LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG042717\
Data File : BG026726.D

Aca On : 27 Apr 2017 23:54

Operator : SJ/MA

Sample : 12807-07

Misc :

ALS Vial : 17 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 52 58 67 rvB 29733 47177 0.48% 0.046%
2 4.187 175 187 197 rVB 26628 54300 0.55% 0.053%
3 7.189 689 698 715 rBV 552535 1036579 10.45% 1.007%
4 7.330 715 722 733 rVB 501165 845588 8.52% 0.821%
5 7.547 750 759 771 rBV 617126 1077778 10.86% 1.047%
6 8.012 829 838 846 rBV 576590 995961 10.04% 0.967%
7 8.253 870 879 895 rBV 97602 228487 2.30% 0.222%
8 8.728 951 960 967 rBV 797246 1440440 14.52% 1.399%
9 8.787 967 970 981 rVB 60509 127894 1.29% 0.124%
10 9.169 1023 1035 1049 rBVY 579077 1032191 10.40% 1.003%
11 9.334 1055 1063 1076 rVB 8278 28173 0.28% 0.027%
12 9.892 1147 1158 1170 rBV 508295 913892 9.21% 0.888%
13 10.215 1208 1213 1222 rVB9 5604 13195 0.13% 0.013%

14 10.444 1243 1252 1274 rBV 769933 1477192 14.89%% 1.435%
15 10.808 1306 1314 1329 rVB 941415 1710627 17.24% 1.661%

16 10.943 1329 1337 1359 rBvV 723943 1444993 14.56% 1.403%

17 11.649 1447 1457 1458 rBVS8 4098 10103 0.10% 0.010%
18 12.030 1512 1522 1545 rBV 342116 708778 7.14% 0.688%
19 12.289 1561 1566 1573 rBV9 7805 14576 0.15% 0.014%
20 12.389 1579 1583 1590 rVB 16012 29425 0.30% 0.029%
21 12.600 1614 1619 1624 rVBS8 5609 12797 0.13% 0.012%
22 12.747 1637 1644 1651 rBV6 13363 28274 0.28% 0.027%
23 13.159 1706 1714 1721 rVB9 6091 14593 0.15% 0.014%
24 13.235 1721 1727 1733 rBVS 5890 10280 0.10% 0.010%
25 13.446 1754 1763 1771 rBVS 7566 20292 0.20% 0.020%
26 13.570 1778 1784 1796 rVB4 16075 44918 0.45% 0.044%
27 13.887 1831 1838 1844 rVV10 7831 20182 0.20% 0.020%
28 13.958 1844 1850 1853 rVVv8 7260 12603 0.13% 0.012%

29 14.022 1853 1861 1866 rVV 1490667 2159398 21.76% 2.097%
30 14.069 1866 1869 1878 rVB 382996 525952 5.30% 0.511%

31 14.316 1900 1911 1918 rBV 1770206 2770515 27.92% 2.691%
32 14.387 1918 1923 1931 rVB 24255 44833 0.45% 0.044%
33 14.510 1937 1944 1949 rBV2 24744 37206 0.37% 0.036%
34 14.622 1952 1963 1972 rBV2 1402312 2268043 22.86% 2.203%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG042717\
Data File : BG026726.D

Aca On : 27 Apr 2017 23:54

Operator : SJ/MA

Sample : 12807-07

Misc :

ALS Vial : 17 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

35 14.845 1988 2001 2013 rBV 299787 653624 6.59% 0.635%

36 15.133 2046 2050 2055 rBVS 10234 15286 0.15% 0.015%
37 15.409 2093 2097 2101 rBVZ2 15029 28068 0.28% 0.027%
38 15.456 2101 2105 2109 rVB2 45772 55929 0.56% 0.054%

39 15.609 2124 2131 2144 rVB 2221962 3384557 34.11% 3.287%
40 15.726 2144 2151 2158 rBVY 444080 688554 6.94% 0.669%

41 15.814 2158 2166 2187 rVV 5448960 9838805 99.15% 9.556%

42 16.008 2196 2199 2204 rBV6 10600 17638 0.18% 0.017%
43 16.073 2208 2210 2214 rVB5 8894 10560 0.11% 0.010%
44 16.179 2224 2228 2230 rBV5 6677 10171 0.10% 0.010%
45 16.314 2246 2251 2260 rBVY 379674 528323 5.32% 0.513%
46 16.660 2305 2310 2314 rBVS 15202 32627 0.33% 0.032%
47 16.766 2322 2328 2331 rBVS 13342 26797 0.27% 0.026%
48 16.807 2331 2335 2338 rBV3 24315 37682 0.38% 0.037%
49 16.842 2338 2341 2344 rVV2 24704 26851 0.27% 0.026%
50 17.101 2379 2385 2389 rBV 41915 53896 0.54% 0.052%
51 17.154 2389 2394 2399 rVB5 27752 47251 0.48% 0.046%
52 17.260 2407 2412 2417 rVB9 14701 26620 0.27% 0.026%

53 17.354 2419 2428 2438 rBV 1502938 2383504 24.02% 2.315%
54 17.453 2438 2445 2454 rVVv2 2210725 3365993 33.92% 3.269%

55 17.518 2454 2456 2465 rVB10 14145 23452 0.24% 0.023%
56 17.624 2469 2474 2478 rBVS 14173 21723 0.22% 0.021%
57 17.800 2501 2504 2506 rBV3 12944 12282 0.12% 0.012%
58 17.835 2507 2510 2515 rVB2 30726 34944 0.35% 0.034%
59 18.070 2547 2550 2553 rVB5 11593 12393 0.12% 0.012%
60 18.106 2553 2556 2562 rBVS8 12684 23539 0.24% 0.023%
61 18.235 2573 2578 2588 rBV 298474 510816 5.15% 0.496%
62 18.311 2588 2591 2594 rVvv4 30744 44469 0.45% 0.043%
63 18.364 2594 2600 2607 rVV3 105617 178411 1.80% 0.173%
64 18.429 2609 2611 2614 rVB4 12502 11173 0.11% 0.011%
65 18.464 2615 2617 2623 rVB6 25556 37984 0.38% 0.037%

66 18.552 2625 2632 2639 rBV5 84522 164853 1.66% 0.160%
67 18.640 2639 2647 2653 rVV2 666999 1001500 10.09%% 0.973%

68 18.705 2654 2658 2660 rVV5 14372 17833 0.18% 0.017%
69 18.822 2671 2678 2686 rBV 1534285 2043231 20.59% 1.985%
70 18.887 2686 2689 2693 rBV6 32685 56230 0.57% 0.055%

71 18.958 2698 2701 2708 rVB2 89265 139210 1.40% 0.135%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG042717\
Data File : BG026726.D

Aca On : 27 Apr 2017 23:54

Operator : SJ/MA

Sample : 12807-07

Misc :

ALS Vial : 17 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

72 19.093 2718 2724 2731 rBV6 56676 150311 1.51% 0.146%
73 19.151 2731 2734 2739 rBvV4 40297 59497 0.60% 0.058%
74 19.375 2767 2772 2780 rBV6 36685 91321 0.92% 0.089%

75 19.451 2781 2785 2789 rBV 129507 170544 1.72% 0.166%

76 19.504 2789 2794 2796 rBV2 176297 241551 2.43% 0.235%
77 19.539 2796 2800 2806 rVB 844557 1076688 10.85% 1.046%
78 19.733 2824 2833 2841 rBV 2337786 3485882 35.13% 3.386%
79 19.839 2848 2851 2854 rBV4 47026 69912 0.70% 0.068%
80 19.915 2859 2864 2871 rBV2 265874 387352 3.90% 0.376%

81 19.974 2872 2874 2881 rVB7 36779 54249 0.55% 0.053%
82 20.174 2901 2908 2920 rBV 6928627 9923584 100.00% 9.638%
83 20.321 2930 2933 2942 rVBS8 62764 95206 0.96% 0.092%

84 20.426 2945 2951 2971 rBV 2049269 3799501 38.29% 3.690%
85 20.573 2971 2976 2981 rVB2 291096 403219 4._.06% 0.392%

86 21.020 3043 3052 3056 rBV10 94584 318319 3.21% 0.309%
87 21.296 3078 3099 3111 rBV5 769394 4519415 45.54% 4 _.390%
88 21.607 3145 3152 3169 rVV2 2845288 5959718 60.06% 5.788%
89 21.743 3169 3175 3197 rVB 1744536 3517774 35.45% 3.417%
90 22.471 3289 3299 3335 rBV6 847180 6286911 63.35% 6.106%

91 22.865 3357 3366 3382 rBV2 2264072 5695780 57.40% 5.532%
92 23.006 3384 3390 3406 rVB 964525 2077149 20.93% 2.017%
93 23.828 3526 3530 3556 rVvB3 171508 586931 5.91% 0.570%
94 24.545 3641 3652 3667 rBV2 1261934 3727849 37.57% 3.621%
95 24.763 3679 3689 3702 rVB2 956145 2790415 28.12% 2.710%

96 28.088 4249 4255 4276 rVB7 135109 696241 7.02% 0.676%

Sum of corrected areas: 102959333
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042717\
Data File : BG026726.D

Aca On : 27 Apr 2017 23:54

Operator : SJ/MA

Sample : 12807-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

Abundance TIC: BG026726.D
7000000

6000000
5000000
4000000
3000000
2000000

1000000 8.73 10.4410"8,194

7.¥933.55 8.01 9.17 0.89
12.03
3.43 4.19 A | 825 #79 Jloss ) 102 11.65 )\ 1228916075
Shay A S

s = SEUNIIMEMESMMSSMMMEIMMITUSSHMMIS S S S K St [N I M-S S L L A

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG026726.D
7000000 20117

6000000
15.81

5000000

4000000

21.61

3000000

2000000

1000000

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG026726.D
7000000

6000000
5000000
4000000
3000000p
2000000

1000000

et

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\BG042717\
Data File : BG026726.D

Aca On : 27 Apr 2017 23:54

Operator : SJ/MA

Sample : 12807-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\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 1 Benzyl alcohol Concentration Rank 13

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

8.25 4_.59 ng/ul 228487 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzvl alcohol 108 C7H80 000100-51-6 98
2 Benzvl alcohol 108 C7H80 000100-51-6 96
3 Benzvl alcohol 108 C7H80 000100-51-6 96
4 Benzvl alcohol 108 C7H80 000100-51-6 93
5 N-carbobenzyloxy-I1-tyrosyl-1-valine 414 C22H26N206 1000126-29-3 91

Abundance Scan 879 (8.253 min): BG026726.D (-870) (-) m/z 79.00 100.00%
79.0 108.0
5000
51.0 91.0
39.0 63.0 8.00 8.20 8.40 8.60
1518 1569 m/z 108.00 85.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #5370: Benzyl alcohol
90 108.0
5000
510 8.00 8.20 8.40 8.60
' 91.0 m/z 107.00 61.10%
: 63.0 '
“&%%En?““““w“wmh'“M““ﬂ“ﬂ““r“u““r“u““r“u“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
79.0 108.0
8.00 8.20 8.40 8.60
5000 m/z 77.00 53.99%
51.0 91.0
39.0 :
15,0 270 65.0
Wﬁmmﬂmﬁmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #5369: Benzyl alcohol
79.0 108.0 8.00 8.20 8.40 8.60
m/z 51.00 21.38%
5000
51.0 91.0
A e e e M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042717\
Data File : BG026726.D

Aca On : 27 Apr 2017 23:54

Operator : SJ/MA

Sample : 12807-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 2 1,2-Benzenediol, 4-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.03 8.29 ng/ul 708778 Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenediol. 4-methvl- 124 C7H802 000452-86-8 96
2 1.2-Benzenediol. 4-methvl- 124 C7H802 000452-86-8 96
3 1.2-Benzenediol. 4-methvl- 124 C7H802 000452-86-8 94
4 1.2-Benzenediol. 3-methvl- 124 C7H802 000488-17-5 87
5 1,3-Benzenediol, 2-methyl- 124 C7H802 000608-25-3 64
Abundance Scan 1522 (12.030 min): BG026726.D (-1512) (-) m/z 124.00 100.00%
124.0
5000 80 j\\‘
51.0 107.0 11,80 12.00 1220 12.40
3740 B 149016501799 | Tz77123.00 61.92%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10429: 1,2-Benzenediol, 4-methyl-
124.0
5000 78.0 LR UL UM SO B
11.80 12.00 12.20 12.40
m/z 78.00 50.42%
270 51.0 107.0
...lu‘....“l‘..“l‘.l.‘...“l |9|3IOIIH‘III ‘...|....|....|..
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
124.0
780 1180 12.00 1220 12.40
5000 m/z 77.00 21.30%
510 107.0
27.0 93.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #10436: 1,2-Benzenediol, 4-methyl- T TR e
124.0 11.80 12.00 12.20 12.40
m/z 50.95 14 .36%
5000 78.0
51.0
27.0 ‘ ‘ 10r0
...|.“...‘l..‘M|“.”...‘|...‘.|.“... ‘...l....l....l.. R AR aar LT R
m/z--> 20 40 80 100 120 140 160 180 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042717\
Data File : BG026726.D

Aca On : 27 Apr 2017 23:54

Operator : SJ/MA

Sample : 12807-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\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 3 4-tert-Butoxystyrene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.81 86.76 ng/ul 9838810 Acenaphthene-d10 14.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-tert-Butoxvstvrene 176 C12H160 095418-58-9 50
2 1.2.4-Triazolol4.3-blpvridazine 120 C5H4N4 000274-83-9 47
3 Benzene. (ethenvloxv)- 120 C8H80 000766-94-9 40
4 1-Propanone. l-phenvl-2-phenvlam... 225 C15H15NO 042787-38-2 40
5 Ethanedione, (4-aminophenyl)phenyl- 225 C14H11NO2 031029-96-6 33
Abundance Scan 2165 (15.808 min): BG026726.D (-2158) (-) m/z 119.95 100.00%
120.0
5000 770 /L
39.0 1090 15.40 15.60 15.80 16.00 16.20
U 550 167.0 . . . . .
0 36l 1842 2031 m/z 77.00 35.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42490: 4-tert-Butoxystyrene
120.0
5000 LN DU DAL SR B
15.40 15.60 15.80 16.00 16.20
010 m/z 121.00 31.45%
150 , 4L057.0 454 77 \ 161.0177.0
rrryrrrryrrrryrrrr T T T T T T T T T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
120.0
15.40 15.60 15.80 16.00 16.20
5000 m/z 91.00 28.46%
38.0
65.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #9378: Benzene, (ethenyloxy)- T B i e R
120.0 15.40 15.60 15.80 16.00 16.20
91.0 m/z 103.00 18.35%
5000 /\\
51.0
"'ﬁiq'l'”'l'7?h""l”""'W""I”"I"”I"" LN UL DAL SR B
m/z--> 20 40 60 80 100 120 140 160 180 200 15.40 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042717\
Data File : BG026726.D

Aca On : 27 Apr 2017 23:54

Operator : SJ/MA

Sample : 12807-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.31 4.43 ng/ul 528323 Phenanthrene-d10 17.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Heptadecane 240 C17H36 000629-78-7 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2250 (16.308 min): BG026726.D (-2246) (-) m/z 57.00 100.00%

57.0
5000

N\

16.00 16.20 16.40 16.60

1131 141.0 168.1 197.1 240.2

0 m/z 71.10 63.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48835: Tridecane
57.0
5000
85.0 16.00 16.20 16.40 16.60
29.0 m/z 43.00 53.53%
\‘ ‘\ H\ - \1130 141.0 1840
T T R e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
N e e
16.00 16.20 16.40 16.60
5000 85.0 m/z 85.05 44 .83%
29.0

113.0 141.0 169.0 197.0  240.0

wmmmwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105884: Octadecane
57.0 16.00 16.20 16.40 16.60

m/z 41.00 23.95%

5000 85.0

29.0

113.0
\ ‘ J T 40 1690 1970 2250 2540

O e e NN

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042717\
Data File : BG026726.D

Aca On : 27 Apr 2017 23:54

Operator : SJ/MA

Sample : 12807-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\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 5 n-Hexadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.23 4.29 ng/ul 510816 Phenanthrene-d10 17.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 Tridecanoic acid 214 C13H2602 000638-53-9 81
Abundance Scan 2577 (18.229 min): BG026726.D (-2573) (-) m/z 60.00 100.00%
6d.9
5000 /\\H\A
129.0
1711 2131 ogg, " 18.00 18.20 18.40 18.60
sl Lo L 1730023400 4821 o703 00 98. 46%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
18.00 18.20 18.40 18.60
‘ “ 171021302560 m/z 57.00 77 .23%
“‘ [ [ W_'Mm um “\H u ‘ ‘ ‘ 1 1 “
miz--> 0 55 160 1%0 260 2%0 360 3%0 460 4%0
Abundance
43.0
"' 18.00 18.20 18.40 18.60
5000 256.0 m/z 43.00 69 .43%
129.0
3.0 213.0
171.0

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #95851: Pentadecanoic acid L e o e
73.0 18.00 18.20 18.40 18.60

m/z 55.00 65.97%

-

5000 129.0

199.0 242.0

”Mh}ﬂ{‘ \

Ll
| I I I I
miz--> 0 50 100 150 200 250 300 350 400 450 18.00 18.20 18.40 18.60

.
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042717\
Data File : BG026726.D

Aca On : 27 Apr 2017 23:54

Operator : SJ/MA

Sample : 12807-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\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 6 unknown-01 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.64 8.40 ng/ul 1001500 Phenanthrene-d10 17.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzamide. N-(4-fluorophenvl)-4-___. 233 C13H9F2NO 1000307-10-1 43
2 Benzamide. N-(4-fluorophenvl)-2-.__. 233 C13H9F2NO 1000307-07-9 38
3 Benzamide. N-(4-fluorophenvl)-3-._.. 233 C13H9F2NO 1000307-16-3 38
4 photocitral A 152 C10H160 055253-28-6 27
5 Cyclohexene, l1l-methyl-3-vinyloxy- 138 C9H140 100144-30-7 25
Abundance Scan 2647 (18.640 min): BG026726.D (-2639) (-) m/z 123.05 100.00%
28.1 233.2
81.0
5000
41,
18.40 18.60 18.80 19.00
m/z 109.05 91.47%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #88294: Benzamide, N-(4-fluorophenyl)-4-fluoro-
128.0
5000
233.0 18.40 18.60 18.80 19.00
m/z 233.20 90.92%
2'8"(')|'7'5‘."0'|""|'"'|""'l'"'|""|""|""|""|""|
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
123.0
" 18.40 18:60 18.80 19.00
5000 233.0 m/z 81.00 65.20%
2'8"(')|'7'5.'0'|""|'"'|""|'"'|""|""|""|""|""|
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #88295: Benzamide, N-(4-fluorophenyl)-3-fluoro-
128.0 18.40 18.60 18.80 19.00
m/z 95.00 65.15%
5000 233.0
2'8"(')|'7'5‘."0"|""|'"'|"'\'l'"'|""|""|""|""|""|
m/z--> 50 100 150 200 250 300 350 400 450 500 18.40 18.60 18.80 19.00

SOM-EPA-BG042717 .M Fri Apr 28 16:56:29 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042717\
Data File : BG026726.D

Aca On : 27 Apr 2017 23:54

Operator : SJ/MA

Sample : 12807-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\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 7 18-Norabietane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.82 17.14 ng/ul 2043230 Phenanthrene-d10 17.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 18-Norabietane 262 C19H34 1000293-16-6 95
2 3.4-Pvridinediamine 109 C5H7N3 000054-96-6 27
3 1H-Pvrazol-5-amine. 1-I(4-fluoro... 191 C10H10FN3 1000362-66-0 27
4 7-Octadecvne. 2-methvl- 264 C19H36 035354-38-2 27
5 (CyclopropybD)trivinylsilane 150 C9H14Si 1000109-93-8 27
Abundance Scan 2678 (18.822 min): BG026726.D (-2671) (-) m/z 109.10 100.00%
109.1
5000 67.0 191.1
Lo, * ‘ 262.2
18.40 18.60 18.80 19.00 19.20
o LJL 700 S L 342 43700 T2 95.00 60.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #112660: 18-Norabietane
109.0
262.0 18.40 18.60 18.80 19.00 19.20
191.0 m/z 81.00 53.79%
Ly |
M‘I\l\ 1| ‘\ M\ |||‘||i||”‘||||||||||||||||||||
m/z--> 150 200 250 300 350 400
Abundance
109.0
18.40 18.60 18.80 19.00 19.20
5000 m/z 82.00 42 .34%
54.0
mz-> 50 100 150 200 250 300 350 400 |
Abundance #53616: 1H-Pyrazol-5-amine, 1-[(4-fluorophenyl)methy!]- RREm R S ]
109.0 18.40 18.60 18.80 19.00 19.20
m/z 191.05 40.46%
5000
191.0
52.0
m/z--> 50 100 150 200 250 300 350 400 18.40 18.60 18.80 19.00 19.20

SOM-EPA-BG042717 .M Fri Apr 28 16:56:29 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042717\
Data File : BG026726.D

Aca On : 27 Apr 2017 23:54

Operator : SJ/MA

Sample : 12807-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\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 8 unknown-02 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.54 3.61 ng/ul 1076690 Chrysene-di12 21.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Pvridol2.3-blindole 168 C11H8N2 000244-76-8 43
2 1.1"-Biphenvl. 4-methvl- 168 C13H12 000644-08-6 38
3 1.1"-Biphenvl. 3-methvl- 168 C13H12 000643-93-6 38
4 Benzenemethanol. 3.4-dimethoxv- 168 C9H1203 000093-03-8 38
5 Pyridine, 2-(phenylmethyl)- 169 C12H11N 000101-82-6 38
Abundance Scan 2800 (19.539 min): BG026726.D (-2796) (-) m/z 168.00 100.00%
168.0
5000 238.1
ettt et eperr e
89.0 19.20 19.40 19.60 19.80
o300 8901280 ll.ln.-,l. h2ea0 802 B3LS n5538.10  43.60%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #36709: 1H-Pyrido[2,3-b]indole
168.0
5000 UV "|4\ SRR
19.20 19.40 19.60 19.80
m/z 169.10 21.36%
39.0 11?0\
I M L 1
m/z--> §o 160 1%0 260 2éo 360 3%0 460 4éo 560
Abundance
168.0
10.20 19.40 19.60 19.80
5000 m/z 165.00 21.02%
390 91.0
miz-> 50 100 150 200 250 300 350 400 450 500
Abundance #36896: 1,1'-Biphenyl, 3-methyl-
168.0 19.20 19.40 19.60 19.80
m/z 153.00 17.27%
5000
39.0 91.0
miz-> 50 100 150 200 250 300 350 400 450 500 19.20 19.40 19.60 19.80

SOM-EPA-BG042717 .M Fri Apr 28 16:56:30 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042717\
Data File : BG026726.D

Aca On : 27 Apr 2017 23:54

Operator : SJ/MA

Sample : 12807-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 9 Retene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.17 33.30 ng/ul 9923580 Chrysene-di12 21.60
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 95
4 Retene 234 C18H18 000483-65-8 87
5 Phenanthrene, 3,4,5,6-tetramethyl- 234 C18H18 007343-06-8 76
Abundance Scan 2907 (20.168 min): BG026726.D (-2901) (-) m/z 219.05 100.00%
219.1
5000
102.0 l LTSN USRS BN
177. 19.80 20.00 20.20 20.40
oh 390l ,A.U.:P 4L 2692 8249 4153 469.9 5305 Th/7 234.05  58.97%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #89260: Retene
219.0
5000 AU ARBEE
19.80 20.00 20.20 20.40
102.0 m/z 204.00 37.89Y%
: 178.
-2-7-'9|----|----|----F|- .‘. T
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
219.0
19.80 20.00 20.20 20.40
5000 m/z 203.00 32.07%
102.0 178.0
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #89274: 2-1sopropyl-10-methylphenanthrene  EEmEmmaE RS
219. 19.80 20.00 20.20 20.40
m/z 202.00 25.12%
5000
390 1020 178,
mz-> 0 50 100 150 200 250 300 350 400 450 500 19.80 20.00 20.20 20.40

SOM-EPA-BG042717 .M Fri Apr 28 16:56:31 2017

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042717\
Data File : BG026726.D

Aca On : 27 Apr 2017 23:54

Operator : SJ/MA

Sample : 12807-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\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 10 Phenol, 4,4"-methylenebis[2... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.43 12.75 ng/ul 3799500 Chrysene-di12 21.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4 -methvlenebisl2.6-di... 256 C17H2002 005384-21-4 98
2 Phenol. 4.4"-methvlenebisl2.6-di... 256 C17H2002 005384-21-4 95
3 3.5-Dimethvl-1-dimethvlphenvisil... 256 C16H200Si 1000307-90-6 53
4 s-Indacen-1(2H)-one. 3.5.6.7-tet... 256 C18H240 038754-94-8 50
5 2,6-Diethyl-4-(4-methoxyphenyl)p... 241 C16H19NO 073669-46-2 41
Abundance Scan 2952 (20.432 min): BG026726.D (-2945) (-) m/z 241.10 100.00%

241.1
5000
135.0

20. 20 20. 40 20 60 20. 80

41.0 I 181.0
OL vtk J,A.u.ll prbrpoa b L 31413578 4290 5304 77 256.05  61.75%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107629: Phenol, 4,4'-methylenebis[2,6-dimethy!-
241.0
5000 LA B L L L LB L LB

20. 20 20. 40 20 60 20. 80
135.0 m/z 135.00 21.24%

,,,, TR e o o BRI e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
256.0
_l_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_r

20.20 20.40 20.60 20.80

5000 m/z 255.10 20.40%
135.0
39.0 910 211.0
T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107541: 3,5-Dimethyl-1-dimethylphenylsilyloxybenzene A EEEEE RS S S
241.0 20.20 20.40 20.60 20.80

m/z 242.05 17.71%

5000
163.0
43.0 105.0 { .
R o 0 B e i B B B o

m/z--> 50 100 150 200 250 300 350 400 450 500 20.20 20.40 20.60 20.80

SOM-EPA-BG042717 .M Fri Apr 28 16:56:31 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042717\
Data File : BG026726.D

Aca On : 27 Apr 2017 23:54

Operator : SJ/MA

Sample : 12807-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\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 (DEL) Alkane: Cyclic21.30 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.30 15.17 ng/ul 4519420 Chrysene-di12 21.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
Abundance Scan 3100 (21.302 min): BG026726.D (-3078) (-) m/z 57.00 100.00%
571.0 p7.0
5000
391 1940 21.00 21.20 21.40 21.60
o....,”..,ll#;.ﬁun.?ﬁﬁ??Q?}..ﬁ???..,??9%....,??95 m/z 83.00 97.52%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #127769: 5-Eicosene, (E)-
55.0
5000 LR BRI UM B B
21.00 21.20 21.40 21.60
m/z 97.05 90.67%
L1 139018500030 2800

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

Abundance
43.0 830
I R ma
21.00 21.20 21.40 21.60
5000 m/z 55.00 87.18%
125.0
167.0210.0 280.0
T T e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155046: 1-Heneicosanol L e A
55.0 21. 00 21. 20 21. 40 21 60

0 m/z 69.00 80.64%

- AJ\M
l¥39°182022402660

m/z--> 0 50 100 150 200 250 300 350 400 450 500 21. 00 21. 20 21. 40 21 60

SOM-EPA-BG042717 .M Fri Apr 28 16:56:32 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042717\
Data File : BG026726.D

Aca On : 27 Apr 2017 23:54

Operator : SJ/MA

Sample : 12807-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\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 12 Docosanoic acid, ethyl ester Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.74 11.81 ng/ul 3517770 Chrysene-di12 21.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. ethvl ester 368 C24H4802 005908-87-2 91
2 Nonadecanoic acid. ethvl ester 326 C21H4202 018281-04-4 87
3 Octadecanoic acid. 17-methvl-. m... 312 C20H4002 055124-97-5 86
4 Octadecanoic acid. ethyl ester 312 C20H4002 000111-61-5 78
5 Heptadecanoic acid, ethyl ester 298 C19H3802 014010-23-2 78

Abundance Scan 3175 (21.743 min): BG026726.D (-3169) (-) m/z 88.00 100.00%

84.0

5000

43.0
157.1 R = e a——

213.1 269.1 325.3368.3 4297 489.0530.4 21.40 21.60 21.80 22.00

0 m/z 101.00 75.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #195792: Docosanoic acid, ethyl ester
430 880
5000

21.40 21.60 21.80 22.00

m/z 57.00 31.21%

157.0
JWM i 2130 2690 32503680

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

88.0

%

21.40 21.60 21.80 22.00

0,
5000 454 m/z 43.00 30.76%

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

%

Abundance #154985: Octadecanoic acid, 17-methyl-, methyl ester B e B
88.0 21.40 21.60 21.80 22.00
m/z 55.00 26.08%
5000
157.0
J) 213.0 269.0312.0
| |

B o o I B LA e o e o S R R REEEEEEE s R )

m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.40 21.60 21.80 22.00

SOM-EPA-BG042717 .M Fri Apr 28 16:56:32 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042717\
Data File : BG026726.D

Aca On : 27 Apr 2017 23:54

Operator : SJ/MA

Sample : 12807-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\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 13 Behenic alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.47 21.10 ng/ul 6286910 Chrysene-di12 21.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 2- Chloropropionic acid. hexadec... 332 C19H37Cl02 086711-81-1 94
5 1-Heptacosanol 396 C27H560 002004-39-9 94
Abundance Scan 3299 (22.471 min): BG026726.D (-3289) (-) m/z 83.00 100.00%
83.0
43.(
5000
'ﬁ" ' 0 P e
o AL {4 30812101 2810 35123973 4743 53231 7, 57 00  99.18%
miz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #166292: Behenic alcohol
43.6 839
5000 IR AR AU

22. 20 22. 40 22. 60 22. 80
25.0 m/z 97.10 90.56%

\W‘ $16702100 2800

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

é

Abundance
57.0
97.0 A EEEEEEEE L
22.20 22.40 22.60 22.80
5000 m/z 55.00 86.29%
15.0 140.0182.0 2550 3060
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #186968: n-Tetracosanol-1 A EEEEEEEEE L
57.0 97.0 22.20 22.40 22.60 22.80
m/z 69.00 79.40%
5000

é

39.0
L ﬂ |, 181.0222.0264.0308.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 22. 20 22. 40 22. 60 22. 80

SOM-EPA-BG042717 .M Fri Apr 28 16:56:33 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042717\
Data File : BG026726.D

Aca On : 27 Apr 2017 23:54

Operator : SJ/MA

Sample : 12807-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method :
Quant Title : SVOA CALIBRATION

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

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG042717 .M

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

Concentration Rank 4

Peak Number 14 Tetracosanoic acid

R.T. EstConc Area Relative to ISTD R.T.
22.86 19.11 ng/ul 5695780 Chrysene-di12 21.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosanoic acid 368 C24H4802 000557-59-5 98
2 Tetracosanoic acid 368 C24H4802 000557-59-5 94
3 Octadecanoic acid 284 C18H3602 000057-11-4 74
4 Decanoic acid. silver(1+) salt 278 C10H19Aa002 013126-67-5 50
5 Tridecanoic acid 214 C13H2602 000638-53-9 47
Abundance Scan 3365 (22.859 min): BG026726.D (-3357) (-) m/z 57.00 100.00%

.0

5000

185'12271269.1 325.3368.4

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

429.0 475.0 530.5

500

Abundance #195785: Tetracosanoic acid
73.0
129.0
5000 368.0
85.0 325.0
il i) 220%70
T NWWUHHHL.iLMJ.Lﬁq.wu,.k.,”..“..w..”
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
129.0
5000
85.0 368.0
185.0
227.0269.0 325.0
i o e I L e LI I e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131261: Octadecanoic acid
3.0
5000 129.0
185.0 241.0284.0
i
m/z--> 0 50 100 150 200 250 300 350 400 450 500

3

22.60 22.80 23.00 23.20

m/z 73.00 82.52%

:

T T I I
22.60 22.80 23.00 23.20

m/z 43.00 79.27%

-

22.60 22.80 23.00 23.20

m/z 60.00 70.74%

22.60 22.80 23.00 23.20

m/z 55.00 69 .58%

-

T T I I
22.60 22.80 23.00 23.20

SOM-EPA-BG042717 .M Fri Apr 28 16:56:34 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042717\
Data File : BG026726.D

Aca On : 27 Apr 2017 23:54

Operator : SJ/MA

Sample : 12807-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\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 15 Ethyl tetracosanoate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.01 6.97 ng/ul 2077150 Chrysene-di12 21.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl tetracosanoate 396 C26H5202 024634-95-5 93
2 Nonadecanoic acid. ethvl ester 326 C21H4202 018281-04-4 83
3 Octadecanoic acid. ethvl ester 312 C20H4002 000111-61-5 78
4 Eicosanoic acid. ethyl ester 340 C22H4402 018281-05-5 72
5 Hexadecanoic acid, ethyl ester 284 C18H3602 000628-97-7 72

Abundance Scan 3391 (23.012 min): BG026726.D (-3384) (-) m/z 88.00 100.00%

84.0

5000
43.0

—

157.0 SRS RIS K WS ——
213.12552297.2 393.3396.4 4545 5003

22.60 22.80 23.00 23.20 23.40

0! m/z 101.00 76 .64%
miz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #210490: Ethyl tetracosanoate
88.0
50001 43.0 396.0 2260 22.80 23.00 23.20 23.40
157.0 m/z 57.00 31.00%

Lu‘M‘ Wity 213025502970 3530 |
Al

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

88.0

%

22.60 22.80 23.00 23.20 23.40

0,
5000 454 m/z 43.00 29.90%

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

i

Abundance #154933: Octadecanoic acid, ethyl ester R R e
88.0 22.60 22.80 23.00 23.20 23.40
0
43.0 m/z 55.00 25.31%
5000
157.0 312.0
L0020 ano

m/z--> 0 50 100 150 200 250 300 350 400 450 500 22 60 22. 80 23. 00 23 20 23. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042717\
Data File : BG026726.D

Aca On : 27 Apr 2017 23:54

Operator : SJ/MA

Sample : 12807-07

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\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 16 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
23.83 4.21 ng/ul 586931 Perylene-di12 24.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvlhexacosane 380 C27H56 1000376-72-7 91
2 Nonadecane 268 C19H40 000629-92-5 86
3 Octadecane. 1.1"-T(1l-methvl-1.2-... 581 C39H8002 035545-51-8 86
4 Tetrapentacontane 759 C54H110 005856-66-6 83
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 83
Abundance Scan 3530 (23.828 min): BG026726.D (-3526) (-) m/z 57.00 100.00%
57.0
5000
1f '? 1770 2592 3269 402.3 488.9 2360 23,80 24.00 24.20
b bl e S e m/z 71.00 82 .56%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202663: 2-methylhexacosane
57.0
5000 LB SULRLN SIS BRI SURR
23.60 23.80 24.00 24.20
m/z 85.10 61.02%
h‘\ l‘ Iy ‘169 0 2250 2810 387.0

II‘III IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
LA s
23.60 23.80 24.00 24.20
5000 m/z 43.00 48.42%
113.0 1690 268.0
B R T e e B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #240466: Octadecane, 1,1'-[(1-methyl-1,2-ethanediyl)bis(ox... B Al EREEEEET S
57.0 23.60 23.80 24.00 24.20
m/z 55.00 33.78%
5000
253.0297.0
13.0
: 11 | 1690 341.0 408.0 539.0
A e B L B e LA s
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23. 60 23. 80 24 00 24. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042717\
Data File : BG026726.D

Aca On : 27 Apr 2017 23:54

Operator : SJ/MA

Sample : 12807-07

Misc :

ALS Vial : 17 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-03 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
28.09 4.99 ng/ul 696241 Perylene-d12 24.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvl-7-oxo0-4.7-dihvdro-triaz... 151 C5H5N50 057351-75-4 30
2 4-Ethoxv-3-anisaldehvde 180 C10H1203 000120-25-2 30
3 2H-Pvran-4-ethanamine. N-T(3.4-d... 413 C25H35N04 300719-15-7 27
4 3-(Cvclopentvloxv)-N-(3.5-dichlo... 380 C18H18CI2N203 144035-83-6 27
5 4-Acetoxy-3-methoxyacetophenone 208 C11H1204 054771-60-7 27
Abundance Scan 4255 (28.088 min): BG026726.D (-4249) (-) m/z 151.00 100.00%
151.0
5000
55.0 191.0 L DA SR SR B
103.0 281.0 358.1 27.80 28.00 28.20 28.40
239.0
Ao TN S9ASI0L o T137.00  62.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #24677: 2-Methyl-7-oxo-4,7-dihydro-triazolo(3,2-c)triazine
151.0
5000 LR BN N UM IR
27.80 28.00 28.20 28.40
42.0 m/z 131.00 31.05%
\‘ \‘82 0
m/z--> 55 160 150 200 250 300 350 400
Abundance
151.0
' 27.80 28.00 28.20 28.40
5000 m/z 152.00 28 .86%
109.0
150 510
m/z--> 50 100 150 200 250 300 350 400
Abundance #216939: 2H-Pyran-4-ethanamine, N-[(3,4-dimethoxyphenyl)me... e B e e e
151.0 27.80 28.00 28.20 28.40
m/z 163.05 27 .19%
5000
430 1070 | | 18402190 262.0 3050 °70 4130
m/z--> 5'0 1(')0 150 200 250 300 350 4(')0 27.80 28.00 28.20 28.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042717\
Data File : BG026726.D

Acq On : 27 Apr 2017 23:54

Operator : SJ/MA

Sample - 12807-07

Misc :

ALS Vial : 17 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]
Benzyl alcohol 8.25 4.6 ng/ul 228487 1 8.01 995961 20.0
1,2-Benzenediol, ... 12.03 8.3 ng/ul 708778 2 10.81 1710630 20.0
4-tert-Butoxystyrene 15.81 86.8 ng/ul 9838810 3 14.62 2268040 20.0
(DEL) Alkane: Str... 16.31 4.4 ng/ul 528323 4 17.35 2383500 20.0
n-Hexadecanoic acid 18.23 4.3 ng/ul 510816 4 17.35 2383500 20.0
unknown-01 18.64 8.4 ng/ul 1001500 4 17.35 2383500 20.0
18-Norabietane 18.82 17.1 ng/ul 2043230 4 17.35 2383500 20.0
unknown-02 19.54 3.6 ng/ul 1076690 5 21.60 5959720 20.0
Retene 20.17 33.3 ng/ul 9923580 5 21.60 5959720 20.0
Phenol, 4,4"-meth... 20.43 12.8 ng/ul 3799500 5 21.60 5959720 20.0
(DEL) Alkane: Cyc... 21.30 15.2 ng/ul 4519420 5 21.60 5959720 20.0
Docosanoic acid, ... 21.74 11.8 ng/ul 3517770 5 21.60 5959720 20.0
Behenic alcohol 22.47 21.1 ng/ul 6286910 5 21.60 5959720 20.0
Tetracosanoic acid 22.86 19.1 ng/ul 5695780 5 21.60 5959720 20.0
Ethyl tetracosanoate 23.01 7.0 ng/ul 2077150 5 21.60 5959720 20.0
(DEL) Alkane: Str... 23.83 4.2 ng/ul 586931 6 24.76 2790420 20.0
unknown-03 28.09 5.0 ng/ul 696241 6 24.76 2790420 20.0
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