%
28 14.309 1904 1910 1921 rBV 241030 397670 10.64% 1.282%
29 14.503 1937 1943 1952 rVB4 11807 23559 0.63% 0.076%
30 14.615 1952 1962 1970 rBV2 1485800 2431549 65.07% 7.840%
31 14.680 1970 1973 1979 rVB3 22115 33783 0.90% 0.109%
32 14.750 1982 1985 1994 rBV5 8341 14708 0.39% 0.047%
33 14.868 1996 2005 2014 rBV7 21049 63300 1.69% 0.204%
34 15.009 2024 2029 2039 rBV 32311 64974 1.74% 0.209%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050917\
Data File : BG026931.D

Acq On : 10 May 2017 3:32

Operator : SJ/MA

Sample - 12884-01 5X

Misc :

ALS Vial : 26 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\SOM-EPA-BG042717 .M

Title = SVOA CALIBRATION

35 15.079 2039 2041 2046 rVV6 6012 9206 0.25% 0.030%
36 15.226 2063 2066 2071 rVB7 8216 13327 0.36% 0.043%
37 15.279 2071 2075 2080 rBV7 4726 8135 0.22% 0.026%
38 15.385 2087 2093 2094 rBV6 11893 15551 0.42% 0.050%
39 15.449 2101 2104 2109 rVB2 25021 28663 0.77% 0.092%

40 15.602 2120 2130 2135 rBV 296407 446100 11.94% 1.438%

41 15.661 2135 2140 2149 rVB4 58966 107262 2.87% 0.346%

42 15.743 2149 2154 2160 rBV9 18764 41578 1.11% 0.134%
43 15.855 2164 2173 2178 rVB9 15989 36825 0.99% 0.119%
44 15.949 2185 2189 2195 rVB5 21368 34169 0.91% 0.110%
45 16.013 2195 2200 2204 rBVS8 7422 15469 0.41% 0.050%
46 16.101 2205 2215 2223 rBV7 17300 45510 1.22% 0.147%
47 16.201 2227 2232 2235 rBV7 8229 14126 0.38% 0.046%
48 16.307 2245 2250 2252 rBV3 32915 48376 1.29% 0.156%
49 16.331 2252 2254 2259 rVB4 34039 43471 1.16% 0.140%
50 16.466 2274 2277 2283 rVBS8 8843 13944 0.37% 0.045%
51 16.548 2284 2291 2295 rVV10 6947 14033 0.38% 0.045%
52 16.660 2301 2310 2313 rBV10 14629 37786 1.01% 0.122%
53 16.707 2314 2318 2322 rVB7 12439 20391 0.55% 0.066%
54 16.748 2322 2325 2330 rBV6 9367 21521 0.58% 0.069%
55 16.806 2332 2335 2338 rVB6 8404 7487 0.20% 0.024%
56 16.889 2345 2349 2354 rBVS 8937 15418 0.41% 0.050%
57 17.006 2363 2369 2375 rBV2 40458 72131 1.93% 0.233%
58 17.094 2378 2384 2388 rBV3 24436 40880 1.09% 0.132%
59 17.171 2388 2397 2406 rVB3 32323 99843 2.67% 0.322%
60 17.253 2409 2411 2416 rVB5 8667 11796 0.32% 0.038%

61 17.353 2420 2428 2432 rBV 1624056 2457235 65.76% 7.922%
62 17.394 2432 2435 2441 rVV 563569 875076 23.42% 2.821%
63 17.453 2441 2445 2456 rVB3 268389 476607 12.76% 1.537%

64 17.635 2472 2476 2478 rBV5 6367 9198 0.25% 0.030%
65 17.758 2489 2497 2503 rBV 42741 91420 2.45% 0.295%
66 17.835 2505 2510 2512 rBV2 31790 45443 1.22% 0.147%
67 17.870 2513 2516 2520 rVB6 18747 24452 0.65% 0.079%
68 17.935 2523 2527 2534 rVB10 19161 36109 0.97% 0.116%
69 18.158 2561 2565 2566 rBvV4 11393 14829 0.40% 0.048%

70 18.228 2572 2577 2581 rBV3 82931 148740 3.98% 0.480%
71 18.275 2581 2585 2591 rVB 78061 120924 3.24% 0.390%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050917\
Data File : BG026931.D

Acq On : 10 May 2017 3:32

Operator : SJ/MA

Sample - 12884-01 5X

Misc :

ALS Vial : 26 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\SOM-EPA-BG042717 .M

Title = SVOA CALIBRATION

72 18.416 2604 2609 2613 rBV3 78170 140690 3.77% 0.454%
73 18.457 2614 2616 2622 rVB 47696 55133 1.48% 0.178%
74 18.522 2623 2627 2632 rBV6 31881 40429 1.08% 0.130%
75 18.716 2656 2660 2665 rBV 41537 58932 1.58% 0.190%
76 18.769 2665 2669 2674 rVB3 42700 69572 1.86% 0.224%
77 19.145 2727 2733 2737 rBV3 61471 117570 3.15% 0.379%
78 19.227 2745 2747 2751 rVB4 36968 39964 1.07% 0.129%

79 19.280 2751 2756 2760 rBV2 55013 116302 3.11% 0.375%
80 19.398 2771 2776 2782 rVB 552047 753698 20.17% 2.430%

81 19.497 2790 2793 2798 rVB7 26396 35156 0.94% 0.113%
82 19.727 2827 2832 2835 rBV2 369559 607627 16.26% 1.959%
83 19.756 2835 2837 2846 rVvVv 530523 735444 19.68% 2.371%
84 19.832 2846 2850 2855 rVB6 45429 74409 1.99% 0.240%
85 20.249 2916 2921 2928 rBV4 106823 171603 4_59% 0.553%

86 20.314 2929 2932 2936 rBV2 75733 97725 2.62% 0.315%
87 20.737 3002 3004 3013 rVB2 88007 130717 3.50% 0.421%
88 21.007 3046 3050 3056 rBV2 58697 114788 3.07% 0.370%
89 21.595 3142 3150 3155 rBV 1635261 2899851 77.61% 9.349%
90 21.642 3156 3158 3165 rVB 225686 300578 8.04% 0.969%

91 22.535 3307 3310 3327 rVB 118753 443014 11.86% 1.428%
92 23.040 3392 3396 3399 rBV2 107146 150648 4._.03% 0.486%
93 23.745 3509 3516 3519 rBV6 210952 504270 13.50% 1.626%
94 24.074 3567 3572 3580 rVB4 313940 727636 19.47% 2.346%
95 24.768 3681 3690 3709 rVB 1116185 3736598 100.00% 12.047%

96 25.085 3736 3744 3760 rVB7 354551 1247797 33.39% 4.023%
97 25.379 3790 3794 3803 rVB3 285288 676619 18.11% 2.181%
98 25.925 3881 3887 3895 rBV6 234900 638571 17.09% 2.059%
99 26.466 3972 3979 3998 rVB7 350806 1360038 36.40% 4 _.385%
100 27.553 4157 4164 4182 rVB4 368806 1420517 38.02% 4 _580%

Sum of corrected areas: 31016455
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050917\
Data File : BG026931.D

Acq On : 10 May 2017 3:32

Operator : SJ/MA

Sample - 12884-01 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG042717 .M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG026931.D
2000000

1500000

10.80
1000000

8.01

500000

7.7983.55 8.72
mg/\ 13 %32 9A89 10,44 Lo 95 11.96 124868

Time--> 350 4.00 450 500 550 6.00 6.50 7.00 750 800 8.50 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG026931.D

2000000

21459

17.35

1500000 1461

1000000
19.4019.76 2].64 22.54

10]73 &AVMNN»JNJSJ\
20.721,0
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l 2699
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500000
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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: BG026931.D

2000000

24.77
1500000

2503538 5593 2647 27.55

1000000

500000

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\BG050917\
Data File : BG026931.D

Acq On : 10 May 2017 3:32

Operator : SJ/MA

Sample - 12884-01 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG042717 .M
SVOA CALIBRATION

= 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 3-Bromo-5-ethoxy-4-hydroxyb. ..

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
22.54 3.06 ng/ul 443014 Chrysene-di12 21.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Bromo-5-ethoxy-4-hydroxybenzal ... 244 C9H9Br03

2 A-Norcholestan-2-one,
3 Urea, 1-(3-

(5.alpha.)- 372 C26H440
chlorobenzoyl)-3-[2-(-.. 372 C18H14CIFN402

003111-37-3 53
002310-36-3 49
1000317-02-0 14

4 3-Ethyl-4-[(ethylaminocarbonyl)i... 261 C13H15N303 1000326-44-6 11
5 Disiloxane, hexaethyl- 246 C12H300Si2 000994-49-0 10
Abundance Scan 3311 (22.541 min): BG026931.D (-3307) (-) m/z 95.00 100.00%
253
5000
404 435 475 22.20 22.40 22.60 22.80
m/z 253.15 90.02%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #97770: 3-Bromo-5-ethoxy-4-hydroxybenzaldehyde
1 217
5000 79 244 LA L L L L LB L B
22.20 22.40 22.60 22.80
107 m/z 81.00 80.58%
“ ‘ 135159 187
N o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
217
55 N B o e o
81 22.20 22.40 22.60 22.80
5000 100 m/z 217.10 78.71%
29 161 372
133 189
— T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #197893: Urea, 1-(3-chlorobenzoyl)-3-[2-(3-fluorophenyl)-5... RS B
217 22.20 22.40 22.60 22.80
m/z 149.05 73.88%
5000 139
111
75
50 | | L ,188 372
WY W0 U . N ——
m/z--> 50 100 150 200 250 300 350 400 450 22. 20 22. 40 22. 60 22. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050917\
Data File : BG026931.D

Acq On : 10 May 2017 3:32

Operator : SJ/MA

Sample - 12884-01 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG042717 .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 Cholestane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24 .07 3.89 ng/ul 727636 Perylene-di12 24 .76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholestane 372 C27H48 000481-21-0 87
2 Coprostane 372 C27H48 000481-20-9 59
3 5a,8b,9a,14b,17a,20R-Cholestane 372 C27H48 1000147-83-1 43
4 Cholestane 372 C27H48 000481-21-0 27
5 3-Bromo-5-ethoxy-4-hydroxybenzal... 244 C9H9BrO3 003111-37-3 25
Abundance Scan 3571 (24.069 min): BG026931.D (-3567) (-) m/z 217.10 100.00%
217
149
5000 55 109
189 274 w7 | 23.80 24.00 24.20 24.40
44 331 : : : :
308317 454 535 "m/z 149.10 65.02%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #198479: Cholestane
217
149
5000 109 L B S UL UL
43 81 372 Bmmmmmmm
‘ m/z 218.10 60.33%
262
%4..\,....,....}J.3?q.. J. T
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43 217
81 23.'80 24.'00 24.'20 24.'40
5000 109 151 37 m/z 109.10 48 .54%
189 | 25787315
miz-> 0 50 100 150 200 250 300 350 400 450 500 |
Abundance #198484: 5a,8b,9a,14b,17a,20R-Cholestane S RRE R R
218 23.80 24.00 24.20 24.40
m/z 95.00 48 .39%
109
5000 81
149 372
259
miz--> 0 50 100 150 200 250 300 350 400 450 500 23. 80 24. 00 24. 20 24 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050917\
Data File : BG026931.D

Acq On : 10 May 2017 3:32

Operator : SJ/MA

Sample - 12884-01 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG042717 .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-01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
25.38 3.62 ng/ul 676619 Perylene-di12 24.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-[(Methylamino)methylene]thiazo... 231 C11H9N30S 072740-41-1 49
2 Silane, diethylbutoxy(3-methylpe... 260 C14H3202Si 1000363-48-4 47
3 Silane, diethyldineopentyloxy- 260 C14H3202Si1 1000363-94-9 47
4 2,6-Diphenylpyridine 231 C17H13N 003558-69-8 43
5 Cannabichromene 314 C21H3002 020675-51-8 43
Abundance Scan 3794 (25.379 min): BG026931.D (-3790) (-) m/z 231.10 100.00%
231
5000 ~“\4¢~,N~NJ[/\&\»%dﬂ“ﬂ_f~)»
55 95121149 152203 25.00 25.20 25.40 25.60
177 257 : : : :
SRRSO W 8 ,L.l. il 201318 398 400 440 489 nyz 215.00  20.27%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #86610: 2-[(Methylamino)methylene]thiazolo[3,2-a]benzimida...
31
150
5000{ 42 R R B SRR B
82 118 25.00 25.20 25.40 25.60
‘ ‘ 188 m/z 232.10 18.65%
..‘“,““.”:‘.H“ H\HH “.‘.,“..l‘.,....,....,....|....|....|
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
231
o 25.00 25.20 25.40 25.60
5000 m/z 217.10 16.94%
161
29 95 117 189
mz-> 50 100 150 200 250 300 350 400 450
Abundance #110657: Silane, diethyldineopentyloxy- A REAREEEEEE RS
231 25.00 25.20 25.40 25.60
m/z 216.00 12 .50%
5000 o1
161
29 6 | M7 | 2P|
m/z--> 50 100 150 200 250 300 350 400 450 ' 25.00 25.20 2540 25.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050917\
Data File : BG026931.D

Acq On : 10 May 2017 3:32

Operator : SJ/MA

Sample - 12884-01 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG042717 .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 Pyrido[3,4-d]pyridazin-1(2H... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
25.93 3.42 ng/ul 638571 Perylene-d12 24.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyrido[3,4-d]pyridazin-1(2H)-one... 191 C8HI9N50 1000263-69-7 74
2 17.alfa.,21._beta.-28,30-Bisnorho... 384 C28H48 1000360-26-1 42
3 3-Fluoro-5-trifluoromethylbenzoi... 380 C15H6CI2F403 1000357-34-5 38
4 5-Fluoro-2-trifluoromethylbenzoi... 320 C14H6F602 1000357-62-5 38
5 Isophthalic acid, oct-3-en-2-yl ... 318 C19H2604 1000343-89-0 38
Abundance Scan 3888 (25.931 min): BG026931.D (-3881) (-) m/z 191.10 100.00%
191
81
so00{ 55 | |00 163
135 231
266 355 384 25.60 25.80 26.00 26.20
301
bt W8 M04TT | Th/z 81.00  62.08%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #53997: Pyrido[3,4-d]pyridazin-1(2H)-one, 4,5-diamino-7-me...
191
42
65
5000 AR AR R AR
25.60 25.80 26.00 26.20
133 m/z 95.00 58.15%
\\“\H\M‘ M 4 ‘h L .‘,....,....,....,....,....,....
m/z--> 150 200 250 300 350 400 450
Abundance
191
o 5 123 163 25.60 25.80 26.00 26.20
5000 m/z 163.10 50.31%
217 246 271995 399 355 384
mz-> 50 100 150 200 250 300 350 400 450
Abundance #202144: 3-Fluoro-5-trifluoromethylbenzoic acid, 2,4-dichl... I R e Emma T
191 25.60 25.80 26.00 26.20
m/z 67.00 44.78%
5000
163
63 113137 ‘ 361
m/z--> 50 100 150 200 250 300 350 400 450 25.60 25.80 26.00 26.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050917\
Data File : BG026931.D

Acq On : 10 May 2017 3:32

Operator : SJ/MA

Sample - 12884-01 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG042717 .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 unknown-02 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
26.47 7.28 ng/ul 1360040 Perylene-di12 24.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Fluoro-2-trifluoromethylbenzoi... 380 C15H6CI2F403 1000343-74-4 22
2 D-Alanine, N-(4-fluoro-2-trifluo... 307 C13H13F4NO3 1000348-40-0 22
3 5-Hexen-1-one, 1-(1H-imidazol-4-_... 192 C11H16N20 069393-41-5 20
4 p-Cyanophenyl p-(2-methylbutoxy)... 309 C19H19NO3 067951-45-5 18
5 3-Fluoro-5-trifluoromethylbenzoi... 329 C14H7F4N0O4 1000357-96-3 18
Abundance Scan 3980 (26.472 min): BG026931.D (-3972) (-) m/z 191.10 100.00%
191
I J\'\"\'
5000 69
123
41 163 U AR

218245071 322352383 429 26.20 26.40 26.60 26.80
ol ars__ 5% m/z 95.00 58.57%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #202143: 6-Fluoro-2-trifluoromethylbenzoic acid, 2-formyl-...
191
5000 LA L L L L L L LB
26.20 26.40 26.60 26.80
163 m/z 81.00 54.37%
69 113 361
LA e e e o e BR mE R
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
191
R N ERmmamm
26.20 26.40 26.60 26.80
5000 m/z 177.10 51.23%
234
163
42 69 113 262
T B o o o B B m e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #54349: 5-Hexen-1-one, 1-(1H-imidazol-4-yl)-4,4-dimethyl- N B EE
95 26.20 26.40 26.60 26.80
m/z 69.00 41 _38%
69
5000
23
41 192 VNH\vqpfhwaM\WNk¢vwmw%wﬁﬂ
1\163
B e — S —
m/z--> 50 100 150 200 250 300 350 400 450 500 26.20 26.40 26.60 26.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050917\
Data File : BG026931.D

Acq On : 10 May 2017 3:32

Operator : SJ/MA

Sample - 12884-01 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG042717 .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 _beta.-iso-Methyl ionone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
27.55 7.60 ng/ul 1420520 Perylene-d12 24.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 53
2 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 41
3 3-Indolethanamine, N-acetyl-5-Fl_.. 250 C13H15FN202 1000116-27-1 38
4 4-Fluoro-2-trifluoromethylbenzoi... 278 C13H14F402 1000357-27-5 35
5 2-Amino-4-methyl-6-(2-thienyl)py... 191 C9HOIN3S 026963-43-9 30
Abundance Scan 4164 (27.553 min): BG026931.D (-4157) (-) m/z 191.10 100.00%
191
Mlihits 27130 2740 2750 2780
217 9259 . . . .
294 328 369397426 470 522 m/z 95.00 47 820
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #66096: .beta.-iso-Methyl ionone
191
50001 28 B SRR BRI DR SR
27.20 27.40 27.60 27.80
g5 135163 m/z 81.00 38.62%
69
|||‘||‘|||“|“||‘“|“|‘iu‘u‘u I o o e o B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
191
27.20 27.40 27.60 27.80
5000 57 m/z 69.00 30.13%
107 149 “W/\\hwUMWMNJ/\kmmm%NMNVMMM
?%|"'w'"'w"'|'“'|"”|"'w""w"'|“"|'”
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #102056: 3-Indolethanamine, N-acetyl-5-fluoro-6-methoxy- R R RREEEEa
191 27.20 27.40 27.60 27.80
m/z 123.10 29.33%
5000
43 163 250
72 1071?5k1 217 ‘
m/z--> 50 100 150 200 250 300 350 400 450 500 27.20 27.40 27.60 27.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050917\
Data File : BG026931.D

Acq On : 10 May 2017 3:32

Operator : SJ/MA

Sample - 12884-01 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG042717 .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]
3-Bromo-5-ethoxy-... 22.54 3.1 ng/ul 443014 5 21.59 2899850 20.0
Cholestane 24._07 3.9 ng/ul 727636 6 24.76 3736600 20.0
unknown-01 25.38 3.6 ng/ul 676619 6 24.76 3736600 20.0
Pyrido[3,4-d]pyri... 25.93 3.4 ng/ul 638571 6 24.76 3736600 20.0
unknown-02 26.47 7.3 ng/ul 1360040 6 24.76 3736600 20.0
-beta.-iso-Methyl... 27.55 7.6 ng/ul 1420520 6 24.76 3736600 20.0

SOM-EPA-BG042717 .M Wed May 10 19:06:34 2017 Page: 11



