LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG050117\
Data File : BG026833.D

Aca On > 2 May 2017 8:18

Operator : SJ/MA

Sample : 12867-19

Misc :

ALS Vial : 31 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 3.426 53 57 63 rBv2 39033 63364 1.28% 0.103%
2 7.186 690 697 715 rVB 770847 1464796 29.52% 2.386%
3 7.333 715 722 733 rVB 686812 1135812 22.89%% 1.850%
4 7.544 752 758 773 rBV 828254 1449032 29.20% 2.360%
5 8.008 830 837 849 rVB 603366 1019626 20.55% 1.661%
6 8.725 952 959 977 rBVY 1010313 1925915 38.81% 3.137%
7 9.166 1027 1034 1044 rBV 820919 1455941 29.34% 2.371%
8 9.583 1102 1105 1110 rVB3 16359 25375 0.51% 0.041%
9 9.889 1149 1157 1176 rVB 688073 1235983 24.90% 2.013%
10 10.441 1244 1251 1269 rBVY 1032133 1935402 39.00% 3.152%

11 10.811 1305 1314 1327 rVB 1013978 1817539 36.62% 2.960%
12 10.940 1329 1336 1364 rVB 988830 1911150 38.51% 3.113%

13 12.280 1558 1564 1566 rBvV4 6457 9248 0.19% 0.015%
14 12.392 1578 1583 1594 rVB2 20501 37508 0.76% 0.061%
15 12.615 1615 1621 1624 rBV5 4102 8618 0.17% 0.014%
16 13.079 1692 1700 1704 rBV7 4664 13481 0.27% 0.022%
17 13.232 1719 1726 1735 rVBS8 7902 18865 0.38% 0.031%
18 13.449 1756 1763 1766 rBV5 8556 13211 0.27% 0.022%
19 13.514 1769 1774 1780 rVVvs8 5075 8370 0.17% 0.014%
20 13.590 1780 1787 1793 rVB10 7323 19378 0.39% 0.032%
21 13.919 1821 1843 1846 rBv4 17098 85458 1.72% 0.139%
22 13.954 1847 1849 1854 rVV6 14535 31876 0.64% 0.052%

23 14.025 1854 1861 1865 rVV 1972100 2898283 58.40% 4.721%
24 14.066 1865 1868 1877 rVvV 379724 554601 11.17% 0.903%

25 14.142 1877 1881 1884 rVB6 5743 10028 0.20% 0.016%
26 14.319 1900 1911 1928 rBV 2404444 3894073 78.46% 6.343%
27 14.507 1938 1943 1948 rVB 38911 48790 0.98% 0.079%
28 14.618 1952 1962 1974 rBV2 1501811 2487681 50.13% 4._.052%
29 14.730 1976 1981 1985 rVB5 5639 9805 0.20% 0.016%
30 14.842 1992 2000 2016 rBV 451330 1102870 22.22% 1.796%
31 15.065 2036 2038 2042 rVB4 9433 9288 0.19% 0.015%
32 15.141 2044 2051 2057 rBV3 29144 68266 1.38% 0.111%
33 15.188 2057 2059 2066 rVB7 11629 16531 0.33% 0.027%
34 15.406 2091 2096 2100 rBV3 18617 33389 0.67% 0.054%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG050117\
Data File : BG026833.D

Aca On > 2 May 2017 8:18

Operator : SJ/MA

Sample : 12867-19

Misc :

ALS Vial : 31 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
Title

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

35 15.453 2100 2104 2110 rVvVv 84856 110140 2.22% 0.179%

36 15.517 2110 2115 2118 rVB7 6203 11107 0.22% 0.018%
37 15.611 2121 2131 2141 rBV 2988123 4470949 90.09% 7.282%
38 15.729 2142 2151 2165 rVV 742946 1143732 23.05% 1.863%
39 15.846 2165 2171 2178 rVV3 60387 122602 2.47% 0.200%

40 15.905 2178 2181 2185 rVB5 8465 10982 0.22% 0.018%
41 15.958 2185 2190 2195 rBV4 14675 18391 0.37% 0.030%
42 16.011 2195 2199 2204 rBV3 14747 19768 0.40% 0.032%
43 16.075 2206 2210 2214 rBV3 16276 21819 0.44% 0.036%
44 16.310 2246 2250 2260 rBVY 99602 171499 3.46% 0.279%
45 16.381 2261 2262 2269 rVB7 6427 9678 0.20% 0.016%
46 16.569 2285 2294 2302 rBV7 8298 22999 0.46% 0.037%
47 16.657 2302 2309 2312 rBV4 18302 33200 0.67% 0.054%
48 16.757 2321 2326 2334 rVB9 16263 36112 0.73% 0.059%
49 16.822 2334 2337 2342 rBV5 11263 13824 0.28% 0.023%
50 16.892 2344 2349 2351 rVB5 8143 10973 0.22% 0.018%

51 17.057 2370 2377 2381 rVV 308622 426226 8.59% 0.694%
52 17.104 2381 2385 2389 rVV 74488 102707 2.07% 0.167%
53 17.157 2389 2394 2404 rVVv4 28282 56940 1.15% 0.093%
54 17.256 2404 2411 2419 rVvv4 11262 20429 0.41% 0.033%
55 17.356 2419 2428 2438 rVV2 1687643 2558719 51.56% 4.168%

56 17.456 2438 2445 2462 rVV 2976905 4476320 90.20% 7.291%

57 17.574 2462 2465 2470 rVV6 6636 8489 0.17% 0.014%
58 17.627 2470 2474 2481 rVB6 11885 19704 0.40% 0.032%
59 17.744 2492 2494 2501 rVBS8 7380 10618 0.21% 0.017%
60 17.838 2505 2510 2515 rBV2 32025 43113 0.87% 0.070%
61 18.038 2542 2544 2547 rBV4 6666 8597 0.17% 0.014%
62 18.120 2553 2558 2566 rBvV4 54312 99603 2.01% 0.162%
63 18.179 2566 2568 2572 rVB4 8109 8636 0.17% 0.014%
64 18.238 2572 2578 2587 rBV2 376839 592469 11.94% 0.965%
65 18.531 2623 2628 2632 rBV7 9746 16010 0.32% 0.026%
66 18.590 2634 2638 2644 rBVS 7734 15738 0.32% 0.026%
67 18.655 2646 2649 2654 rVB5 20305 20389 0.41% 0.033%
68 18.849 2680 2682 2687 rBV6 7832 12592 0.25% 0.021%
69 18.896 2688 2690 2695 rVB6 6532 9381 0.19% 0.015%
70 19.090 2719 2723 2724 rBV4 6576 8811 0.18% 0.014%
71 19.154 2729 2734 2740 rBV 32746 43298 0.87% 0.071%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG050117\
Data File : BG026833.D

Aca On > 2 May 2017 8:18

Operator : SJ/MA

Sample : 12867-19

Misc :

ALS Vial : 31 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 19.319 2755 2762 2765 rBV9 9254 22604 0.46% 0.037%

73 19.377 2765 2772 2788 rVV3 58309 191042 3.85% 0.311%
74 19.501 2788 2793 2807 rBV 144349 263984 5.32% 0.430%

75 19.642 2810 2817 2823 rVB4 36177 88515 1.78% 0.144%
76 19.736 2825 2833 2843 rBV 3285399 4743299 95.58% 7.726%
77 20.035 2883 2884 2891 rVB7 6882 12422 0.25% 0.020%
78 20.253 2918 2921 2925 rVB6 13754 16813 0.34% 0.027%
79 20.476 2956 2959 2963 rVB5 13770 18893 0.38% 0.031%
80 20.506 2963 2964 2968 rBv4 7683 8358 0.17% 0.014%
81 20.588 2970 2978 2979 rBV7 12968 27361 0.55% 0.045%
82 20.635 2984 2986 2989 rVB4 9954 10790 0.22% 0.018%
83 20.682 2989 2994 2998 rBV5 36254 51748 1.04% 0.084%
84 20.741 3001 3004 3007 rVB5 16723 20536 0.41% 0.033%
85 20.858 3022 3024 3029 rVB6 9572 11227 0.23% 0.018%

86 21.093 3058 3064 3072 rBV3 41569 111454 2.25% 0.182%
87 21.240 3086 3089 3096 rVB7 21809 29773 0.60% 0.048%
88 21.387 3105 3114 3116 rBv4 44645 116860 2.35% 0.190%
89 21.604 3140 3151 3165 rBV 1667805 2864361 57.72% 4 _.666%
90 22.374 3276 3282 3287 rBV3 69441 131914 2.66% 0.215%

91 23.044 3387 3396 3406 rVB2 81384 189536 3.82% 0.309%
92 23.825 3522 3529 3539 rVB2 128980 277830 5.60% 0.453%
93 24.554 3641 3653 3671 rBV2 1812515 4962883 100.00% 8.084%
94 24.765 3677 3689 3708 rVB 1088144 3180347 64.08% 5.180%
95 25.846 3864 3873 3887 rBV2 161162 478449 9.64% 0.779%

96 27.168 4087 4098 4110 rVB3 144122 514546 10.37% 0.838%
97 28.755 4356 4368 4384 rVB3 109015 432827 8.72% 0.705%
98 30.118 4594 4600 4602 rBV7 17907 33981 0.68% 0.055%
99 30.676 4683 4695 4709 rVB4 86534 418988 8.44% 0.682%
100 31.410 4805 4820 4837 rVB4 110270 556253 11.21% 0.906%

Sum of corrected areas: 61393711
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050117\
Data File : BG026833.D

Aca On > 2 May 2017 8:18

Operator : SJ/MA

Sample : 12867-19

Misc :

ALS Vial : 31 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: BG026833.D

3000000
2500000
2000000

1500000

8.73 10.4410,8104
1000000 7. ]7937. 54 9.17 i

8.01 9.89

500000
3,43 9.58 12239 61

Time--> 350 400 450 500 550 6.00 6.50 7.00 750 8.00 850 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG026833.D

19,74

3000000 15.61 17.46

2500000 14.32

2000000 14.02

17 46 21.60

14.62

1500000

1000000

500000

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: BG026833.D

3000000

2500000

2000000 24.55

1500000

24.77

1000000

500000

23.04 23.83 25.85 27.17 28.75 30.68 31.41
A A A A A 30.12 A

O ———

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

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050117\
Data File : BG026833.D

Aca On > 2 May 2017 8:18

Operator : SJ/MA

Sample : 12867-19

Misc :

ALS Vial : 31 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 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.06 3.33 ng/ul 426226 Phenanthrene-d10 17.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 3-formvl-4.6-dihvd... 224 C11H1205 034874-76-5 30
2 Thvymoauinone 164 C10H1202 000490-91-5 25
3 2-Benzothiazolamine. N-methvl- 164 C8H8N2S 016954-69-1 22
4 4.7(1H.8H)-Pteridinedione 164 C6H4N402 033669-70-4 22
5 1-Thienylcyclohexene 164 C10H12S 076576-48-2 14
Abundance Scan 2378 (17.063 min): BG026833.D (-2370) (-) m/z 164.00 100.00%
164.0
136.0
5000
192.0
2240 " 16.80 17.00 17.20 17.40
0 m/z 136.00 52.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #80571: Benzoic acid, 3-formyl-4,6-dihydroxy-2,5-dimethyl-...
164.0
5000 1620 16.80 17.00 17.20 17.40
lo7.0 1360 224.0 m/z 79.00 37.03%
0...”” \‘ ‘M A h\ SR - .|“... ..‘.‘. S
miz--> 20 100 120 140 160 180 200 220 240
Abundance
164.0
93.0 121.0 16.80 17.00 17.20 17.40
5000 m/z 135.00 35.22%
53.0
o 36.0 147,0
m/z--> 20 45 éo 85 160 150 1&0 160 180 200 250 240
Abundance #34164: 2-Benzothiazolamine, N-methyl-
164.0 16.80 17.00 17.20 17.40
m/z 192.00 33.69%
135.0
5000
200 . 108.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050117\
Data File : BG026833.D

Aca On > 2 May 2017 8:18

Operator : SJ/MA

Sample : 12867-19

Misc :

ALS Vial : 31 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 2 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.24 4.63 ng/ul 592469 Phenanthrene-d10 17.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 Tetradecanoic acid 228 C14H2802 000544-63-8 90
Abundance Scan 2578 (18.238 min): BG026833.D (-2572) (-) m/z 72.95 100.00%
73.0
43.0
91 | 1571251231 gsg, oo | 100 1820 1340 1860
o b L L L0 L 39500 a5 59 95 96.56%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 e ML IR IS UL
18 00 18. 20 18 40 18 60
256.0 m/z 57.00 79.15%

97.0 157.0 185.0213'0 .
oL— .“‘ I\\‘I hl‘\ )M'I ﬁ‘”“. ul I\ : ‘. .‘ .‘. ‘I .‘ —— I “. — J@\L
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 73.0

18 00 18.20 18.40 18.60

5000 256.0 m/z 43.00 70.62%
129.0
213.0
101.0 157.0 185.0

oty T
m/z--> 50 100 150 200 250 300 350
Abundance #107547: n-Hexadecanoic acid

43.0 73.0 18 00 18.20 18.40 18.60

m/z 55.00 65.59%

5000
129.0
256.0
‘ MH 19 ‘ 1570135021?0
" H\ 1

| T
m/z--> 5 150 200 250 300 350 18 00 18. 20 18 40 18 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050117\
Data File : BG026833.D

Aca On > 2 May 2017 8:18

Operator : SJ/MA

Sample : 12867-19

Misc :

ALS Vial : 31 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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
25.85 3.01 ng/ul 478449 Perylene-d12 24.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 87
2 Heptadecane 240 C17H36 000629-78-7 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Octacosane 394 C28H58 000630-02-4 87

Abundance Scan 3874 (25.852 min): BG026833.D (-3864) (-) m/z 57.00 100.00%

5000

%

25.60 25.80 26.00 26.20

1 169.1 2050 282.0 3514

0 m/z 71.05 55.61%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
5000 TT 1T LA L L L L L
25 60 2580 2600 26 20
m/z 85.05 42 .62%
ol h | ‘L ‘1?‘0‘1‘690 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
m/z--> O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
P T
25.60 25.80 26.00 26.20
5000 m/z 43.00 39.36%
o 113.0 169.0 2400
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane A B s B
57.0 25.60 25.80 26.00 26.20
m/z 55.00 20.92%
N WM“]\M\*/\/W
130
o ) ,169.0 2250 2950 3670
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 25 60 25. 80 26 00 26 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050117\
Data File : BG026833.D

Aca On > 2 May 2017 8:18

Operator : SJ/MA

Sample : 12867-19

Misc :

ALS Vial : 31 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 4
R.T. EstConc Area Relative to ISTD R.T.
27.17 3.24 ng/ul 514546 Perylene-d12 24.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
3 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 93
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 4098 (27.168 min): BG026833.D (-4087) (-) m/z 57.00 100.00%

5000

B8

26.80 27.00 27.20 27.40
m/z 71.00 69.57%

141.1

o 207.0 282.0 357.1 415.0 495.2

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

g
)

5000 LA L L L L L L L I
26.80 27.00 27.20 27.40
9.0 m/z 85.05 51.47%
e T i B e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
e A namamnses et an
26.80 27.00 27.20 27.40
5000 m/z 43.00 49 .94%
99.0
o 141.0183.0 239.0 296.0
e A e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #105898: Heptadecane, 8-methyl- R e
26.80 27.00 27.20 27.40
m/z 55.00 22.88%
5000

126.0

s

69.0
B e e o N EEme
m/z--> 0 50 100 150 200 250 300 350 400 450 500 26. 80 27. OO 27 20 27.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050117\
Data File : BG026833.D

Aca On > 2 May 2017 8:18

Operator : SJ/MA

Sample : 12867-19

Misc :

ALS Vial : 31 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 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
28.75 2.72 ng/ul 432827 Perylene-d12 24.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 94
2 13-Methvlheptacosane 394 C28H58 015689-72-2 93
3 Hexacosane 366 C26H54 000630-01-3 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 4367 (28.749 min): BG026833.D (-4356) (-) m/z 57.00 100.00%
57.0
200 "\L
J 199 0 28.40 28.60 28.80 29.00
155.1 207.0 : : : :
ofrd L4 3527 2070 25202951 3409 4151 4891 TS0 00 63 00
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #71393: Pentadecane
57.0
5000 R BB R A B
mmmmmmmm
m/z 85.05 47 .01%
018¢ i \\9\\0\]\'4;0 212.0
miz--> 0 50 160 1éo 260 2%0 360 3éo 460 4éo '
Abundance
57.0
196.0 28.40 28.60 28.80 29.00
5000 m/z 43.00 40.92%
99.0
o 141.0 238.0 281.0 323.0 379.0
miz--> 0 éo 160 1éo 260 2%0 360 3éo 460 4éo
Abundance #194493: Hexacosane L LI L L L DL B
57.0 28.40 28.60 28.80 29.00
m/z 55.00 21.63%
- hwWN«WMMva//Nkwwwwwvwwvﬁﬁ
9.0
oL, || | ; 141.0183.0 225.0 267.0 309.0 367.0
miz--> 0 éo 160 1éo 260 2%0 300 3éo 460 4éo ' 2840 2860 2880 2900
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050117\
Data File : BG026833.D

Aca On > 2 May 2017 8:18

Operator : SJ/MA

Sample : 12867-19

Misc :

ALS Vial : 31 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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

30.68 2.63 ng/ul 418988 Perylene-d12 24 .77

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Hexatriacontane 507 C36H74 000630-06-8 86
4 Sulfurous acid. butvl tridecvl e... 320 C17H3603S 1000309-18-0 86
5 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 86

Abundance Scan 4696 (30.682 min): BG026833.D (-4683) (-) m/z 57.00 100.00%

5000

28

S AN ot i
13.1 207.0 2679 3561 30.40 30.60 30.80 31.00

0 m/z 71.05 58.87%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129492: Eicosane
57.0
5000 LA L L L L L L L

30. 40 30. 60 30 80 31. OO
m/z 43.00 57 .54%

h | |113.0 169.0 225.0 282.0

ol e S e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
A R B
30.40 30.60 30.80 31.00
5000 m/z 85.00 47 .85%
113.0 160.0
ol A 727 2250 261.0 357.0 393.0 449.0 505.0 5620 £17.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #235973: Hexatriacontane L o n ma s o & e e
57.0 30.40 30.60 30.80 31.00
m/z 55.00 21.05%
5000

?

] 1130 160.0 225.0 281.0 337.0 393.0 449.0 506.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 30. 40 30. 60 30 80 31. 00

SOM-EPA-BG042717 .M Wed May 03 17:36:18 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050117\
Data File : BG026833.D

Aca On > 2 May 2017 8:18

Operator : SJ/MA

Sample : 12867-19

Misc :

ALS Vial : 31 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 5-Bromo-4-oxo0-4,5,6,7-tetra... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

31.41 3.50 ng/ul 556253 Perylene-di12 24 .77

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Bromo-4-o0x0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 53
2 2.6.6.9.27.67.6".9"-0Octamethvl-I... 410 C30H50 1000189-48-2 30
3 2-Cvclohexene-1-carboxaldehyde. ... 220 C15H240 056772-07-7 22
4 Bicvclol2.2.1Theptane. 2.2.3-tri... 138 C10H18 000473-19-8 20
5 _alpha.-Bulnesene 204 C15H24 1000374-19-9 20

Abundance Scan 4820 (31.410 min): BG026833.D (-4805) (-) m/z 55.00 100.00%

5000
245.2 Trrryrrrryrrrryrrrror[rr
3132 35834102 4777 | 3L.00 31.20 31.40 31.60 31.80
0! m/z 95.00 94 .41%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #74466: 5-Bromo-4-0x0-4,5,6,7-tetrahydrobenzofurazan
109.0
45.0
218.0
5000 | LJNLNLINLE LI L L LB LB L
160.0 31.00 31.20 31.40 31.60 31.80
‘ m/z 92.95 91.85%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
205.0
R B
31.00 31.20 31.40 31.60 31.80
5000 95.0 m/z 109.00 88.55%
550 149.0 410.0
0 245.0 285.0 325.0 367.0
T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #77619: 2-Cyclohexene-1-carboxaldehyde, 2,6-dimethyl-6-(4-... A Eaa e e
69.0 109.0 31.00 31.20 31.40 31.60 31.80
m/z 205.05 77.03%
5000
M 162.0 205.0
0 ...HJ: ,.lL“WJ...,w...,....,....,”..,....,.... SLALIA LN i L L
m/z--> 50 100 150 200 250 300 350 400 450 31.00 31.20 31.40 31.60 31.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050117\
Data File : BG026833.D

Acq On > 2 May 2017 8:18

Operator : SJ/MA

Sample : 12867-19

Misc :

ALS Vial : 31 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]
unknown-01 17.06 3.3 ng/ul 426226 4 17.36 2558720 20.0
n-Hexadecanoic acid 18.24 4.6 ng/ul 592469 4 17.36 2558720 20.0
(DEL) Alkane: Str... 25.85 3.0 ng/ul 478449 6 24.77 3180350 20.0
(DEL) Alkane: Str... 27.17 3.2 ng/ul 514546 6 24.77 3180350 20.0
(DEL) Alkane: Str... 28.75 2.7 ng/ul 432827 6 24.77 3180350 20.0
(DEL) Alkane: Str... 30.68 2.6 ng/ul 418988 6 24.77 3180350 20.0
5-Bromo-4-oxo0-4,5... 31.41 3.5 ng/ul 556253 6 24.77 3180350 20.0
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