LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG042717\
Data File : BG026728.D

Aca On : 28 Apr 2017 1:12

Operator : SJ/MA

Sample : 12807-10

Misc :

ALS Vial : 19 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 3.352 42 45 49 rVB6 5003 7082 0.14% 0.011%

2 3.429 53 58 69 rvB 32586 56096 1.12% 0.089%

3 3.722 104 108 114 rBvV9 3581 7302 0.15% 0.012%

4 4.181 183 186 194 rBvV6 6997 13410 0.27% 0.021%

5 4.663 261 268 269 rBV5 3446 6555 0.13% 0.010%
5.520 409 414 417 rBvV6 4996 9421 0.19% 0.015%
6.220 525 533 538 rBV10 4459 9329 0.19% 0.015%

680 685 rBvV8 6829 16240 0.32% 0.026%

7.189 691 698 715 rBV 571037 1076244 21.49% 1.709%
7.330 715 722 732 rVV 508312 851161 17.00% 1.351%

(@R {cNec R NNe))
\l
o
[0}
w
()}
\l
N

11 7.547 749 759 771 rBV 633842 1105398 22.07% 1.755%
12 8.012 830 838 853 rvB 541973 944703 18.87% 1.500%
13 8.141 853 860 863 rBV6 3773 6764 0.14% 0.011%
14 8.728 950 960 977 rBV 764098 1414675 28.25% 2.246%
15 9.169 1027 1035 1046 rBvV 581194 1053310 21.03% 1.672%

16 9.334 1055 1063 1074 rBVS8 11146 31233 0.62% 0.050%
17 9.592 1102 1107 1111 rBV3 5988 8824 0.18% 0.014%
18 9.892 1150 1158 1170 rBV 501635 916027 18.29% 1.454%
19 10.438 1239 1251 1271 rBV 774111 1502615 30.01% 2.386%
20 10.808 1305 1314 1328 rVB 899831 1607736 32.11% 2.552%

21 10.943 1328 1337 1363 rBV 694450 1367596 27.31% 2.171%

22 11.643 1448 1456 1459 rBV7 4399 7831 0.16% 0.012%
23 12.289 1558 1566 1571 rBV5 4269 8966 0.18% 0.014%
24 12.389 1577 1583 1592 rVB3 15575 29866 0.60% 0.047%
25 12.594 1616 1618 1627 rVB7 3469 7381 0.15% 0.012%
26 13.135 1707 1710 1719 rVBS8 2985 6181 0.12% 0.010%
27 13.452 1758 1764 1767 rBV5 3831 7220 0.14% 0.011%
28 13.523 1767 1776 1778 rVV7 8931 22105 0.44% 0.035%
29 13.558 1778 1782 1795 rVB9 15098 43006 0.86% 0.068%

30 14.022 1854 1861 1866 rVV 1535791 2166192 43.26% 3.439%

31 14.069 1866 1869 1877 rVB 250878 340772 6.81% 0.541%

32 14.146 1879 1882 1887 rVB7 5058 7140 0.14% 0.011%
33 14.316 1899 1911 1923 rBV 1816599 2863608 57.19% 4._.546%
34 14.433 1929 1931 1936 rVB5 4253 6473 0.13% 0.010%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG042717\
Data File : BG026728.D

Aca On : 28 Apr 2017 1:12

Operator : SJ/MA

Sample : 12807-10

Misc :

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Method = Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG042717 .M

Title = SVOA CALIBRATION

35 14.510 1936 1944 1952 rVB3 29530 49286 0.98% 0.078%
36 14.621 1952 1963 1972 rBV2 1329700 2142378 42.78% 3.401%
37 14.704 1972 1977 1982 rVB9 10504 21068 0.42% 0.033%
38 14.839 1992 2000 2021 rBV 352468 871367 17.40% 1.383%
39 15.127 2044 2049 2056 rBVS8 18942 34412 0.69% 0.055%
40 15.197 2056 2061 2064 rVB7 6101 9885 0.20% 0.016%
41 15.332 2083 2084 2092 rVB7 4881 9242 0.18% 0.015%
42 15.409 2092 2097 2101 rBV3 16045 29612 0.59% 0.047%
43 15.456 2101 2105 2109 rVB 57831 70865 1.42% 0.113%
44 15.509 2110 2114 2118 rVV7 9070 11929 0.24% 0.019%

45 15.609 2123 2131 2143 rVB 2270151 3477594 69.45% 5.521%

46 15.726 2143 2151 2161 rBV 593683 946228 18.90% 1.502%

47 15.849 2166 2172 2178 rBV4 42059 81597 1.63% 0.130%
48 15.955 2186 2190 2195 rVBS8 11115 14661 0.29% 0.023%
49 16.008 2195 2199 2203 rBV6 9394 12580 0.25% 0.020%
50 16.079 2207 2211 2218 rVB3 41051 61112 1.22% 0.097%
51 16.314 2247 2251 2260 rBV 73262 121456 2.43% 0.193%
52 16.560 2290 2293 2299 rVBS8 6542 8878 0.18% 0.014%
53 16.649 2306 2308 2316 rBVS8 11449 27289 0.54% 0.043%
54 16.754 2322 2326 2332 rBV9 16933 35083 0.70% 0.056%
55 16.819 2334 2337 2340 rBV5 10708 9904 0.20% 0.016%
56 17.101 2380 2385 2389 rBV2 44855 58855 1.18% 0.093%
57 17.154 2389 2394 2403 rVB7 21135 37955 0.76% 0.060%
58 17.260 2406 2412 2417 rVB10 15917 25522 0.51% 0.041%

59 17.354 2418 2428 2436 rBV 1463680 2246729 44.87% 3.567%
60 17.453 2437 2445 2453 rVV2 2216607 3421902 68.33% 5.433%

61 17.512 2453 2455 2462 rVBS8 9762 15273 0.30% 0.024%
62 17.800 2495 2504 2505 rBV9 27370 54369 1.09% 0.086%
63 17.835 2507 2510 2526 rVB4 50707 106610 2.13% 0.169%
64 17.941 2526 2528 2532 rBV5 6588 8417 0.17% 0.013%
65 18.117 2553 2558 2566 rBV5 30247 69977 1.40% 0.111%
66 18.182 2566 2569 2573 rBV5 9070 11874 0.24% 0.019%
67 18.235 2573 2578 2595 rBV 620131 1058148 21.13% 1.680%
68 18.370 2597 2601 2611 rVB 35585 71630 1.43% 0.114%
69 18.529 2623 2628 2633 rBV6 29579 57897 1.16% 0.092%
70 18.634 2642 2646 2655 rVB10 33381 68231 1.36% 0.108%

71 18.822 2673 2678 2684 rBV2 77566 111264 2.22% 0.177%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG042717\
Data File : BG026728.D

Aca On : 28 Apr 2017 1:12

Operator : SJ/MA

Sample : 12807-10

Misc :

ALS Vial : 19 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 18.899 2688 2691 2697 rBVS 15465 27314 0.55% 0.043%
73 18.958 2697 2701 2708 rVB 74906 108334 2.16% 0.172%
74 19.016 2708 2711 2714 rBV4 9291 16750 0.33% 0.027%
75 19.151 2731 2734 2738 rBV2 43938 61513 1.23% 0.098%
76 19.381 2766 2773 2782 rBV7 88817 234178 4.68% 0.372%
77 19.451 2782 2785 2789 rVvv4 50454 72257 1.44% 0.115%
78 19.504 2789 2794 2810 rVvv2 299977 550851 11.00% 0.875%
79 19.622 2811 2814 2817 rVV2 26111 28475 0.57% 0.045%

80 19.733 2826 2833 2845 rBV 2534935 3482950 69.55% 5.529%

81 20.168 2903 2907 2914 rVB 165940 231778 4.63% 0.368%
82 20.256 2915 2922 2924 rBV5 37751 74361 1.48% 0.118%
83 20.385 2941 2944 2948 rBV4 37737 45792 0.91% 0.073%
84 20.573 2971 2976 2982 rBV3 143124 218306 4_36% 0.347%
85 21.243 3082 3090 3093 rBV5 92044 216338 4._.32% 0.343%

86 21.308 3093 3101 3120 rBV4 467812 2304300 46.02% 3.658%
87 21.602 3144 3151 3170 rBV2 2618798 5007584 100.00% 7.950%
88 21.737 3170 3174 3179 rVB 146626 207725 4_.15% 0.330%
89 22.371 3279 3282 3288 rVB2 78101 128890 2.57% 0.205%
90 22.495 3291 3303 3330 rBV5 393866 2503595 50.00% 3.975%

91 22.859 3357 3365 3385 rBV 1693063 4368837 87.24% 6.936%
92 23.000 3386 3389 3394 rvv4 64039 122500 2.45% 0.194%
93 23.235 3425 3429 3438 rVB3 91501 178707 3.57% 0.284%
94 23.828 3524 3530 3543 rVB3 147030 365232 7.29% 0.580%
95 24.545 3641 3652 3668 rVB2 1279168 3645668 72.80% 5.788%

96 24.757 3679 3688 3701 rVB2 942298 2645479 52.83% 4._.200%
97 25.849 3866 3874 3884 rVB4 131468 386849 7.73% 0.614%
98 26.267 3942 3945 3955 rVB4 75231 193701 3.87% 0.308%
99 27.166 4092 4098 4107 rVB5 100029 297909 5.95% 0.473%
100 29.892 4537 4562 4564 rBV4 389823 2263669 45.20% 3.594%

Sum of corrected areas: 62989383
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042717\
Data File : BG026728.D

Aca On : 28 Apr 2017 1:12

Operator : SJ/MA

Sample : 12807-10

Misc :

ALS Vial : 19 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: BG026728.D
2500000
2000000
1500000
1000000 10.81

500000

o 3R433.72 4.18 4.66 11.64 1228959
Time--> 350 4.00 450 500 550 600 650 7.00 7.50 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG026728.D

21160
19.73
2500000
15.61 17.45
2000000 14.32
14.02 17.35
1500000 14.62
1000000
21.31
573 18.23 22.49
500000 14.84 19501 50172057 21 A x
14.07 : l oo Ab A',‘ A A A
ol13.130R55 163480 70 15 e AEAA0, Shammeiruag s LA SIBITE N PR AR ’
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: BG026728.D
2500000
2000000¢:86
24.55
1500000

1000000

500000

O T

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 : BG026728.D

Aca On : 28 Apr 2017 1:12

Operator : SJ/MA

Sample : 12807-10

Misc :

ALS Vial : 19 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.23 9.42 ng/ul 1058150 Phenanthrene-d10 17.35
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 Tridecanoic acid 214 C13H2602 000638-53-9 96
4 Tetradecanoic acid 228 C14H2802 000544-63-8 93
5 Octadecanoic acid 284 C18H3602 000057-11-4 91

Abundance Scan 2577 (18.229 min): BG026728.D (-2573) (-) m/z 60.00 100.00%

—

5000 129.0
85.1
MRS . S
1711 2131 256.2,0 o 1 18.00 18.20 18.40 18.60
- : m/z 73.00 99 _72%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107549: n-Hexadecanoic acid

5000 129.0 LIS B
85.0 18. OO 18 20 18 40 18. 60

. 0,

1570 1502130 256.0 m/z 57.00 74.36%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

—

%

Abundance
43.0 73.0
AR e
18.00 18.20 18.40 18.60
5000 256.0 m/z 43.00 69.58%
129.0
213.0
9.0 157.0 185.0
Wmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #72647: Tridecanoic acid A AR R e e e
73.0 18.00 18.20 18.40 18.60

m/z 55.00 62 .55%

5000 129.0

L ‘ J,H ‘ W

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18. OO 18 20 18 40 18. 60

171.0
‘ 214.0
|

SN
w
o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042717\
Data File : BG026728.D

Aca On : 28 Apr 2017 1:12

Operator : SJ/MA

Sample : 12807-10

Misc :

ALS Vial : 19 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 unknown-01 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

19.38 2.08 ng/ul 234178 Phenanthrene-d10 17.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Carboline. 8-methoxv-1-me... 212 C13H12N20 212332-24-6 46
2 Naphthol2.3-blthiophene. 4.9-dim... 212 C14H12S 016587-34-1 43
3 2-Aminopvridazino(6.1-bdauinazol... 212 C11H8N40 001702-99-4 38
4 T1.1"-Biphenvl1-4.4"-diamine. 3.... 212 C14H16N2 000119-93-7 38
5 [1,1"-Biphenyl]-4,4"-diamine, 3,... 212 C14H16N2 000119-93-7 38

Abundance Scan 2773 (19.381 min): BG026728.D (-2766) (-) m/z 212.10 100.00%

21p.1
55.0

5000

19.00 19.20 19.40 19.60
m/z 55.00 67.87%

248.1282.0 429.2

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #71025: .beta.-Carboline, 8-methoxy-1-methyl-
212.0
5000 [Trrr[rrrr[rrrryprrrr|m
19.00 19.20 19.40 19.60
169.0 m/z 69.00 47 .49%
620 1150 | ||
e e e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
212.0
R B R ARa R
19.00 19.20 19.40 19.60
5000 m/z 41.00 47 .04%

27.0 63.0 106.0139¢ 178.0

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

Abundance #70856: 2-Aminopyridazino(6, 1-b)quinazolin-10-one R B e

212.0 19.00 19.20 19.40 19.60
m/z 97.00 34.72%

5000
54.0 129.0

NG - Wit - —— I -

m/z--> 0 50 100 150 200 250 300 350 400 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042717\
Data File : BG026728.D

Aca On : 28 Apr 2017 1:12

Operator : SJ/MA

Sample : 12807-10

Misc :

ALS Vial : 19 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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.50 2.20 ng/ul 550851 Chrysene-di12 21.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 98
3 Octadecanoic acid 284 C18H3602 000057-11-4 97
4 Octadecanoic acid 284 C18H3602 000057-11-4 95
5 Octadecanoic acid 284 C18H3602 000057-11-4 94
Abundance Scan 2793 (19.498 min): BG026728.D (-2789) (-) m/z 73.00 100.00%
5000 ~MW_WVNJ\WWWMWW
19.20 19.40 19.60 19.80
m/z 60.00 84.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #131258: Octadecanoic acid
43.0
5000 129.0
3.0 19.20 19.40 19.60 19.80
1850 949 2840 m/z 57.00 75.24%
..‘.Ul .“l‘.‘l‘..‘.“.‘l.‘.‘..‘ A
m/z--> 50 100 150 200 250 300 350 400
Abundance
73.0
19.20 19.40 19.60 19.80
5000 129.0 m/z 43.00 74 .14%
185.0  241.0 2840
40.0
m/z--> 55 160 1%0 260 2%0 360 3éo 460 !
Abundance #131262: Octadecanoic acid R aaE R A
73.0 19.20 19.40 19.60 19.80
m/z 55.00 63.81%
129.0
- T NJLM
185.0 241.0
H“Jl"'wl"h'""l""l""l""l SRUUN BN BN U
m/z--> 50 100 150 200 250 300 350 400 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042717\
Data File : BG026728.D

Aca On : 28 Apr 2017 1:12

Operator : SJ/MA

Sample : 12807-10

Misc :

ALS Vial : 19 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 Behenic alcohol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.31 9.20 ng/ul 2304300 Chrysene-di12 21.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 94
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 1-Heptacosanol 396 C27H560 002004-39-9 91
Abundance Scan 3101 (21.308 min): BG026728.D (-3093) (-) m/z 83.00 100.00%
83.0
j 150 7120 P10 7o
168.1 : . : .
ek AL SO0 2481 S14.2 869.2414746105024 1 Th/7 57.00 99.13%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #166292: Behenic alcohol
83.0
41,0
5000 AR DR U AR
21. 00 21 20 21. 40 21.60
25.0 m/z 55.00 92.85%

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

55.0 97.0

é

21.00 21.20 21.40 21.60

5000 m/z 97.10 02_.41%

1390185 0224.0266.0

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

&

Abundance #131391: n-Nonadecanol-1 B A

83.0 21.00 21.20 21.40 21.60

m/z 69.00 84.21%
41.0
5000
25.0
1680 2380

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

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042717\
Data File : BG026728.D

Aca On : 28 Apr 2017 1:12

Operator : SJ/MA

Sample : 12807-10

Misc :

ALS Vial : 19 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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

22.49 10.00 ng/ul 2503600 Chrysene-di12 21.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94

Abundance Scan 3302 (22.489 min): BG026728.D (-3291) (-) m/z 57.00 100.00%

5000 11.1

L

22.20 22.40 22.60 22.80

53.1 207.0
AR 20D 2872 3151 387.0 4375 8493 g3 00 09 160
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol
55.0 970
5000 LA L L L L L LB LB

22 20 22. 40 22. 60 22. 80
m/z 97.05 96.11%

1 \L ﬂ h‘182022402660

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

83.0

é

22.20 22.40 22.60 22.80
4149 m/z 55.00 86.02%

125.0

5000

167. 0210 0 280 0

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

L

Abundance #175127: Trifluoroacetoxy hexadecane T
7.0 22.20 22.40 22.60 22.80
m/z 69.00 82.94%
1594 11 | 154.0196.0  269.0 3200
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22 20 22. 40 22. 60 22. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042717\
Data File : BG026728.D

Aca On : 28 Apr 2017 1:12

Operator : SJ/MA

Sample : 12807-10

Misc :

ALS Vial : 19 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 Tetracosanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

22.86 17.45 ng/ul 4368840 Chrysene-di12 21.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosanoic acid 368 C24H4802 000557-59-5 99
2 Tetracosanoic acid 368 C24H4802 000557-59-5 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 62
4 Decanoic acid. silver(1+) salt 278 C10H19Aa002 013126-67-5 50
5 Pentadecanoic acid 242 C15H3002 001002-84-2 50

Abundance Scan 3365 (22.859 min): BG026728.D (-3357) (-) m/z 57.00 100.00%

.0

5000

-

22.60 22.80 23.00 23.20
m/z 73.00 81.28%

185.1 368.3
297 1 269.2 325.3

430.1 503.3

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #195785: Tetracosanoic acid
73.0
129.0
5000 368.0 T
22.60 22.80 23.00 23.20
0
850  see0 3250 m/z  43.00  77.30%
i) 2270 |
....‘“,“.“. ‘.“.“‘,“:“‘.“‘l‘.‘,‘..‘..‘,.‘.‘..‘,.‘..‘.‘,..‘.a,....,....,....,.
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
R R REEE R
22.60 22.80 23.00 23.20
5000 129.0 368.0 m/z 55.00 70.66%

85.0

85.0
227.0269.0 325.0
T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #72646: Tridecanoic acid B A e
73.0 22.60 22.80 23.00 23.20
m/z 60.00 70.51%

:

5000

129.0 171.0 214.0

Mnl" L,

I 1 I I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.60 22.80 23.00 23.20

N
©
S —
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042717\
Data File : BG026728.D

Aca On : 28 Apr 2017 1:12

Operator : SJ/MA

Sample : 12807-10

Misc :

ALS Vial : 19 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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.83 2.76 ng/ul 365232 Perylene-d12 24.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 87
2 Octacosane 394 C28H58 000630-02-4 86
3 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 86
4 Docosane. l1ll-decvl- 451 C32H66 055401-55-3 78
5 Hentriacontane 437 C31H64 000630-04-6 72
Abundance Scan 3530 (23.828 min): BG026728.D (-3524) (-) m/z 57.05 100.00%
57.0
5000 vaj\m//\\\/w
9.0 R N R R EEamsmas
1691 1283.0 Bmmmmmmm
Ol Ak “|, Aoy oy 2ABLE000 34103812 4202 4926 | nzz 71.05  63.58%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #175559: Tetracosane
57.0
5000 L BRI UL B SUR
Bmmmmmmm
m/z 85.10 53.94%
naenl h , 14101830 2950 338.0
m/z--> 56 100 1éo 200 250 360 3éo 460 4éo 560
Abundance
57.0
2360 23.80 24.00 24.20
5000 m/z 43.00 49 .85%
99.0
141.0183.0225.0 281.0 337.0 394.0
m/z--> 56 160 1éo 260 2%0 300 3éo 460 4éo 560
Abundance #96002: Tridecanol, 2-ethyl-2-methyl- B Al EREEEEET S
57.0 23.60 23.80 24.00 24.20
m/z 55.00 28.91%
5000
\ 70‘ :I‘.41.0 211.0
1 | 1
m/z--> 56 160 1éo 260 2éo 360 3éo 460 4éo 560 2360 2380 2400 2420
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042717\
Data File : BG026728.D

Aca On : 28 Apr 2017 1:12

Operator : SJ/MA

Sample : 12807-10

Misc :

ALS Vial : 19 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 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

25.85 2.92 ng/ul 386849 Perylene-d12 24.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 86
2 Docosane 310 C22H46 000629-97-0 86
3 Heptadecane 240 C17H36 000629-78-7 86
4 Dodecane 170 C12H26 000112-40-3 83
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 83

Abundance Scan 3874 (25.849 min): BG026728.D (-3866) (-) m/z 57.00 100.00%

57.0
5000

9.1
165.0 281.0 25.60 25.80 26.00 26.20
AL L 250 2101 2810 84113863 4311 8025 o777 05 59.89%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #129492: Eicosane
57.0

5000 L L B B
25. 60 2580 2600 26. 20

F m/z 85.00 47 .08%
\“H\‘\

Ii] 141.0183.0 225.0 2820
I L i o e L O B B B O
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0

25.60 25 80 26 00 26.20

5000 m/z 43.00 35.37%
99.0
141.0 183.0 225.0 267.0 310.0
B e o R B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #94345: Heptadecane L e
57.0 25. 60 25 80 26 00 26. 20

m/z 55.00 18.03%

5000

0
{ I F | 141.01gp0 240.0

m/z--> 50 100 150 200 250 300 350 400 450 500 25. 60 25 80 26 00 26. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042717\
Data File : BG026728.D

Aca On : 28 Apr 2017 1:12

Operator : SJ/MA

Sample : 12807-10

Misc :

ALS Vial : 19 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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

27 .17 2.25 ng/ul 297909 Perylene-d12 24.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 92
2 Nonadecane 268 C19H40 000629-92-5 70
3 Heptadecane 240 C17H36 000629-78-7 64
4 Tetradecane 198 C14H30 000629-59-4 62
5 Tridecane 184 C13H28 000629-50-5 62

Abundance Scan 4099 (27.171 min): BG026728.D (-4092) (-) m/z 57.00 100.00%

51.

-

5000

9.0 .

1551 207.0 2524091 2 3550  429.0 26.80 27.00 27.20 27.40
] : . m/z 71.05 98.79%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 LA L L L L L L L L

26.80 27.00 27.20 27.40
m/z 85.00 53.11%

gy F 414101830 239.0 296.0

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

¥

57.0

26.80 27.00 27.20 27.40
5000 m/z 43.00 42 _48Y%

po.0 141.0183.0225.0 268 0

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94346: Heptadecane T e
26.80 27.00 27.20 27.40

m/z 99.05 20.17%

5000

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\BG042717\
Data File : BG026728.D

Aca On : 28 Apr 2017 1:12

Operator : SJ/MA

Sample : 12807-10

Misc :

ALS Vial : 19 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 N-(4-Methoxyphenyl)-2-hydro... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
29.89 17.11 ng/ul 2263670 Perylene-di12 24 .76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
N-(4-Methoxvphenv)-2-hvdroxvimi... 194 C9H10N203 1000143-61-3 92
2 5.7-Dimethvl-1.3-diazaadamantan-... 194 C10H18N4 125658-01-7 35
3 2-Hvdroxv-4-isopropvl-7-methoxvt... 194 C11H1403 089647-85-8 30
4 Benzen. 2-acetate-1.3-dimethoxv-... 236 C13H1604 029540-10-1 27
5 2,3,4,5-Tetrafluorobenzoic acid 194 C7H2F402 001201-31-6 25
Abundance Scan 4562 (29.892 min): BG026728.D (-4537) (-) m/z 194.00 100.00%
194.0
" o A
43.0 J 502.4 e
3.0 29.60 29.80 30.00 30.20
Ol e 267.1 3280 377.3 420.1 m/z 177.00 69.95%
mz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #56902: N-(4-Methoxyphenyl)-2-hydroxyimino-acetamide
44.0 149.0 194.0
5000 55160 2580 3000 300
m/z 137.00 35.66%
H‘ \m M |
T rrrryrrrryrTTT T T T T T T T T T T T T T T T T T T T T

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

194.0

1

29.60 29.80 30.00 30.20
5000 151.0 m/z 150.00 35.27%

58.0 108.0

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

E

Abundance #55985: 2Hydroxy4|sopropyl7methoxytropone L TR B B B S o
194. 29.60 29.80 30.00 30.20
m/z 502.40 26.00%
5000
151.0
91.0
90 [yl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 29. 60 29. 80 30. 00 30. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042717\
Data File : BG026728.D

Acq On : 28 Apr 2017 1:12

Operator : SJ/MA

Sample : 12807-10

Misc :

ALS Vial : 19 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]
n-Hexadecanoic acid 18.23 9.4 ng/ul 1058150 4 17.35 2246730 20.0
unknown-01 19.38 2.1 ng/ul 234178 4 17.35 2246730 20.0
Octadecanoic acid 19.50 2.2 ng/ul 550851 5 21.60 5007580 20.0
Behenic alcohol 21.31 9.2 ng/ul 2304300 5 21.60 5007580 20.0
1-Heneicosanol 22.49 10.0 ng/ul 2503600 5 21.60 5007580 20.0
Tetracosanoic acid 22 .86 17.4 ng/ul 4368840 5 21.60 5007580 20.0
(DEL) Alkane: Str... 23.83 2.8 ng/ul 365232 6 24.76 2645480 20.0
(DEL) Alkane: Str... 25.85 2.9 ng/ul 386849 6 24.76 2645480 20.0
(DEL) Alkane: Str... 27.17 2.3 ng/ul 297909 6 24.76 2645480 20.0
N-(4-Methoxypheny... 29.89 17.1 ng/ul 2263670 6 24.76 2645480 20.0
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