LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081216\
Data File : BG023672.D
Acq On : 13 Aug 2016 1:22 Instrument :
Operator : UM/SJ (B.‘,'I\!A_(t;S ol

- - lentosampleld :
3?22'6 : H4385-17 P003-SS001-0002-01
ALS Vial : 26 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG080416 .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 3.478 106 109 114 rVB3 24103 36968 0.84% 0.060%
2 4.007 196 199 203 rBV4 9832 15068 0.34% 0.025%
3 4.524 285 287 292 rVB5 6393 6844 0.16% 0.011%
4 5.041 371 375 379 rvVB6 4408 6011 0.14% 0.010%
5 5.182 393 399 402 rBV3 21717 35548 0.81% 0.058%
6 6.715 656 660 661 rBv4 5196 7711 0.18% 0.013%
7 7.267 744 754 767 rBV 527351 973331 22.20% 1.591%
8 7.426 775 781 792 rVB 411010 682949 15.58% 1.116%
9 7.514 792 796 801 rBvVS8 5256 9168 0.21% 0.015%
10 7.643 808 818 826 rBV 493455 900435 20.54% 1.472%
11 8.113 891 898 907 rBV 402913 696524 15.89% 1.138%
12 8.419 946 950 952 rBv4 4960 8501 0.19% 0.014%
13 8.483 958 961 966 rvB7 5574 9501 0.22% 0.016%
14 8.642 983 988 990 rBv4 3903 6496 0.15% 0.011%
15 8.830 1012 1020 1028 rBV2 647142 1164872 26.57% 1.904%
16 9.200 1080 1083 1084 rBV3 5333 6248 0.14% 0.010%
17 9.294 1090 1099 1107 rBV 517161 945549 21.57% 1.545%
18 9.400 1113 1117 1126 rBVv4 39771 74357 1.70% 0.122%

19 10.022 1212 1223 1233 rBV 500255 891641 20.34% 1.457%
20 10.574 1308 1317 1326 rBV 736838 1366305 31.16% 2.233%

21 10.950 1373 1381 1387 rBV 601925 1121168 25.57% 1.833%

22 11.003 1387 1390 1395 rVVv3 25311 41208 0.94% 0.067%
23 11.091 1398 1405 1421 rVV 568004 1131499 25.81% 1.849%
24 11.332 1442 1446 1450 rBV6 4625 6950 0.16% 0.011%
25 11.555 1482 1484 1489 rBvV4 5088 7294 0.17% 0.012%
26 11.749 1512 1517 1519 rBV3 8480 13108 0.30% 0.021%
27 12.431 1628 1633 1635 rBV5 8577 10463 0.24% 0.017%
28 12.478 1637 1641 1643 rVB5 6183 7948 0.18% 0.013%
29 12.536 1646 1651 1658 rBV5 18524 33433 0.76% 0.055%
30 12.613 1658 1664 1669 rVB 22994 42254 0.96% 0.069%
31 12.660 1669 1672 1676 rBV5 5665 8358 0.19% 0.014%
32 12.754 1685 1688 1691 rVB5 5532 7802 0.18% 0.013%
33 12.830 1696 1701 1707 rBVZ2 29726 46629 1.06% 0.076%
34 12.930 1714 1718 1721 rBV5 4934 6591 0.15% 0.011%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081216\
Data File : BG023672.D
Acq On : 13 Aug 2016 1:22 Instrument :
Operator : UM/SJ (B.‘,'I\!A_(t;S ol

- - lentosampleld :
3?22'6 : H4385-17 P003-SS001-0002-01
ALS Vial : 26 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080416 .M

Title = SVOA CALIBRATION

35 13.130 1748 1752 1754 rBV4 7358 10703 0.24% 0.017%
36 13.277 1775 1777 1781 rBV5 6285 9521 0.22% 0.016%
37 13.365 1790 1792 1799 rVB3 10615 17859 0.41% 0.029%
38 13.658 1837 1842 1846 rVB 38979 61230 1.40% 0.100%
39 13.817 1864 1869 1871 rBV5 6482 9370 0.21% 0.015%
40 13.958 1885 1893 1900 rBV7 23562 56724 1.29% 0.093%
41 14.105 1912 1918 1922 rBV2 41855 74492 1.70% 0.122%

42 14.181 1922 1931 1935 rVV 1575819 2273095 51.84% 3.715%
43 14.228 1935 1939 1946 rVB 1032408 1498033 34.17% 2.449%
44 14.340 1955 1958 1962 rBV4 17793 22953 0.52% 0.038%
45 14.410 1968 1970 1973 rBV4 5514 7551 0.17% 0.012%

46 14.481 1975 1982 1994 rBV 1609264 2700088 61.58% 4.413%
47 14.651 2007 2011 2016 rVB3 21784 28919 0.66% 0.047%
48 14.786 2024 2034 2041 rBV2 1044107 1776728 40.52% 2.904%
49 14.851 2041 2045 2051 rvB2 101318 160898 3.67% 0.263%
50 14.916 2052 2056 2057 rBV3 10151 10638 0.24% 0.017%

51 15.004 2065 2071 2086 rBV 605391 1277560 29.14% 2.088%
52 15.180 2099 2101 2109 rVB2 70742 117482 2.68% 0.192%

53 15.262 2110 2115 2119 rVB3 48062 72242 1.65% 0.118%
54 15.397 2134 2138 2144 rVB4 42679 70732 1.61% 0.116%
55 15.456 2144 2148 2153 rBV3 28862 41433 0.94% 0.068%
56 15.568 2162 2167 2170 rBvV4 33759 71705 1.64% 0.117%
57 15.609 2170 2174 2179 rVB2 86180 118851 2.71% 0.194%
58 15.662 2179 2183 2188 rBV5 27415 50194 1.14% 0.082%

59 15.785 2194 2204 2210 rBV 2258215 3415284 77.89% 5.582%
60 15.838 2210 2213 2219 rVB 111351 164324 3.75% 0.269%

61 15.914 2220 2226 2232 rBV 737872 1101029 25.11% 1.800%

62 16.284 2285 2289 2296 rVB4 34124 62451 1.42% 0.102%
63 16.478 2317 2322 2324 rBV 112446 164606 3.75% 0.269%
64 16.825 2377 2381 2382 rBV3 47810 52883 1.21% 0.086%

65 17.207 2442 2446 2453 rVB2 77778 135127 3.08% 0.221%

66 17.271 2454 2457 2463 rBV2 98575 139529 3.18% 0.228%
67 17.371 2470 2474 2479 rVB2 94219 146905 3.35% 0.240%
68 17.424 2479 2483 2487 rBV 122798 172438 3.93% 0.282%
69 17.489 2490 2494 2498 rBV5 58210 81474 1.86% 0.133%
70 17.553 2499 2505 2509 rBV 1406517 2214245 50.50% 3.619%

71 17.594 2509 2512 2517 rVB 1475467 2173621 49.57% 3.553%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081216\
Data File : BG023672.D
Acq On : 13 Aug 2016 1:22 Instrument :
Operator : UM/SJ ?.‘,'I\!A_(t;S ol

- - lentosampleld :
a?ggle : H4385-17 P003-SS001-0002-01
ALS Vial : 26 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method
Title

= Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080416 .M

= SVOA CALIBRATION

72 17.653 2517 2522 2527 rBV2 2205112 3465739 79.04% 5.665%
73 17.964 2571 2575 2580 rVB 135658 216360 4._.93% 0.354%
74 18.141 2601 2605 2613 rVB 146549 241301 5.50% 0.394%
75 18.299 2625 2632 2638 rBV3 86818 242115 5.52% 0.396%

76 18.364 2639 2643 2649 rVV3 173483 274188 6.25% 0.448%
77 18.429 2649 2654 2659 rvv2 886008 1461667 33.34% 2.389%
78 18.481 2659 2663 2670 rVvV 555096 876437 19.99% 1.433%
79 18.558 2673 2676 2682 rVV2 84345 151351 3.45% 0.247%
80 18.622 2682 2687 2692 rVV3 487057 1021231 23.29% 1.669%

81 18.663 2692 2694 2699 rVB2 328814 411251 9.38% 0.672%
82 18.928 2735 2739 2743 rBV 233508 344238 7.85% 0.563%
83 18.975 2744 2747 2754 rVB4 259295 417433 9.52% 0.682%
84 19.222 2786 2789 2793 rVB 214791 253197 5.77% 0.414%
85 19.263 2793 2796 2803 rVB3 161370 233304 5.32% 0.381%

86 19.345 2805 2810 2814 rBV 560325 877420 20.01% 1.434%
87 19.492 2830 2835 2840 rBV6 211071 458116 10.45% 0.749%
88 19.609 2850 2855 2861 rVB 2417139 3716961 84.77% 6.075%
89 19.697 2867 2870 2876 rVvB4 201290 357407 8.15% 0.584%
90 19.950 2907 2913 2915 rBV2 2856368 4384518 100.00% 7.166%

91 19.979 2916 2918 2924 rVV 2676679 3127238 71.32% 5.111%
92 20.044 2925 2929 2934 rVB 320874 473912 10.81% 0.775%
93 20.767 3049 3052 3056 rBV 356252 431917 9.85% 0.706%
94 20.814 3057 3060 3072 rVB2 323658 583956 13.32% 0.954%
95 21.877 3234 3241 3246 rBV2 1755778 4355669 99.34% 7.119%

96 21.930 3247 3250 3261 rVB 1159110 1912431 43.62% 3.126%

Sum of corrected areas: 61181006
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_G\DATA\BG081216\

BG023672.D

13 Aug 2016 1:22

UM/SsJ

H4385-17

26 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080416 .M
SVOA CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

P003-SS001-0002-01

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0!

Time-->  3.00

TIC: BG023672.D

401 452 5648 6.71 lll l ‘L
400 450 500 550 6.00 650 7.00 750 8.00 850 9.00

3.48

0.20

3.50

9.50 10.00 10.50 11.00 11.50 12.00 12.50

1 11-3-5

|

102088

Abundance
3000000

2500000

2000000

1500000

1000000

500000

| 8931432863160

TIC: BG023672.D

15.79 17.65

v A\
T T T T T T T T TT T T T T

21.88

Lo, ol

O'rry
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
3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BG023672.D

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\BG081216\

Data File : BG023672.D

Acg On : 13 Aug 2016 1:22

Operator : UM/SJ

ﬁ?ggle i H4385-17 P003-SS001-0002-01
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080416 .M
SVOA CALIBRATION

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

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

Peak Number 1 Hexanoic acid, 2-ethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.

9.40 2.14 ng/ul 74357 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 64
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 45
3 L(-)-Fucose, tetramethyl ether 220 C10H2005 1000332-75-0 43
4 6-(Methylthio)hex-5-en-3-ol 146 C7H140S 053634-85-8 40
5 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 40

Abundance Scan 1117 (9.400 min): BG023672.D (-1113) (-) m/z 73.05 100.00%
73
5000
41 \ 115
H 340 9.00 9.20 9.40 9.60 9.80
...MJL!wﬂ.hufﬁ?¥@.,?P..Fq1.@f...:,.?E??ﬁ m/z 88.05 73.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #20862: Hexanoic acid, 2-ethyl-
73
5000
41 9.00 9.20 9.40 9.60 9.80
101 m/z 57.10 29.34%
a0l Wil j,M}%9,| N
m/z--> 50 100 150 200 250 300 350 400
Abundance
88
9.00 9.20 9.40 9.60 9.80
5000 57 m/z 87.05 25.06%
29 116
144
m/z--> 50 100 150 200 250 300 350 400
Abundance #76816: L(-)-Fucose, tetramethyl ether
88 9.00 9.20 9.40 9.60 9.80
m/z 41.05 23.90%
5000
45
?-5| k Illeﬁlll . ‘I]-%I‘QI]-ISIS]I'7I6I EREm — T
m/z--> 50 100 150 200 250 300 350 400 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG081216\

Data File : BG023672.D

Acg On : 13 Aug 2016 1:22

Operator : UM/SJ

ﬁ?ggle i H4385-17 P003-SS001-0002-01
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080416 .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 1-Methyldibenzothiophene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.14 2.18 ng/ul 241301 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methyldibenzothiophene 198 C13H10S 031317-07-4 90
2 Benzene, 1-methoxy-4-(phenylmeth._.. 198 C14H140 000834-14-0 72
3 Benzene, 1,1"-(1-fluoro-1,2-ethe... 198 Cl4H11F 000671-19-2 64
4 Tacrine 198 C13H14N2 000321-64-2 59
5 Dibenzothiophene, 3-methyl- 198 C13H10S 016587-52-3 58
Abundance Scan 2605 (%8.141 min): BG023672.D (-2601) (-) m/z 198.00 100.00%
198
5000
165 I A V¥ R V,% A
63 99123 1 17.80 18.00 18.20 18.40
B iyl 229 281 313337 370396 436 513 | y./77196 95  59.40%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #59730: 1-Methyldibenzothiophene
198
5000
17.80 18.00 18.20 18.40
165 m/z 165.05 26.55%
"|§%' ??"+%%$JJ'”E" DAL SARLELL UURLLELS DL SRR S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
198
17.80 18.00 18.20 18.40
5000 m/z 198.90 16.32%
121
165
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #59818: Benzene, 1,1'-(1-fluoro-1,2-ethenediyl)bis-, (E)-
198 17.80 18.00 18.20 18.40
m/z 194 .05 10.80%
5000
98
m/z--> 50 100 150 200 250 300 350 400 450 500 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081216\
Data File : BG023672.D

Acq On : 13 Aug 2016 1:22

Operator : UM/SJ

Sample - H4385-17

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG080416 .M
= SVOA CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 4-Methylnaphtho[l,2-b]thiop... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
18.30  2.19 ng/ul 242115  Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 4-Methylnaphtho[1,2-bJthiophene 198 C13H10S 067388-11-8 76

2 1-Methyldibenzothiophene 198 C13H10S 031317-07-4 59
3 Tacrine 198 C13H14N2 000321-64-2 59
4 Thioxanthene 198 C13H10S 000261-31-4 47
5 Dibenzothiophene, 3-methyl- 198 C13H10S 016587-52-3 46
Abundance Scan 2632 (18.299 min): BG023672.D (-2625) (-) m/z 198.00 100.00%
198
5000 55
o7 171
127 231 292 366 18.00 18.20 18.40 18.60
266 333 405 505535 m/z 197.00 83 . 49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59734: é;Methylnaphtho[l,2—b]thiophene
198
5000
18.00 18.20 18.40 18.60
m/z 55.05 41 .71%
99 152
N
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
198
18,00 18.20 18.40 18.60
5000 m/z 41.05 33.33%
165
63 9127
m/z--> 0 5|0 1(|)O 1é0 200 250 300 3&'30 4(|)O 45|O 5(|)O I
Abundance #59735: Tacrine T
198 18.00 18.20 18.40 18.60
m/z 43.05 28.98%
B ,Nqawf\ﬁ-va/uAJ\\4~¢vﬁf\w
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18 00 18 20 18 40 18 60 i
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG081216\

Data File : BG023672.D

Acg On : 13 Aug 2016 1:22

Operator : UM/SJ

ﬁ?ggle i H4385-17 P003-SS001-0002-01
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080416 .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 11
R.T. EstConc Area Relative to ISTD R.T.
18.36 2.48 ng/ul 274188 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propyl 1l-octadecenoate 324 C21H4002 1000336-71-7 46
2 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 44
3 Palmitoleic acid 254 C16H3002 000373-49-9 41
4 3-Tetradecene, (2)- 196 C14H28 041446-67-7 15
5 7-Tetradecene 196 C14H28 010374-74-0 11
Abundance Scan 2642 (18.358 min): BG023672.D (-2639) (-) m/z 55.10 100.00%
165 104
5000
235 281306 18.00 18.20 18.40 18.60
331338 m/z 69.05  64.43%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #164503: n-Propyl 11-octadecenoate
55
5000 AR DAL AR
18.00 18.20 18.40 18.60
1 - 265 m/z 165.00 63.63%
..,ML 138 180 093 324
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
55
18.00 18.20 18.40 18.60
5000 m/z 194.10 61.02%
83
H138165100 236
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #105669: Palmitoleic acid L o
55 18.00 18.20 18.40 18.60
m/z 41.05 44 _41%
5000
mz-> 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG081216\

Data File : BG023672.D

Acg On : 13 Aug 2016 1:22

Operator : UM/SJ

ﬁ?ggle i H4385-17 P003-SS001-0002-01
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080416 .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 1H-Cyclopropa[l]phenanthren... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.43 13.20 ng/ul 1461670 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 97
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 97
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 95
Abundance Scan 2654 (18.429 min): BG023672.D (-2649) (-) m/z 192.00 100.00%
192
5000 73
43
120 105 ' 18.20 18.40 18.60 18.80
1 227256 . . . .
0 riroo2 312 357383 445 927 ‘m/z 191.05  62.06%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #54763: 1H-Cyclopropa[l]phenanthrene, 1a,9b-dihydro-
192
5000 HRRUUARN B BN SN
18.20 18.40 18.60 18.80
165 m/z 73.05 48_.37%
27 63 96 139 \‘J
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
192
' 18.20 18.40 18.60 18.80
5000 m/z 60.00 37.09%
165
27 63 % 139
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #54746: Phenanthrene, 1-methyl- R AR REEEE u e
192 18.20 18.40 18.60 18.80
m/z 189.05 33.44%
5000

165
27 63 96 139 |
Prrprrr

|
m/z--> 50 100 150 200

=

T I I T I
250 300 350 400 450 500 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG081216\

Data File : BG023672.D

Acg On : 13 Aug 2016 1:22

Operator : UM/SJ

ﬁ?ggle i H4385-17 P003-SS001-0002-01
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080416 .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 Phenanthrene, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.48 7.92 ng/ul 876437 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
3 1H-Cyclopropa[l]phenanthrene,la, ... 192 C15H12 000949-41-7 93
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93

Abundance Scan 2663 (18.481 min): BG023672.D (-2659) (-) m/z 192.05 100.00%

192

5000

=

165
94 18.20 18.40 18.60 18.80
63 139
o‘mﬁw 220251282 323 398 35 M0 01 "m/z 191.05 59.71%

1 1 T
mz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #54743: Phenanthrene, 2-methyl-
192

5000 L A
18 20 18. 40 18 60 18 80

m/z 189.05 29.39%

165
27 63 94 139"
o B o o L A B o R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
192

18.20 18. 40 18 60 18.80

5000 m/z 190.00 18.12%
83 65
39 111139
e B L B o o e R o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 M
Abundance #54763: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro- RN EEmma e R
192 18 20 18. 40 18 60 18 80

m/z 193.00 16.36%

5000
165
27 63 9% 139 |
IIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIIIIIIIIII

m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.20 18.40 18.60 18.80

SOMO2.2-EPA-BG0O80416.M Mon Aug 15 18:50:41 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG081216\

Data File : BG023672.D

Acg On : 13 Aug 2016 1:22

Operator : UM/SJ

ﬁ?ggle i H4385-17 P003-SS001-0002-01
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080416 .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 Anthracene, 1l-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.62 9.22 ng/ul 1021230 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 90
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 60
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 60
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 55
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 55

Abundance Scan 2687 (18.622 min): BG023672.D (-2682) (-) m/z 192.05 100.00%

5000

Re=

18.20 18.40 18.60 18.80 19.00
218
243 276 328 358 408434 470499 m/z 191.05 68.60%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #54739: Anthracene, 1-methyl-
192

5000 ...................
18. 20 18 40 18. 60 18 80 19. 00

165 m/z 189.00 67 .56%

63 %6 139‘
iy 4 s d L |y &y
e e e e e e e e e
m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
192

18. 20 18 40 18. 60 18.80 19.00

5000 m/z 190.05 58.52%
82 165
39 111139
e B B o L W o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 /\/\
Abundance #54731: Anthracene, 9-methyl- R REA ara ]
192 18. 20 18 40 18. 60 18 80 19. 00

m/z 165.05 19.02%

5000
96 165
27 63 | 139 J

m/z--> 0 50 100 150 200 250 300 350 400 450 500 18. 20 18 40 18. 60 18 80 19. 00

SOMO2.2-EPA-BG0O80416.M Mon Aug 15 18:50:42 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG081216\

Data File : BG023672.D

Acg On : 13 Aug 2016 1:22

Operator : UM/SJ

ﬁ?ggle i H4385-17 P003-SS001-0002-01
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080416 .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 8 Phenanthrene, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.66 3.71 ng/ul 411251 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
4 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 90
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 90
Abundance Scan 2693 (18.658 min): BG023672.D (-2692) (-) m/z 192.05 100.00%
192
5000 /\j\/\
®., 18.40 18.60 18.80 19.00
ol 3663 j122 | | 221252 290 325355380400 am6 538 | 7 191.05 - 54.56%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54746: Phenanthrene, 1-methyl-
192
5000 UL SRR SUULAA SRR IR
18.40 18.60 18.80 19.00
m/z 94.95 17.02%
165
27 63 96 126 ‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
192
18.40 18.60 18.80 19.00
5000 m/z 165.05 16.32%
96 165
63
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54750: Phenanthrene, 2-methyl- B B B R
192 18.40 18.60 18.80 19.00
m/z 193.05 15.38%
5000
165
27 63 | h 126 " I
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.40 18,60 18.80 19.00

SOMO2.2-EPA-BG0O80416.M Mon Aug 15 18:50:43 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG081216\

Data File : BG023672.D

Acg On : 13 Aug 2016 1:22

Operator : UM/SJ

ﬁ?ggle i H4385-17 P003-SS001-0002-01
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080416 .M
SVOA CALIBRATION

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

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

Peak Number 9 5,16[1",2"]:8,13[1"",2""]-D... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.93 3.11 ng/ul 344238 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
15,16[1",27]:8,13[1"",2""]-Dibenz... 408 C32H24 005672-97-9 64
2 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 60
3 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 60
4 9-Acridinecarbonitrile 204 C14H8N2 005326-19-2 49
5 6-Cyanophenanthridine 204 C14H8N2 002176-28-5 49
Abundance Scan 2739 (18.928 min): BG023672.D (-2735) (-) m/z 204.05 100.00%
204
5000 J\
R RN
18.60 18.80 19.00 19.20
| 1 247270 826351 391 438469 503 m/z 202.05 35.79%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #215197: 5,16[1',21:8,13[1",2"]-Dibenzenodibenzo[a,g]cy...
204
5000
18.60 18.80 19.00 19.20
m/z 203.05 33.57%
39 74101 150176 | 313 408
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
204
18.60 18.80 19.00 19.20
5000 m/z 212.05 20.49%
101
50 75 150176
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #64599: Naphthalene, 2-phenyl- L UL DU B B
204 18.60 18.80 19.00 19.20
m/z 205.05 14 .15%
5000
101
51 150176
m/z--> 50 100 150 200 250 300 350 400 450 500 18.60 18.80 19.00 19.20

SOM0O2.2-EPA-BG0O80416.M Mon Aug 15 18:50:44 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG081216\

Data File : BG023672.D

Acg On : 13 Aug 2016 1:22

Operator : UM/SJ

ﬁ?ggle i H4385-17 P003-SS001-0002-01
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080416 .M
SVOA CALIBRATION

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

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

Peak Number 10 9,10-Anthracenedione Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.97 3.77 ng/ul 417433 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9,10-Anthracenedione 208 C14H802 000084-65-1 93
2 9,10-Anthracenedione 208 C14H802 000084-65-1 93
3 9,10-Anthracenedione 208 C14H802 000084-65-1 91
4 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 70
5 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 64
Abundance Scan 2746 (18.969 min): BG023672.D (-2744) (-) m/z 152.00 100.00%
1%2 180208
5000 &
SOJ 126 1860 18.80 19.00 19.20
238267 304 : : :
...v!n NIPTOVROR WL e I R m/z 208.00 99.73%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #67897: 9,10-Anthracenedione
180°%
5000 152 AUV
76 18.60 18.80 19.00 19.20
m/z 180.00 88.73%
50
- ABR J ll'%%é'ﬂ" L L UL B UL WL WL B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
180208
52
18.60 18.80 19.00 19.20
5000 76 m/z 151.05 52 .84%
50
126
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #67896: 9,10-Anthracenedione BB maE S e
152 180208 18.60 18.80 19.00 19.20
m/z 76.05 50.74%
5000 76
Sf 1T6
| b
m/z--> 50 100 150 200 250 300 350 400 450 500 18.60 18.80 19.00 19.20

SOMO2.2-EPA-BG0O80416.M Mon Aug 15 18:50:45 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG081216\

Data File : BG023672.D

Acg On : 13 Aug 2016 1:22

Operator : UM/SJ

ﬁ?ggle i H4385-17 P003-SS001-0002-01
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080416 .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 11 Phenanthrene, 3,6-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.22 2.29 ng/ul 253197 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 95
2 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 93
3 di-p-Tolylacetylene 206 C16H14 002789-88-0 93
4 Phenanthrene, 1,7-dimethyl- 206 Cl6H14 000483-87-4 93
5 Phenanthrene, 2,7-dimethyl- 206 Cl6H14 001576-69-8 90
Abundance Scan 2789 (19.222 min): BG023672.D (-2786) (-) m/z 206.05 100.00%
206
5000
63 102 152174 19.00 19.20 19.40 19.60
Ol s i b dl 236, 268 313 345374401 432 465 511 Tn7z 189.05  28.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #66266: Phenanthrene, 3,6-dimethyl-
206
5000
19.00 19.20 19.40 19.60
102 m/z 191.05 28.15%

39 P 139165 L

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

206

19.00 19.20 19.40 19.60
5000 m/z 205.05 27 .83%

39 76102 150178

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #66238: di-p-Tolylacetylene

206 19.00 19.20 19.40 19.60
m/z 207 .05 19.44%

5000

39 76102 139165 |

I T T I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00 19.20 19.40 19.60

SOMO2.2-EPA-BG0O80416.M Mon Aug 15 18:50:46 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081216\
Data File : BG023672.D

Acq On : 13 Aug 2016 1:22

Operator : UM/SJ

Sample - H4385-17

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG080416 .M
= SVOA CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 di-p-Tolylacetylene Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.

19.26 2.11 ng/ul 233304 Phenanthrene-d10 17.55

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 di-p-Tolylacetylene 206 C16H14 002789-88-0 93
2 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 91
3 [14]Annulene, 1,6:8,13-bis(metha... 206 C1l6H14 085385-68-8 87
4 1,3-Butadiene, 1,4-diphenyl-, (E... 206 C16H14 000538-81-8 83
5 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 81

Abundance Scan 2796 (19.263 min): BG023672.D (-2793) (-) m/z 206.05 100.00%
206
5000
43 70 101 165 246276 313 19.00 19.20 19.40 19.60
| 135 e 00 390 435 477 936 Tm/z 205.05  39.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #66239: di-p-Tolylacetylene
206
5000
19.00 19.20 19.40 19.60
m/z 191.05 33.07%
S i< A I
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
206
19.00 19.20 19.40 19.60
5000 m/z 189.05 32.50%
102
39 75 137165
B N B o B o o o o o o o o e B B e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #66294: [14]Annulene, 1,6:8,13-bis(methano)-, syn
206 19.00 19.20 19.40 19.60
m/z 207.00 24 .79%
5000
89 178
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19. OO 19 20 19. 40 19. 60

SOMO2.2-EPA-BG0O80416.M Mon Aug 15 18:50:47 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG081216\

Data File : BG023672.D

Acg On : 13 Aug 2016 1:22

Operator : UM/SJ

ﬁ?ggle i H4385-17 P003-SS001-0002-01
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080416 .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 13 Phenanthrene, 2,5-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.34 7.93 ng/ul 877420 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 94
2 di-p-Tolylacetylene 206 C16H14 002789-88-0 93
3 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 91
4 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 91
5 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 91
Abundance Scan 2809 (19.339 min): BG023672.D (-2805) (-) m/z 206.05 100.00%
206
5000
57 89 15315117 248 291 329356386 429458 502531 1900 1920 1840 19.90
B L m/z 191.00 50.18%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206
5000

19.00 19.20 19.40 19.60
m/z 189.05  27.60%

101 165
27 63 || 1397° |
e T e o e et BTy

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

206

19.00 19.20 19.40 19.60
5000 m/z 205.05 24 .08%

27 63 102 139165

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

Abundance #66266: Phenanthrene, 3,6-dimethyl-

206 19.00 19.20 19.40 19.60

m/z 207.05 19.15%
5000
102
39 75| 139169 | |
B o e LA e i o e e o o o R R RN E SR

m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00 19.20 19.40 19.60

SOMO2.2-EPA-BG0O80416.M Mon Aug 15 18:50:47 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG081216\

Data File : BG023672.D

Acg On : 13 Aug 2016 1:22

Operator : UM/SJ

ﬁ?ggle i H4385-17 P003-SS001-0002-01
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080416 .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 14 Cyclopenta(def)phenanthrenone Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.49 4.14 ng/ul 458116 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 78
2 Acetamide, 2-(3,4-dihydro-1-isoq... 332 C17H14F2N20S 1000270-76-1 43
3 [1,1"-Biphenyl]-4-o0l, 4"-chloro- 204 C12H9cCIO 028034-99-3 43
4 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 42
5 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 38

Abundance Scan 2835 (19.492 min): BG023672.D (-2830) (-) m/z 204.05 100.00%
204
5000 176
l 1221?O JJI 230255280308 341365 396421447 476 510 19.20 19.40 19.60 19.80
..Jpn“ e e e m/z 206.05 58.28%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #64588: Cyclopenta(def)phenanthrenone
204
5000
176 19.20 19.40 19.60 19.80
88 m/z 176.00 40.40%
62, | 122190
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
204
176 U DA RN IR
19.20 19.40 19.60 19.80
5000 m/z 205.05 25.30%
130
47 103
o1 239279 312
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #64070: [1,1'-Biphenyl]-4-ol, 4-chloro- e R B
204 19.20 19.40 19.60 19.80

m/z 191.05 23.91%
5000

139
63 1?2‘ 168
1 l l

m/z--> 50 100 150 200 250 300 350 400 450 500 19.20 19.40 19.60 19.80

SOMO2.2-EPA-BG0O80416.M Mon Aug 15 18:50:48 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG081216\

Data File : BG023672.D

Acg On : 13 Aug 2016 1:22

Operator : UM/SJ

ﬁ?ggle i H4385-17 P003-SS001-0002-01
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080416 .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 15 Phenanthrene, 2,3-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.70 3.23 ng/ul 357407 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 2,3-dimethyl- 206 C16H14 003674-65-5 50
2 Naphthalene, 1,2-dihydro-1-phenyl- 206 C16H14 016606-46-5 49
3 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 46
4 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 46
5 Naphthalene, 1,2-dihydro-4-phenyl- 206 C16H14 007469-40-1 43

Abundance Scan 2870 (19.697 min): BG023672.D (-2867) (-) m/z 206.00 100.00%

73 206

5000

284
19.40 19.60 19.80 20.00

m/z 73.05 83.73%

13 346 387411 444471 501

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #66256: Phenanthrene, 2,3-dimethyl-
206
5000 TT TT T T[T T T T[T T 1T TTT T

19.I40 19!60 19.I80 20.IOO
m/z 55.05 75.47%

Il

89
39 63 | 115139165
22 931 L1518

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
206
B B
o1 19.40 19.60 19.80 20.00
5000 128 m/z 191.00 58.58%
178
L B B AL T e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #66257: Phenanthrene, 2,5-dimethyl- R BRREE B s S e
206 19.40 19.60 19.80 20.00
m/z 57.05 53.74%
5000
26 101 165 |
m/z--> 50 100 150 200 250 300 350 400 450 500 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG081216\

Data File : BG023672.D

Acg On : 13 Aug 2016 1:22

Operator : UM/SJ

ﬁ?ggle i H4385-17 P003-SS001-0002-01
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080416 .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 16 1-(4-Methylphenyl)-4-phenyl... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.04 2.18 ng/ul 473912 Chrysene-d12 21.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-(4-Methylphenyl)-4-phenylbuta-... 220 C17H16 037985-11-8 55
2 Phenanthrene, 2,3,5-trimethyl- 220 C17H16 003674-73-5 49
3 2-Benzofurancarboxylic acid, 6-m... 220 C12H1204 1000349-99-8 46
4 9-Ethyl-10-methylanthracene 220 C17H16 019713-49-6 42
5 1,2,3,4-Tetrahydrobenzo[a]fluorene 220 C17H16 006567-09-5 38
Abundance Scan 2928 (20.038 min): BG023672.D (-2925) (-) m/z 220.05 100.00%
220
189
5000
94 19.80 20.00 20.20 20.40
63 15
2 Wl 223281310341 377 416446 484 535 | 757518 00 64.05%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #77704: 1-(4-Methylphenyl)-4-phenylbuta-1,3-diene
220
5000
128 19.80 20.00 20.20 20.40
91 m/z 189.05 53.67%
o Ll
‘PM‘LM'MNPHMFV‘"w"'w"'w"'w'"w"'w"'w
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
220
19,80 20.00 20.20 20.40
5000 m/z 205.05 50.20%
101 189
27 63 152
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #77080: 2-Benzofurancarboxylic acid, 6-methoxy-3-methyl-, ... B EEREE BE s S
220 19.80 20.00 20.20 20.40
m/z 219.05 25.31%
189
5000
89 162
l 133J
51
..erﬂﬁ.guﬁL%..L..\..“...,”..,.”.,..”,...w....“ UALNAST A A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG081216\

Data File : BG023672.D

Acg On : 13 Aug 2016 1:22

Operator : UM/SJ

ﬁ?ggle i H4385-17 P003-SS001-0002-01
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080416 .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 17 Pyrene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.81 2.68 ng/ul 583956 Chrysene-di12 21.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 95
2 Pyrene, l-methyl- 216 C17H12 002381-21-7 94
3 Pyrene, l-methyl- 216 C17H12 002381-21-7 91
4 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90
Abundance Scan 3059 (20.808 min): BG023672.D (-3057) (-) m/z 216.05 100.00%
216
5000
o 187 20.40 20.60 20.80 21.00 21.20
244 : - : : :
8o pes s éi, A 57277 313344372 409440470503 547 | s5 515 05 78.13%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74412: Pyrene, 1-methyl-
216
5000 AUV P

20.40 20.60 20.80 21.00 21.20
94 m/z 189.05 20.96%

27 63 | h122150 1§7

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

216

20.40 20.60 20.80 21.00 21.20
5000 m/z 213.05 19.20%

95
27 63 | a22150 187

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74415: Pyrene, 1-methyl- B R TS LSRR
216 20.40 20.60 20.80 21.00 21.20
m/z 94.55 17 .44%

5000

108
63 , | 150 187
e M MMM

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20 40 20. 60 20. 80 21. 00 21. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081216\
Data File : BG023672.D
Acq On : 13 Aug 2016 1:22 Instrument :
Operator : UM/SJ ?:II\!A_?S ol

- - lentosampleld :
a?ch:le : H4385-17 P003-SS001-0002-01
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080416 .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]
Hexanoic acid, 2-... 9.40 2.1 ng/ul 74357 1 8.11 696524 20.0
1-Methyldibenzoth... 18.14 2.2 ng/ul 241301 4 17.55 2214250 20.0
4-Methylnaphtho[1... 18.30 2.2 ng/ul 242115 4 17.55 2214250 20.0
unknown-01 18.36 2.5 ng/ul 274188 4 17.55 2214250 20.0
1H-Cyclopropa[l]p--. 18.43 13.2 ng/ul 1461670 4 17.55 2214250 20.0
Phenanthrene, 2-m... 18.48 7.9 ng/ul 876437 4 17.55 2214250 20.0
Anthracene, 1l-met... 18.62 9.2 ng/ul 1021230 4 17.55 2214250 20.0
Phenanthrene, 1-m... 18.66 3.7 ng/ul 411251 4 17.55 2214250 20.0
5,16[1",2"]:8,13[--.. 18.93 3.1 ng/ul 344238 4 17.55 2214250 20.0
9,10-Anthracenedione 18.97 3.8 ng/ul 417433 4 17.55 2214250 20.0
Phenanthrene, 3,6... 19.22 2.3 ng/ul 253197 4 17.55 2214250 20.0
di-p-Tolylacetylene 19.26 2.1 ng/ul 233304 4 17.55 2214250 20.0
Phenanthrene, 2,5... 19.34 7.9 ng/ul 877420 4 17.55 2214250 20.0
Cyclopenta(def)ph... 19.49 4.1 ng/ul 458116 4 17.55 2214250 20.0
Phenanthrene, 2,3... 19.70 3.2 ng/ul 357407 4 17.55 2214250 20.0
1-(4-Methylphenyl... 20.04 2.2 ng/ul 473912 5 21.88 4355670 20.0
Pyrene, l-methyl- 20.81 2.7 ng/ul 583956 5 21.88 4355670 20.0
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