LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG050117\
Data File : BG026843.D

Aca On : 2 May 2017 14:51

Operator : SJ/MA

Sample : 12850-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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 heiaht area % max. total
1 3.429 55 58 67 rvB2 31134 53349 1.32% 0.077%
2 7.189 688 698 712 rBV 469899 921518 22.74% 1.334%
3 7.330 716 722 730 rVB 405780 653442 16.13% 0.946%
4 7.547 752 759 768 rVB 481362 848301 20.94% 1.228%
5 8.011 830 838 853 rBV 522135 910634 22.47% 1.318%
6 8.570 929 933 942 rVvB4 39916 77728 1.92% 0.113%
7 8.722 952 959 977 rBV 587068 1215963 30.01% 1.760%
8 9.169 1028 1035 1045 rBVY 481750 871181 21.50% 1.261%
9 9.892 1152 1158 1167 rVB 406498 734646 18.13% 1.064%
10 10.438 1245 1251 1264 rBvV 619017 1215478 30.00% 1.760%

11 10.808 1304 1314 1328 rVB 899966 1643014 40.55% 2.379%
12 10.943 1330 1337 1353 rBvV 515944 1021034 25.20% 1.478%
13 11.302 1392 1398 1403 rVB3 78828 130949 3.23% 0.190%

14 11.484 1423 1429 1437 rVB5 42449 79454 1.96% 0.115%
15 11.819 1476 1486 1490 rBv4 27411 55836 1.38% 0.081%
16 11.995 1509 1516 1523 rVB2 48815 86806 2.14% 0.126%
17 12.089 1523 1532 1536 rBV 147163 245867 6.07% 0.356%
18 12.136 1536 1540 1545 rVB4 34617 53370 1.32% 0.077%
19 12.224 1550 1555 1560 rBV2 54408 87302 2.15% 0.126%
20 12.377 1573 1581 1592 rVB2 22122 65476 1.62% 0.095%
21 12.530 1601 1607 1614 rBV2 52938 92722 2.29% 0.134%

22 13.076 1694 1700 1705 rVvVv 99909 160080 3.95% 0.232%
23 13.153 1705 1713 1720 rVB5 77886 159213 3.93% 0.230%
24 13.440 1754 1762 1766 rBV2 81110 125953 3.11% 0.182%
25 13.899 1830 1840 1844 rBV2 27372 70313 1.74% 0.102%

26 13.952 1844 1849 1854 rVB6 33092 69269 1.71% 0.100%
27 14.022 1854 1861 1866 rBV 1231625 1792768 44.24% 2.595%
28 14.069 1866 1869 1872 rBV 190069 234342 5.78% 0.339%
29 14.316 1904 1911 1918 rVB 1511133 2396653 59.15% 3.470%
30 14.386 1918 1923 1930 rVB 185246 269175 6.64% 0.390%

31 14.463 1930 1936 1941 rBV5 63621 106375 2.63% 0.154%
32 14.621 1952 1963 1977 rBV2 1324216 2384732 58.85% 3.452%
33 14.851 1996 2002 2014 rBV2 270254 693421 17.11% 1.004%
34 14.950 2014 2019 2023 rVB 182487 261396 6.45% 0.378%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG050117\
Data File : BG026843.D

Aca On : 2 May 2017 14:51

Operator : SJ/MA

Sample : 12850-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG042717 .M
Title = SVOA CALIBRATION
35 15.285 2071 2076 2080 rVv7 35206 73803 1.82% 0.107%

36 15.409 2089 2097 2101 rBV 98193 167520 4._.13% 0.243%
37 15.456 2101 2105 2109 rVB 43812 56229 1.39% 0.081%
38 15.608 2120 2131 2136 rBV 1790935 2809820 69.35% 4.068%
39 15.655 2136 2139 2146 rVV 183748 262539 6.48% 0.380%
40 15.732 2146 2152 2161 rVB 419492 628960 15.52% 0.911%

41 15.861 2163 2174 2185 rBVY 251489 510650 12.60% 0.739%

42 16.084 2208 2212 2221 rBV9 44435 82712 2.04% 0.120%
43 16.202 2227 2232 2237 rBV2 207684 319837 7.89% 0.463%
44 16.255 2237 2241 2247 rBV3 57674 93795 2.31% 0.136%

45 16.337 2247 2255 2262 rBVY 692957 1198582 29.58% 1.735%

46 16.478 2274 2279 2284 rBV2 133753 196482 4._.85% 0.284%
47 16.637 2298 2306 2311 rBV5 62973 128917 3.18% 0.187%
48 16.695 2311 2316 2322 rVV2 263626 542997 13.40% 0.786%
49 16.748 2322 2325 2331 rVB3 112529 170714 4.21% 0.247%

50 16.889 2341 2349 2350 rBVS8 39506 69392 1.71% 0.100%
51 16.954 2357 2360 2367 rVB6 37952 82177 2.03% 0.119%
52 17.024 2368 2372 2377 rBV6 32215 53295 1.32% 0.077%

53 17.101 2380 2385 2389 rBV2 71622 118214 2.92% 0.171%
54 17.160 2389 2395 2402 rVB 572851 892473 22.03% 1.292%
55 17.265 2406 2413 2416 rBV3 60178 120529 2.97% 0.174%

56 17.359 2417 2429 2435 rVV2 1392295 2194072 54.15% 3.176%
57 17.459 2436 2446 2454 rVB 1793961 2880837 71.10% 4.171%
58 17.553 2455 2462 2465 rBV3 110713 217829 5.38% 0.315%
59 17.759 2493 2497 2505 rVB 118735 188947 4.66% 0.274%
60 17.841 2506 2511 2522 rVV4 115158 219154 5.41% 0.317%

61 18.076 2546 2551 2557 rVV10 26485 65330 1.61% 0.095%
62 18.176 2558 2568 2572 rBV6 153514 427985 10.56% 0.620%
63 18.241 2576 2579 2589 rVB3 170435 255075 6.30% 0.369%
64 18.388 2598 2604 2609 rVB 197735 288097 7.11% 0.417%
65 18.523 2623 2627 2635 rBVS 50526 144188 3.56% 0.209%

66 18.652 2643 2649 2655 rVB3 162291 310618 7.67% 0.450%
67 18.822 2673 2678 2683 rVB7 60913 102159 2.52% 0.148%
68 18.952 2695 2700 2703 rBv4 73354 158102 3.90% 0.229%
69 19.040 2713 2715 2720 rVB2 47449 59667 1.47% 0.086%
70 19.104 2722 2726 2732 rBV5 75622 156087 3.85% 0.226%

71 19.192 2736 2741 2746 rVB 296044 401963 9.92% 0.582%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG050117\
Data File : BG026843.D

Aca On : 2 May 2017 14:51

Operator : SJ/MA

Sample : 12850-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG042717 .M
SVOA CALIBRATION

Method :
Title :
72 19.322 2759 2763 2766 rBV3 61201 106945 2.64% 0.155%
73 19.416 2776 2779 2782 rBV3 59444 66639 1.64% 0.096%
74 19.457 2782 2786 2791 rBV5 112836 168515 4.16% 0.244%
75 19.504 2791 2794 2804 rVB7 92870 153127 3.78% 0.222%

76 19.586 2805 2808 2812 rBV5 44091 60580 1.50% 0.088%
77 19.698 2822 2827 2829 rBV 211771 282099 6.96% 0.408%
78 19.739 2829 2834 2846 rVB 2109823 3039030 75.00% 4._.400%
79 19.845 2848 2852 2859 rBV9 56712 150384 3.71% 0.218%
80 19.968 2867 2873 2882 rVB4 237736 400720 9.89% 0.580%

81 20.174 2904 2908 2913 rVB 343535 451566 11.14% 0.654%
82 20.538 2967 2970 2980 rBV 69369 188515 4._.65% 0.273%
83 20.638 2981 2987 2992 rVB2 393775 621658 15.34% 0.900%
84 20.750 3002 3006 3015 rBV6 83316 167272 4._.13% 0.242%
85 21.255 3089 3092 3100 rVB5 217914 362384 8.94% 0.525%

86 21.601 3146 3151 3160 rVB 1367662 2195580 54.19% 3.179%
87 24.087 3568 3574 3581 rBVS5 134744 318268 7.85% 0.461%
88 24.557 3645 3654 3663 rBV3 985045 2693959 66.49% 3.900%
89 24.768 3682 3690 3709 rVB2 1023523 3331537 82.22% 4.823%
90 25.103 3736 3747 3759 rVvB4 838893 2793998 68.95% 4.045%

91 25.544 3815 3822 3827 rBV4 99826 308504 7.61% 0.447%
92 25.755 3848 3858 3868 rBV7 154315 694248 17.13% 1.005%
93 26.032 3896 3905 3916 rBV5 334759 1043478 25.75% 1.511%
94 26.484 3971 3982 4006 rVB3 917126 3607076 89.02% 5.222%
95 27.160 4090 4097 4108 rVB8 224619 834742 20.60% 1.208%

96 27.583 4156 4169 4185 rBV2 1090707 4051938 100.00% 5.866%
97 28.194 4261 4273 4292 rBV3 407009 1736487 42.86% 2.514%
98 29.075 4414 4423 4437 rVB7 213654 822576 20.30% 1.191%
99 29.257 4445 4454 4470 rVB6 172362 700440 17.29% 1.014%
100 29.827 4540 4551 4575 rVB3 222173 1285702 31.73% 1.861%

Sum of corrected areas: 69075474
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA G\DATA\BGO050117\
BG026843.D
2 May 2017 14:51
SJ/MA
12850-21

40 Sample Multiplier: 1

= Z:\HPCHEM1I\BNA G\METHODS\SOM-

SVOA CALIBRATION

C:\DATABASENNIST11.L

EPA-BG042717 .M

TIC Integration Parameters: LSCINT.P
Abundance TIC: BG026843.D
2000000
1500000
1000000 10.81
8.72
Tages 0t
500000 i
343 85
O I e e e R B e e B e e—— e e e
Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG026843.D
19.74
2000000 15.61 17.46 21.60
14.32 17.16
1500000 14.62
14.02
1000000
19.19 19 '

500000

05
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

2000000

1500000

1000000

500000

ol

24.56 77

TIC: BG026843.D

27.58

298805 29.83

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\BG050117\
Data File : BG026843.D

Aca On : 2 May 2017 14:51

Operator : SJ/MA

Sample : 12850-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG042717 .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 (DEL) Alkane: Cyclicl2.09 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
12.09 2.99 ng/ul 245867 Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Tetradecene. (2)- 196 C14H28 041446-60-0 64
2 6-Tetradecene. (2)- 196 C14H28 041446-61-1 64
3 Cvclohexane. 1.2.3-trimethvl- 126 C9H18 001678-97-3 64
4 7-Tetradecene. (2)- 196 C14H28 041446-60-0 64
5 3-Heptene, 2,6-dimethyl- 126 C9H18 002738-18-3 62
Abundance Scan 1532 (12.089 min): BG026843.D (-1523) (-) m/z 69.00 100.00%
69.0
5000 410
196.2 Calan 1900 19090 19040
11.80 12.00 12.20 12.40
| Jarp16o1 : m/z 57.10 60.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58297: 7-Tetradecene, (2)-
55.0
sooo| 290 83.0
11.80 12.00 12.20 12.40
m/z 56.00 58.70%
‘ ‘ ‘ ‘ 111.0 196.0
Ottt 001080 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
55.0
11.80 12.00 12.20 12.40
5000 29.0 83.0 m/z 55.00 55.88%
111.0 1300 1700 1960
O e e T e e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11585: Cyclohexane, 1,2,3-trimethyl- T
55.0 11.80 12.00 12.20 12.40
m/z 70.00 46.74%
5000 97.0
27.0 126.0
0..w..”,.”,”??%..w..”,.”.,”........”,.”.,”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050117\
Data File : BG026843.D

Aca On : 2 May 2017 14:51

Operator : SJ/MA

Sample : 12850-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG042717 .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 4-Trifluoroacetoxyhexadecane Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
14 .39 2.26 ng/ul 269175 Acenaphthene-d10 14.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Trifluoroacetoxvhexadecane 338 C18H33F302 1000215-97-5 80
2 Pentadecane. 8-methvlene- 224 C16H32 055668-09-2 74
3 1-Ethvl-2.2.6-trimethvlcvclohexane 154 C11H22 071186-27-1 72
4 Cvclopentane. hexvl- 154 C11H22 004457-00-5 62
5 Cyclopentane, 2-ethyl-1,1-dimethyl- 126 C9H18 054549-80-3 49
Abundance Scan 1924 (14.392 min): BG026843.D (-1918) (-) m/z 69.00 100.00%
69.0
5000 41.0
97.0
15411730 101 14100 14,30 1440 1450 1450
Ot ; m/z 55.00 72 .89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #175130: 4-Trifluoroacetoxyhexadecane
58.0
5000 R A BRI BRI I
83.0 14.00 14.20 14.40 14.60 14.80
111.0 m/z 57.00 52 .50%
- .\H.‘ e L 100 1690 agso 2240
m/z--> 20 60 80 100 120 140 160 180 200 220
Abundance
56.0
14.00 14.20 14,40 14.60 14.80
5000 m/z 56.00 49.68%
29.0
84.0 125.0
ol ol ll oy fl05Q | 1410 1680 1960 2240
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27089: 1-Ethyl-2,2,6-trimethylcyclohexane B B e e
69.0 14.00 14.20 14.40 14.60 14.80
410 m/z 83.05 42 _.42%
5000
154.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050117\
Data File : BG026843.D

Aca On : 2 May 2017 14:51

Operator : SJ/MA

Sample : 12850-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG042717 .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 unknown-01 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
14.95 2.19 ng/ul 261396 Acenaphthene-d10 14.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzocvclododecene. 5.6.7.8.9.10... 216 Cl6H24 007125-10-2 49
2 Pvrene. 1.2.3.3a.4.5.5a.6.7.8.8a... 216 Cl6H24 126188-35-0 38
3 1H-Indole. 2.3-dihvdro-1-methvl- 133 C9H11N 000824-21-5 35
4 Benzene. l1-methvl-4-(1-methvleth... 132 C10H12 001195-32-0 14
5 Benzene, (2-methyl-1-methylenebu... 160 C12H16 026452-86-8 12
Abundance Scan 2019 (14.950 min): BG026843.D (-2014) (-) m/z 105.00 100.00%
106.0
216.1
69.0 132.0
5000
41.0
|| | 89‘0 ‘ e 14.60 14.80 15.00 15.20
Y SN O | RO W v w A : m/z 216.05  71.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74397: Benzocyclododecene, 5,6,7,8,9,10,11,12,13,14-decah...
105.0
5000 . L DAL SURURE BB B B
131.0 216.0 14.60 14.80 15.00 15.20
410 69.0 m/z 69.00 62.71%
0l239. -‘.“- b 0,88 o 1 ‘ Al \ 190 wso
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
216.0
14.60 14.80 15.00 15.20
5000 m/z 132.00 60.56%
910 188.0
410 470 115070 1500
O L T T o o TR et st
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14786: 1H-Indole, 2,3-dihydro-1-methyl-
132.0 14.60 14.80 15.00 15.20
m/z 106.00 58.51%
5000
39.0 63.0 91.0 J
0 .,.‘...“,‘..“a.,“l“..”;“,..m..,“a‘:.L:.L.’lo.. "|""|""|'"'|""|"'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050117\
Data File : BG026843.D

Aca On : 2 May 2017 14:51

Operator : SJ/MA

Sample : 12850-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG042717 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.86 4.28 ng/ul 510650 Acenaphthene-d10 14.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 93
2 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 83
3 Undecane. 3.5-dimethvl- 184 C13H28 017312-81-1 81
4 Tetratetracontane 619 C44H90 007098-22-8 72
5 Heptacosane 380 C27H56 000593-49-7 72
Abundance Scan 2174 (15.861 min): BG026843.D (-2163) (-) m/z 57.00 100.00%
57.0
5000
85.0
113.1 15.60 15.80 16.00 16.20
169.2
0 .,....,|... et ol O DU 21112393 2731 38110 nyz 71.05  44.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #48867: Undecane, 3,6-dimethyl-
57.0
5000
15.60 15.80 16.00 16.20
29.0 m/z 43.05 33.98%
: 85.0
0 \‘ ‘ ‘ ‘ \11?0 1550 184.0
m/z--> 20 40 eb 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
15,60 15.80 16.00 16.20
5000 m/z 85.00 25.21%
85.0
29.0

1130 1410 183.0 211.0239.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #48868: Undecane, 3,5-dimethyl-
57.0 15.60 15.80 16.00 16.20
m/z 41.00 17.05%
5000
29.0 85.0
0 |, {120  155.0 184.0
T e T P T R T T e e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15. 60 15. 80 16. 00 16. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050117\
Data File : BG026843.D

Aca On : 2 May 2017 14:51

Operator : SJ/MA

Sample : 12850-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG042717 .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 (DEL) Alkane: Cyclicl6.20 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
16.20 2.92 ng/ul 319837 Phenanthrene-d10 17.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 2-butvl-1.1.3-trime... 182 C13H26 054676-39-0 93
2 Cvclohexane. 2-butvl-1.1.3-trime... 182 C13H26 054676-39-0 93
3 Cvclohexane. 2-butvl-1.1.3-trime... 182 C13H26 054676-39-0 87
4 7-Tetradecene. (E)- 196 C14H28 041446-63-3 68
5 6-Tridecene, 7-methyl- 196 C14H28 024949-42-6 62
Abundance Scan 2232 (16.202 min): BG026843.D (-2227) (-) m/z 69.00 100.00%
69.0
5000 41.0
97.0 125.1
15:80 16.00 16.20 16.40 16.60
Ol m/z 57.00 91.24%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #47298: Cyclohexane, 2-butyl-1,1,3-trimethyl-
41.0 69.0
5000
15.80 16.00 16.20 16.40 16.60
m/z 55.00 62.47%
b
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
69.0
41.0 ARSI SRR BN B
15.80 16.00 16.20 16.40 16.60
5000 m/z 56.00 61.74%

97.0
126.0 182.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #47299: Cyclohexane, 2-butyl-1,1,3-trimethyl- T S T e T

. 15.80 16.00 16.20 16.40 16.60
m/z 83.00 51.19%

5000

I T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40 16.60

SOM-EPA-BG042717 .M Wed May 03 17:52:28 2017 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050117\
Data File : BG026843.D

Aca On : 2 May 2017 14:51

Operator : SJ/MA

Sample : 12850-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG042717 .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 4
R.T. EstConc Area Relative to ISTD R.T.
16.34 10.93 ng/ul 1198580 Phenanthrene-d10 17.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 5-propvl- 226 C16H34 055045-11-9 93
2 Undecane. 6-ethvl- 184 C13H28 017312-60-6 87
3 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 87
4 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 86
5 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 86
Abundance Scan 2256 (16.343 min): BG026843.D (-2247) (-) m/z 57.00 100.00%
57.0
5000
‘ 85.0
1
45.0 183 2 244 2 16.00 16.20 16.40 16.60
ol .| 1 .J.ﬂ,-ﬂ G20 B2 o151 P02 orra 3603 s 71 40 66.78%
m/z--> 50 100 150 200 250 300 350
Abundance #83031: Tridecane, 5-propyl-
57.0
5000
16.00 16.20 16.40 16.60
85-01120 m/z 43.00 39.03%
ol300 | | ‘ ;1410 1830 2260
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
16.00 16,20 16.40 16.60
5000 m/z 85.05 29.28%
29.0 85.0112.0
154.0
0 184.0
m/z--> 50 100 150 200 250 300 350
Abundance #117659: Pentadecane, 2,6,10,14-tetramethyl-
57.0 16.00 16.20 16.40 16.60
m/z 55.00 19.45Y%
5000
8.0 113.0
29.0 183.0
oL ‘ 1) | ] i 18507T 22502580
m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050117\
Data File : BG026843.D

Aca On : 2 May 2017 14:51

Operator : SJ/MA

Sample : 12850-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG042717 .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 (DEL) Alkane: Cyclicl6.70 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.70 4.95 ng/ul 542997 Phenanthrene-d10 17.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Tridecene. (E)- 182 C13H26 006434-76-0 76
2 Cvclohexane. 1.2.3-trimethvl- 126 C9H18 001678-97-3 58
3 3-Heptene. 2.6-dimethvl- 126 C9H18 002738-18-3 58
4 7-Tetradecene. (E)- 196 C14H28 041446-63-3 55
5 7-Tetradecene, (2)- 196 C14H28 041446-60-0 55
Abundance Scan 2317 (16.701 min): BG026843.D (-2311) (-) m/z 69.00 100.00%
69.0
5000 125.1
266.2 16.40 16.60 16.80 17.00
196.1
(- .l\, 1.1.1.'1,“3.9'.9.- a2tz 18892 W71 Thn/z 55.00 71.54%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #47276: 6-Tridecene, (E)-
55.0
5000 AU RN BN
16.40 16.60 16.80 17.00
97.0 0
J “ 182.0 m/z 57.05 61.54%
01.5'.‘.‘”.‘ ‘.‘H.“l.“.1.4.0'|0...‘.l....|....|....|....|....|..
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
55.0
16.40 16.60 16.80 17.00
5000 97.0 m/z 56.00 49_97%
15.0
e L L A UL L DAL WL L B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #11558: 3-Heptene, 2,6-dimethyl- L B et
55.0 16.40 16.60 16.80 17.00
m/z 83.05 49_.69%
5000
126.0
Ols'di | |
m/z--> 50 100 150 200 250 300 350 400 450 16.40 16,60 16.80 17.00

SOM-EPA-BG042717 .M Wed May 03 17:52:30 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050117\
Data File : BG026843.D

Aca On : 2 May 2017 14:51

Operator : SJ/MA

Sample : 12850-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG042717 .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 6
R.T. EstConc Area Relative to ISTD R.T.

17.16 8.14 ng/ul 892473 Phenanthrene-d10 17.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 93
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 91
3 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
Abundance Scan 2395 (17.160 min): BG026843.D (-2389) (-) m/z 57.00 100.00%

571.0

o 8.0 L‘AAA\WA

HMM“ 1680 17.00 1720 1740

Lod o 183 1 229 2 267 2 295.1 329.0 m/z  71.00 67.45%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57.0
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr

5000
85.0 16.80 17.00 17.20 17.40
29.0 m/z 85.05 38.50%
|

' 113.0
Lo b 40 18302110 2530 2820
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
—v—rl—l—v—v—rv—v—v—v-rv—v—v—v—rv—v—v—v—rr

16.80 17.00 17.20 17.40

o

o

5000 m/z 43.00 34.01%
85.0
29.0
113.0
o 141.0 1830 " 5550 253.0 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105904: Pentadecane, 2,6,10-trimethyl- T T T T
57.0 16. 80 17. 00 17. 20 17. 40

m/z 55.00 19.69%

85.0
29.0
‘ 113.0 141 0

L b 1830 211,0 2390

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16. 80 17. 00 17. 20 17.40

5000

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050117\
Data File : BG026843.D

Aca On : 2 May 2017 14:51

Operator : SJ/MA

Sample : 12850-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG042717 .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 9 unknown-02 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.18 3.90 ng/ul 427985 Phenanthrene-d10 17.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6.8-Nonadien-2-one. 6-methvl-5-(... 192 C13H200 060714-16-1 25
2 Disparlure 282 C19H380 029804-22-6 25
3 Disparlure 282 C19H380 029804-22-6 20
4 Cvclohexanone. 3.5-dimethvl- 126 C8H140 002320-30-1 18
5 2-(Acetylmethylene)tetrahydrofuran 126 C7H1002 112595-65-0 18
Abundance Scan 2569 (18.182 min): BG026843.D (-2558) (-) m/z 69.00 100.00%
.0
119.0
5000
284.3 324.9 17.80 18.00 18.20 18.40
o 3851 4274 m/z 81.00 83.23%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #54643: 6,8-Nonadien-2-one, 6-methyl-5-(1-methylethylidene)-
119.0
5000 AR R ORI BV I
17.80 18.00 18.20 18.40
43.0 m/z 119.00 73.92%
LT || 1m0
0 'WLWMWW'M«"MIM'H'W'"'I""I""I""I""I'
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
69.0
17.80 18.00 18.20 18.40
5000 m/z 55.00 72.78%
111.0
29.0 183.0
0 225.0 264.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129456: Disparlure A aEE b
69.0 17.80 18.00 18.20 18.40
m/z 123.10 59.52%
5000
29. Tll.o
183.0
o Jm J \[‘L | 2250 267.0
m/z--> 50 100 150 200 250 300 350 400 450 17.80 18.00 18.20 18.40

SOM-EPA-BG042717 .M Wed May 03 17:52:31 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050117\
Data File : BG026843.D

Aca On : 2 May 2017 14:51

Operator : SJ/MA

Sample : 12850-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG042717 .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 10 n-Hexadecanoic acid Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
18.24 2.33 ng/ul 255075 Phenanthrene-d10 17.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Octadecanoic acid 284 C18H3602 000057-11-4 91
5 Pentadecanoic acid 242 C15H3002 001002-84-2 90

Abundance Scan 2579 (18.241 min): BG026843.D (-2576) (-) m/z 73.00 100.00%
43.0 '
5000
711 2B o560 18.00 18.20 18.40 18.60
o! L B0 81120 "m/z 57.00  96.33%
m/z--> 50 100 150 200 250 300 350
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 256.0 LR ULILN UL UL U
129.0 18.00 18.20 18.40 18.60
m/z 60.00 95.70%
‘ M 171.0 |
oL |“ HIM‘H‘ Hl‘l '“h‘l“ M:“ﬁ 4 L R EmaIE
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 73.0
" 18.00 18.20 18.40 18.60
5000 129.0 m/z 43.05 72 .45%
199.0 2420
171.0
L L (L L W B U
m/z--> 50 100 150 200 250 300 350
Abundance #72647: Tridecanoic acid e e B SN
73.0 18.00 18.20 18.40 18.60
43.0 m/z 55.00 67.36%
5000 129.0
171.0
iyl T
0..\..|...‘m.'ilk!'\.*..ltu.{.luuuu —— T
m/z--> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60

SOM-EPA-BG042717 .M Wed May 03 17:52:32 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050117\
Data File : BG026843.D

Aca On : 2 May 2017 14:51

Operator : SJ/MA

Sample : 12850-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

> Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG042717_M
SVOA CALIBRATION

Quant Method
Quant Title :

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
18.39 2.63 ng/ul 288097 Phenanthrene-d10 17.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.1.3-tri... 236 C18H20 003910-35-8 58
2 Benzolhlauinoline. 2.3.4-trimethvl- 221 C16H15N 063042-66-0 53
3 3.5-di-tert-Butvl-4-hvdroxvbenzy... 236 C15H2402 000088-26-6 53
4 1H-Indene. 2.3-dihvdro-1.1.3-tri... 236 C18H20 003910-35-8 53
5 2-Methyl-2-[2-(2,6,6-trimethyl-c... 236 C15H2402 014398-32-4 50

Abundance Scan 2604 (18.388 min): BG026843.D (-2598) (-) m/z 221.05 100.00%
2211
5000
> 1020 @ | | 1500 16,20 18,40 16,60 1560
"~133.0 - : : : :
0 Al 2741 8130 824111 /7 236.05  27.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #90966: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-3-phenyl-
221.0
5000
30 18.00 18.20 18.40 18.60 18.80
or0 43 m/z 206.00 22.14%
oL 410 L. | L _ 1910 ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance
221.0
18.00 18.20 18.40 18.60 18.80
5000 m/z 222.10 20.67%
44.0 89.0 139.0 178.0
ob—p i dpg g e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #90760: 3,5-di-tert-Butyl-4-hydroxybenzy! alcohol
221.0 18.00 18.20 18.40 18.60 18.80
m/z 57.00 20.21%
5000
57.0
m/z--> 50 100 150 200 250 300 350 400 1800 18.20 18.40 18.60 18.80

SOM-EPA-BG042717 .M Wed May 03 17:52:33 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050117\
Data File : BG026843.D

Aca On : 2 May 2017 14:51

Operator : SJ/MA

Sample : 12850-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG042717 .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 12 unknown-03 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
18.65 2.83 ng/ul 310618 Phenanthrene-d10 17.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzofuran. 2.3-dihvdro- 120 C8H80 000496-16-2 47
2 Acetanilide. N-(1-(dimethvlcarba... 234 C13H18N202 092032-77-4 43
3 Aniline. N-(2-chloroethvl)-N-met... 169 C9H12CIN 001669-85-8 43
4 4-Amino-N-phenethvl-benzamide 240 C15H16N20 1000300-39-6 43
5 N,N-Dibenzylethylenediamine diac... 324 C20H24N202 000122-75-8 38
Abundance Scan 2649 (18.652 min): BG026843.D (-2643) (-) m/z 120.00 100.00%
120.0
e V\J’*M
170.0 L L L B B BN
55.0 233.2 18.40 18.60 18.80 19.00
o ofal 33713800 4564 177 119.00  37.18%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #9390: Benzofuran, 2,3-dihydro-
120.0
5000 R BRI SO SN SR
18.40 18.60 18.80 19.00
m/z 109.00 23.19%
39.0
0...[{.%?%“. LS AL UARLALEL AR AL SARLELLA SURLL SU
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
120.0
"' 18140 1860 18.80 19.00
5000 m/z 170.00 17.86%
162.0
oL 420 7.0 234.0
miz-> 50 100 150 200 250 300 350 400 450
Abundance #37815: Aniline, N-(2-chloroethyl)-N-methyl- e
120.0 18.40 18.60 18.80 19.00
m/z 169.00 15.57%
5000
77.0
42. { 169.0
0"'ﬂ|“'”HL L LA DU LA UL ALY WAL AL B SUREL L S R B SO SN SR
m/z--> 50 100 150 200 250 300 350 400 450 18.40 18.60 18.80 19.00

SOM-EPA-BG042717 .M Wed May 03 17:52:33 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050117\
Data File : BG026843.D

Aca On : 2 May 2017 14:51

Operator : SJ/MA

Sample : 12850-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG042717 .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 13 Anthracene, 9-dodecyltetrad... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
19.19  3.66 ng/ul 401963  Phenanthrene-di0 17.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Anthracene. 9-dodecvltetradecahv... 360 C26H48 055401-75-7 52
2 _.beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 35

3 2-(2-((2-Chloro-6-fluorobenzvl)s... 334 C17H16CIFN2S 1000298-18-2 27
4 Butanamide. 3-(3-fluorobenzovlhv... 345 C18H17F2N302 1000260-11-6 27

5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 22
Abundance Scan 2741 (11%ng12 min): BG026843.D (-2736) (-) m/z 191.05 100.00%
123.1 |
5000 69.0
261.1 AU SRR BRI R

18.80 19.00 19.20 19.40 19.60
325.2 . . .
ol 374.1 42044613 m/z 123.10 68.71%
m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #190938: Anthracene, 9-dodecyltetradecahydro-
191.0
95.0
5000 430 L B LI L L
' 18 80 19. OO 19 20 19. 40 19. 60
0
135.0 m/z 95.00 65.19%
iyl 264.0303.0 3900
0 Uﬂﬂ””““ | R A i mans o S
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
191.0
R e
18.80 19.00 19.20 19.40 19.60
5000{ 28.0 m/z 69.00 49_.83%
95.0 135.0
o} AR S P PR M .
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #172144: 2-(2-((2-Chloro-6-fluorobenzyl)sulfanyl)phenyl)-1... A RREEE RS E ST
191.0 18.80 19.00 19.20 19.40 19.60
m/z 109.05 47 .11%
5000
143.0
28.0 6901070777 | 5400 334.0
T T T T T e T T R e
m/z--> 0 50 100 150 200 250 300 350 400 450 18 80 19. 00 19 20 19. 40 19. 60

SOM-EPA-BG042717 .M Wed May 03 17:52:34 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050117\
Data File : BG026843.D

Aca On : 2 May 2017 14:51

Operator : SJ/MA

Sample : 12850-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG042717 .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 14 unknown-04 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
19.97 3.65 ng/ul 400720 Chrysene-di12 21.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 38
2 o-Hvdroxvbiphenvl 170 C12H100 000090-43-7 38
3 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 30
4 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 30
5 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 30

Abundance Scan 2873 (19.968 min): BG026843.D (-2867) (-) m/z 170.00 100.00%

.0
5000

19.60 19.80 20.00 20.20

336.2374.2 415.1 460.2

(o} m/z 169.00 59.38%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #38378: Naphthalene, 1,4,6-trimethyl-
170.0
5000 LA L L L L L L L I

19.I60 19.I8O 20.IOO 20.I20
m/z 69.00  50.80%

30.0 84.0 128.0“‘
Ol el e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
170.0
B B R
19.60 19.80 20.00 20.20
5000 m/z 280.20 41.72%
115.0
63.0
o) Y R N D UMM
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #38374: Naphthalene, 1,6, 7-trimethyl- s B e et
170.0 19.60 19.80 20.00 20.20
m/z 57.00 34.76%
5000

:

27.0 76.0 128.0
0 Ll Ll bda L4 U.J\ "
— e

| T I T I
m/z--> 0 50 100 150 200 250 300 350 400 450 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050117\
Data File : BG026843.D

Aca On : 2 May 2017 14:51

Operator : SJ/MA

Sample : 12850-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG042717 .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 15 Retene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
20.17 4.11 ng/ul 451566 Chrysene-di12 21.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Retene 234 C18H18 000483-65-8 99
2 Retene 234 C18H18 000483-65-8 95
3 2-Isopropvl-10-methvlphenanthrene 234 C18H18 066552-97-4 94
4 Retene 234 C18H18 000483-65-8 87
5 Retene 234 C18H18 000483-65-8 78
Abundance Scan 2907 (20.168 min): BG026843.D (-2904) (-) m/z 219.10 100.00%
219.1
5000
102.0 j NS SO BN BN I
178. 19.80 20.00 20.20 20.40
opr 830 i 14005 P flal 2801 3481 4090 4604 | 177 534.10  59.48%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #89260: Retene
219.0
5000
19.80 20.00 20.20 20.40
m/z 204.00 37.14%
1020 4g ‘
0 |2|7|0| |6|4.|0| \I‘IHM\I‘}?IQ'IQI.\I\\‘I.‘FI“\IU BN B i i o o e e
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
219.0
19,80 20.00 20.20 2040
5000 m/z 203.00 27 .80%
1020139017&0
O
miz--> 0 55 160 1%0 260 2%0 360 3%0 460 4%0 '
Abundance #89274: 2-1sopropyl-10-methylphenanthrene e AR A ER RN
219. 19.80 20.00 20.20 20.40
m/z 189.00 23.37%
ol 630 10201301780 |
miz--> 0 5'0 1(')0 1&'30 200 251,0 3(')0 3&1;0 4(')0 4&'30 ' 19.|80 20.'00 20.'20 20.'40 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050117\
Data File : BG026843.D

Aca On : 2 May 2017 14:51

Operator : SJ/MA

Sample : 12850-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG042717 .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 16 Phthalic acid, 2-fluorobenz... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

20.64  5.66 ng/ul 621658  Chrysene-diz 21.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Phthalic acid. 2-fluorobenzvl bu... 330 C19H19F04

4 Phthalic acid. isobutyl 2-methvl... 312 C19H2004

1000371-07-1 72
2 Phthalic acid. 1-(3-bromophenvl)... 460 C24H29Br04 1000377-88-1 72
3 Phthalic acid. 1-(2.4-dichloroph... 436 C23H26C1204 1000322-80-0 64
1000314-95-7 59

5 Benzyl butyl phthalate 312 C19H2004 000085-68-7 58
Abundance Scan 2987 (20.638 min): BG026843.D (-2981) (-) m/z 149.00 100.00%
149.0
91.0
5000
206.0 " 20.40 20.60 20.80 21.00
41.0 : : : :
obrrplaa bl l. o er0-L 3332 889.34303  S07.4 m/z 91.00 69.29%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #169175: Phthalic acid, 2-fluorobenzyl butyl ester
149.0
5000 LIS L L L L LB
20. 40 20 60 20. 80 21. OO
o 104.0 206.0 m/z 206.00 17.76%
. 256 0
SN A N e -
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
149.0
e e R,
20.40 20.60 20.80 21.00
5000 m/z 104.00 15.42%
104.0
oL B0 1900 2620 3379
R e a0 e B e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #223681: Phthalic acid, 1-(2,4-dichlorophenyl)ethyl heptyl...
149.0 20.40 20.60 20.80 21.00
m/z 65.00 13.15%
5000
248.0
0 5101020, ‘h;g O | 300 401.0
R B B e B Wy e e
m/z--> 50 100 150 200 250 300 350 400 450 500 20. 40 20 60 20. 80 21. OO

SOM-EPA-BG042717 .M Wed May 03 17:52:36 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050117\
Data File : BG026843.D

Aca On : 2 May 2017 14:51

Operator : SJ/MA

Sample : 12850-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG042717 .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 17 unknown-05 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
21.25 3.30 ng/ul 362384 Chrysene-di12 21.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Fluorobenzoic acid. 2-ethvlcvc... 250 C15H19F02 1000279-04-9 22
2 2(1H)-Pentalenone. hexahvdro-4-i... 250 C8H1110 077070-56-5 14
3 1.4-Cvclohexadiene. 3.3.6.6-tetr... 192 C14H24 078578-89-9 11
4 (5a.alpha..9a.beta..9b.beta.)-5.... 234 C15H2202 002326-89-8 10
5 Bioallethrin 302 C19H2603 000584-79-2 10
Abundance Scan 3091 (21.249 min): BG026843.D (-3089) (-) m/z 95.00 100.00%
9g. 20B.1
163.1
5000
43. 316.2
2711 2051 a714sins " 7100 21120 7140 2160
(o} m/z 203.10 99.31%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #102313: 3-Fluorobenzoic acid, 2-ethylcyclohexyl ester
123.0
5000 81 L BRI LU B BUR
: mmmmmmmm
m/z 109.00 92 .29%
29?
O.WUMWMN,M..,”.. e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
81.0 123.0
" 21.00 21.20 21.40 21.60
5000 m/z 81.00 86.13%
39.0
Oty RO702070290
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54706: 1,4-Cyclohexadiene, 3,3,6,6-tetraethyl- B Al EREEEEETS S
163.0 21.00 21.20 21.40 21.60
107.0 m/z 123.10 85.32%
50001 29.0
o JJWWu.L.ﬁ..“... s B B B R Ama R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2100 2120 2140 2160
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050117\
Data File : BG026843.D

Aca On : 2 May 2017 14:51

Operator : SJ/MA

Sample : 12850-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG042717 .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 18 Cholestane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
25.10 16.77 ng/ul 2794000 Perylene-di12 24 .77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholestane 372 C27H48 000481-21-0 53
2 6-1sopropenvl-4.8a-dimethvl-4a.5... 218 C15H220 086917-79-5 43
3 Anthracene. 9-dodecvltetradecahy... 360 C26H48 055401-75-7 27
4 Coprostane 372 C27H48 000481-20-9 22
5 Anthracene, 9-cyclohexyltetradec... 274 C20H34 055255-70-4 16
Abundance Scan 3746 (25.097 min): BG026843.D (-3736) (-) m/z 217.10 100.00%
95.0 149.1 217.1 /\/\K’/\J/\—/\
55.0
5000
371.3 LN R BN BN
276.1 24.80 25.00 25.20 25.40
ol 331.2 l 429.2 484.1 534.3 m/z 95.00 86 76%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #198474: Cholestane
217.0
372.0
5000 U UL BRI DU
55.0 95.0 149.0 24.|80 25.'00 25.'20 25.'40 !
m/z 149.10 83.42%
262.0
o 315.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
95.0
24.80 25.00 25.20 25.40
5000/ 41.0 218.0 m/z 81.00 66.19%
135.0,4¢
e S L L B L WL WL B I W
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #190938: Anthracene, 9-dodecyltetradecahydro- R e R B
191.0 24.80 25.00 25.20 25.40
95.0 m/z 109.10 63.41%
135.0
o h “\ J (|, | 264030 3600
m/z--> 5'0 1(')0 1&'30 200 251,0 3(')0 350 4(')0 4%0 5(')0 ! 24.|80 25.'00 25.'20 25.'40 !
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050117\
Data File : BG026843.D

Aca On : 2 May 2017 14:51

Operator : SJ/MA

Sample : 12850-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG042717 .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 19 unknown-06 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
25.76 4.17 ng/ul 694248 Perylene-di12 24 .77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Hexen-1-ol. 5-methvl-2-(1-meth... 154 C10H180 000498-16-8 46
2 Cvclohexanone. 3.5-dimethvl-. cis- 126 C8H140 007214-52-0 38
3 Cvclopentane. 1-butvl-2-ethvl- 154 C11H22 072993-32-9 35
4 Cvclohexane. 2.4-diethvl-1-methvl- 154 C11H22 061142-70-9 35
5 Cyclooctanemethanol 142 C9H180 003637-63-6 35
Abundance Scan 3859 (25.761 min): BG026843.D (-3848) (-) m/z 69.00 100.00%
69.0
5000
L DN BRI SUNIG U
179.1 231 2272 1 25.40 25.60 25.80 26.00
obrrrded il ” ; ,L‘ L im0 3984405 S04 ' "m/z 125.10  70.15%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #26906: 4-Hexen-1-ol, 5-methyl-2-(1-methylethenyl)-, (R)-
69.0
5000 L B DL UL B
%m%m%m%m
1110 m/z 55.00 63.22%
0"ﬂL“Hddwhﬁlh%ﬁﬁq"l"" N N S S L S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
69.0
25.40 25.60 25.80 26.00
5000 m/z 83.00 52.48%
1 N‘W\A/W“/\\,/\W“
e L L B L B BN I L B SR
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #27081: Cyclopentane, 1-butyl-2-ethyl- A E B o
69.0 25.40 25.60 25.80 26.00
m/z 57.00 50.91%
5000
111.0
27.
m/z--> 50 100 150 200 250 300 350 400 450 500 25. 40 25 60 25. 80 26. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050117\
Data File : BG026843.D

Aca On : 2 May 2017 14:51

Operator : SJ/MA

Sample : 12850-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG042717 .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 20 3-Bromo-5-ethoxy-4-hydroxyb... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
26.03 6.26 ng/ul 1043480 Perylene-d12 24.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Bromo-5-ethoxv-4-hvdroxvbenzal ... 244 C9H9Br03 003111-37-3 78
2 Stiamastane 400 C29H52 000601-58-1 64
3 I1-(5-Trifluoromethvl-1H-pvrazol... 248 C11H15F3N20 212615-86-6 32
4 Pvran-4-carbonitrile. 4-(4-metho... 217 C13H15N0O2 1000311-02-5 27
5 Pyrimidin-2-amine, 4-methyl-6-(2... 218 C10H10N4S 283171-79-9 25
Abundance Scan 3905 (26.032 min): BG026843.D (-3896) (-) m/z 217.15 100.00%
21y.2
149.1
109.1
5000 .. Ah\hu,wvw\m#/\\hﬁﬂwm*mﬂffm
290.2 %83 ' 25:80 26.00 26.20 26.40
0 wﬁ*ﬁ#&ﬁfﬁ% m/z 149.10 65.81%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #97770: 3-Bromo-5-ethoxy-4-hydroxybenzaldehyde
51.0 217.0
5000 LRI UL UL UM B
25.80 26,00 26.20 26.40
107.0 00 m/z 109.05 57 .50%
Ollﬂl\ \‘L MH h\lhh ....‘lluuuuu L B e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43.0 217.0 o e
1490 25.80 26.00 26.20 26.40
5000 109.07 m/z 95.00 49_77%
400.0
290.0 3430
O T I e o e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #100126: [1-(5-Trifluoromethyl-1H-pyrazol-3-yl)-cyclohexyl... L e
149.0 217.0 25.80 26.00 26.20 26.40
m/z 218.10 43.16%
so00] °50
101.0
0 T e
m/z--> 50 100 150 200 250 300 350 400 450 500 25.80 26,00 26.20 26.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050117\
Data File : BG026843.D

Aca On : 2 May 2017 14:51

Operator : SJ/MA

Sample : 12850-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG042717 .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 21 unknown-07 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
26.48 21.65 ng/ul 3607080 Perylene-di12 24 .77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 41
2 2H-1.2.3-Triazole-4-carboxaldehy... 191 C9H6FN30 051306-43-5 38
3 Anthracene. 9-butvltetradecahvdro- 248 C18H32 055133-89-6 27
4 Anthracene. 9-cvclohexvltetradec... 274 C20H34 055255-70-4 27
5 5-(p-Aminophenyl)-2-thiazolamine 191 C9HON3S 090349-87-4 18
Abundance Scan 3981 (26.478 min): BG026843.D (-3971) (-) m/z 191.10 100.00%
1901
95.0
5000
55.
° 56120 26140 26,60 26,30 |
383.3 . : . .
o 235.1 298.1341.1 429.1  496.4536.4 m/z 95.00 55 81%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #211535: 28-Nor-17.beta.(H)-hopane
191.0
5000 R AR AU AR
109.0 26. 20 26. 40 26 60 26. 80
398.0 m/z 123.10 48 .20%
m 260.0 350 |
0"|"'w"“ “h'“'"'|“"|"jw""|“"|"“|'
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
191.0
109.0 A
26.20 26.40 26.60 26.80
5000 m/z 81.00 48 .13%
57.0
e S L L L L UL I I B B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #100931: Anthracene, 9-butyltetradecahydro- B A BRREEEE S
95.0 191.0 26.20 26.40 26.60 26.80
41.0 m/z 177.10 43.67%
5000
J l 248.0
135.0
0'{|““'F'Mh#'ﬂ N DAL SR UL SR B B HSRURLR BN SR SUNR
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\BG050117\
Data File : BG026843.D

Aca On : 2 May 2017 14:51

Operator : SJ/MA

Sample : 12850-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG042717 .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 22 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
27.16 5.01 ng/ul 834742 Perylene-d12 2477
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl- 184 C13H28 001560-97-0 78
2 Heptadecane. 3-methvl- 254 C18H38 006418-44-6 60
3 Hexadecane. 3-methvl- 240 C17H36 006418-43-5 53
4 Heptadecane 240 C17H36 000629-78-7 53
5 Hexacosane 366 C26H54 000630-01-3 53
Abundance Scan 4097 (27.160 min): BG026843.D (-4090) (-) m/z 57.00 100.00%
51.0
2531 383.4 26.80 27.00 27.20 27.40
ob A L 299.1340.1 457.4 508.3 n/z 71.00 74429
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #48854: Dodecane, 2-methyl-
7.0
5000 AL R UL UL
26.80 27.00 27.20 27.40
9.0 141.0 m/z 85.05 54 _.05%
oﬁ?ﬁtkyﬂﬁndﬂu.ﬂ B e
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
26.80 27.00 27.20 27.40
5000 m/z 43.05 45_.14%
99.0 225.0
0 S 0183 0 MMW/M
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94351: Hexadecane, 3-methyl- L B
57.0 26.80 27.00 27.20 27.40
m/z 55.00 35.18%
o ‘ 9.0 1‘4:‘[.0 21:‘[ .0
mz-> 0 50 100 150 200 250 300 350 400 450 500 26.80 27.00 27.20 27.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050117\
Data File : BG026843.D

Aca On : 2 May 2017 14:51

Operator : SJ/MA

Sample : 12850-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG042717 .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 23 28-Nor-17.alpha.(H)-hopane Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
27.58  24.32 ng/ul 4051940  Perylene-d12 24.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 28-Nor-17.alpha.(H)-hopane 308 C20H50 053584-60-4 56

.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220
1-(2.6.6-trimeth... 206 C14H220 000127-43-5 43

090349-87-4 38

1000195-40-9 47

-(p-Aminophenv)-2-thiazolamine 191

CO9HONIS

12
2 2
3 1-Penten-3-one.
4 5
51

-Penten-3-o0one,

1-(2,6,6-trimeth... 206 C14H220

000127-43-5 35

Abundance Scan 4169 (27.583 min): BG026843.D (-4156) (-) m/z 191.05 100.00%
191.1
5000 95.0 [
55. 37.1 R e e AREEEEa s
27.20 27.40 27.60 27.80
231.1 397.4
o 273.1314.1357.1 449.4 512.2 m/z _95.00 48.02%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #211536: 28-Nor-17.alpha.(H)-hopane
191.0
5000 [TT I [Trrr[rTrrr[rrrr[r1
109.0 27.20 27.40 27.60 27.80
355.0 m/z 81.00 36.83%
Lo | o smome
0 ,, D P i E N ——
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
191.0
I e S ]
27.20 27.40 27.60 27.80
5000 m/z 69.00 33.51%
43.0 149.0
91.0
e L o B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #66146: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl) A REEEs EEa S
191.0 27.20 27.40 27.60 27.80
m/z 123.05 29.20%
5000 57.0
107.0149.0
R B e N — i -
m/z--> 50 100 150 200 250 300 350 400 450 500 27. 20 27. 40 27 60 27. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050117\
Data File : BG026843.D

Aca On : 2 May 2017 14:51

Operator : SJ/MA

Sample : 12850-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG042717 .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 26 _beta.-iso-Methyl ionone Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
29.26 4._.20 ng/ul 700440 Perylene-di12 24 .77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 81
2 Baccharane 414 C30H54 036441-74-4 46
3 Pvridol3.4-dlpvridazin-1(2H)-one... 191 C8H9N50 1000263-69-7 38
4 5-(p-Aminophenvl)-2-thiazolamine 191 C9HON3S 090349-87-4 35
5 2,4,7-Pteridinetriamine, 6-methyl- 191 C7HON7 017539-50-3 30

Abundance Scan 4454 (29.257 min): BG026843.D (-4445) (-) m/z 191.10 100.00%
191.1
95.0
5000 55.0
37.1
2441 pgoq 3401  ML4 oo 29.00 29.20 29.40 29.60
0 m/z 95.00 58.12%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #66096: .beta.-iso-Methyl ionone
191.0
5000/28.0 LB I
29.00 29.20 29.40 29.60
95,0 1350 m/z 81.00 52.68%
0 ‘ “ " \‘ “\ ‘h‘ ‘L L ‘ il .
T T T e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
191.0
69.0 R B A M e
29.00 29.20 29.40 29.60
5000 123.0 414.0 m/z 69.00  38.96%
329.0
o 233.0 275.0 369.0
L i o e LI e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #53997: Pyrido[3,4-d]pyridazin-1(2H)-one, 4,5-diamino-7-me... L B A e
191.0 29.00 29.20 29.40 29.60
m/z 123.00 38.84%
42.0
5000 91.0
133.0
0‘ —|—v—v—v—v—|—v—v—v—v—rv—v—v—v—rv—v—v—v—|—v—v—rv—|—v—v—v—v—|—rv—r III|IIII|IIII|IIII|IIII
m/z--> 50 100 150 200 250 300 350 400 450 500 29.00 29.20 29.40 29.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050117\
Data File : BG026843.D

Aca On : 2 May 2017 14:51

Operator : SJ/MA

Sample : 12850-21

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG042717 .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 27 unknown-08 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
29.83 7.72 ng/ul 1285700 Perylene-di12 24 .77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridol3.4-dlpvridazin-1(2H)-one... 191 C8H9N50 1000263-69-7 41
2 .beta.-i1so-Methyl i1onone 206 C14H220 1000285-40-2 38
3 Anthracene. 9-dodecvltetradecahy... 360 C26H48 055401-75-7 37
4 2-Amino-4-methvl-6-(2-thienvDpv... 191 C9HIN3S 026963-43-9 35
5 2-Fluoro-5-trifluoromethylbenzoi... 390 C21H30F402 1000338-62-5 35
Abundance Scan 4551 (29.827 min): BG026843.D (-4540) (-) m/z 191.10 100.00%
191.1
5000
95.0
> B " 20.60 29.80 30.00 30.20
231.2 : . : :
o 273.1 3351 397.3438.3480.4 526.6 n/z 95.05 30 80%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #53997: Pyrido[3,4-d]pyridazin-1(2H)-one, 4,5-diamino-7-me...
191.0
42.0
5000 LR UL BRI BN B
91.0 29'60 29.80 30.00 30.20
‘ ]330 m/z 69.00 25.97%
ok \m\‘h“‘hh\‘\\‘mm‘\ T
m/z--> 150 200 250 300 350 400 450 500
Abundance
191.0
" 20.60 29.80 30.00 30.20
5000/28.0 m/z 81.00 25.12%
950 1350
e L S S L B I WL B B I
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #190938: Anthracene, 9-dodecyltetradecahydro- e RARREEE RS
191.0 29.60 29.80 30.00 30.20
95.0 m/z 109.00 22.83%
50001 43.0
1350
o w h \L L L, | 264030 9500
m/z--> 5'0 1(')0 1&'30 200 25'30 300 3&'30 4(')0 4&'30 5(')0 29. 60 29. 80 30. 00 30. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050117\
Data File : BG026843.D

Acq On : 2 May 2017 14:51

Operator : SJ/MA

Sample - 12850-21

Misc :

ALS Vial : 40 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]
(DEL) Alkane: Cyc... 12.09 3.0 ng/ul 245867 2 10.81 1643010 20.0
4-Trifluoroacetox... 14.39 2.3 ng/ul 269175 3 14.62 2384730 20.0
unknown-01 14.95 2.2 ng/ul 261396 3 14.62 2384730 20.0
(DEL) Alkane: Str... 15.86 4.3 ng/ul 510650 3 14.62 2384730 20.0
(DEL) Alkane: Cyc... 16.20 2.9 ng/ul 319837 4 17.36 2194070 20.0
(DEL) Alkane: Str... 16.34 10.9 ng/ul 1198580 4 17.36 2194070 20.0
(DEL) Alkane: Cyc... 16.70 5.0 ng/ul 542997 4 17.36 2194070 20.0
(DEL) Alkane: Str... 17.16 8.1 ng/ul 892473 4 17.36 2194070 20.0
unknown-02 18.18 3.9 ng/ul 427985 4 17.36 2194070 20.0
n-Hexadecanoic acid 18.24 2.3 ng/ul 255075 4 17.36 2194070 20.0
1H-Indene, 2,3-di... 18.39 2.6 ng/ul 288097 4 17.36 2194070 20.0
unknown-03 18.65 2.8 ng/ul 310618 4 17.36 2194070 20.0
Anthracene, 9-dod... 19.19 3.7 ng/ul 401963 4 17.36 2194070 20.0
unknown-04 19.97 3.6 ng/ul 400720 5 21.61 2195580 20.0
Retene 20.17 4.1 ng/ul 451566 5 21.61 2195580 20.0
Phthalic acid, 2-... 20.64 5.7 ng/ul 621658 5 21.61 2195580 20.0
unknown-05 21.25 3.3 ng/ul 362384 5 21.61 2195580 20.0
Cholestane 25.10 16.8 ng/ul 2794000 6 24.77 3331540 20.0
unknown-06 25.76 4.2 ng/ul 694248 6 24.77 3331540 20.0
3-Bromo-5-ethoxy-... 26.03 6.3 ng/ul 1043480 6 24.77 3331540 20.0
unknown-07 26.48 21.6 ng/ul 3607080 6 24.77 3331540 20.0
(DEL) Alkane: Str... 27.16 5.0 ng/ul 834742 6 24.77 3331540 20.0
28-Nor-17.alpha.(... 27.58 24 _.3 ng/ul 4051940 6 24.77 3331540 20.0
-beta.-iso-Methyl... 29.26 4.2 ng/ul 700440 6 24.77 3331540 20.0
unknown-08 29.83 7.7 ng/ul 1285700 6 24.77 3331540 20.0
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