LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102115\
Data File : BG019282.D

Aca On : 21 Oct 2015 15:30

Operator : UM/NP

Sample : 6G4074-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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-BG101515.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 3.076 35 40 49 rBV2 37947 71464 3.11% 0.537%
2 3.152 49 53 66 rvB 233016 320732 13.96% 2.411%
3 3.940 182 187 192 rBvV5 3407 4747 0.21% 0.036%
4 4_.392 261 264 268 rVB5 2509 3168 0.14% 0.024%
5 5.091 377 383 389 rBV2 18677 27638 1.20% 0.208%
6 6.672 648 652 657 rVB3 2080 2669 0.12% 0.020%
7 7.165 729 736 744 rBV 42707 74938 3.26% 0.563%
8 7.312 753 761 767 rBV 30598 53481 2.33% 0.402%
9 7.524 791 797 805 rBV 44947 71789 3.12% 0.540%
10 7.988 869 876 882 rBV 89923 151303 6.58% 1.137%
11 8.705 991 998 1005 rBV 55771 94795 4.12% 0.712%
12 9.145 1067 1073 1081 rVB2 44470 78188 3.40% 0.588%
13 9.868 1191 1196 1203 rVB2 42614 72892 3.17% 0.548%

14 10.420 1283 1290 1298 rVB 66926 108493 4.72% 0.815%
15 10.790 1346 1353 1361 rBV 141536 253363 11.02% 1.904%

16 10.931 1371 1377 1384 rBV2 23443 43584 1.90% 0.328%
17 12.165 1581 1587 1590 rVB5 2056 3137 0.14% 0.024%
18 12.976 1721 1725 1730 rVB3 1759 2773 0.12% 0.021%
19 13.223 1764 1767 1772 rVB2 2923 4437 0.19% 0.033%
20 14.022 1897 1903 1907 rVvVv 131842 188675 8.21% 1.418%
21 14.069 1907 1911 1919 rVB 72105 98193 4.27% 0.738%
22 14.316 1945 1953 1959 rVB 137767 210264 9.15% 1.580%
23 14.510 1982 1986 1989 rVB3 2159 2972 0.13% 0.022%
24 14.621 1999 2005 2012 rBV2 253929 390129 16.97% 2.932%
25 14.680 2012 2015 2016 rBVZ2 3001 2346 0.10% 0.018%
26 14.839 2037 2042 2050 rBV 49628 82356 3.58% 0.619%
27 15.032 2069 2075 2080 rVB2 7887 11317 0.49% 0.085%
28 15.197 2099 2103 2106 rBV2 1678 2346 0.10% 0.018%
29 15.414 2134 2140 2144 rBvV4 1959 3655 0.16% 0.027%
30 15.461 2144 2148 2154 rVB 6658 7804 0.34% 0.059%
31 15.614 2167 2174 2180 rVV 197950 284865 12.39% 2.141%
32 15.732 2189 2194 2199 rBV2 57804 84461 3.67% 0.635%
33 15.779 2199 2202 2208 rVB3 6658 8717 0.38% 0.066%
34 15.849 2211 2214 2216 rBV4 2098 3027 0.13% 0.023%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102115\
Data File : BG019282.D

Aca On : 21 Oct 2015 15:30

Operator : UM/NP

Sample : 6G4074-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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:\HPCHEM1I\BNA G\METHODS\SOMO2.2-EPA-BG101515.M

Title = SVOA CALIBRATION

35 16.014 2237 2242 2245 rBV2 1880 2676 0.12% 0.020%
36 16.319 2290 2294 2297 rBV2 10210 14142 0.62% 0.106%
37 16.507 2322 2326 2329 rVB4 9489 11902 0.52% 0.089%
38 16.760 2365 2369 2378 rBV2 21171 30186 1.31% 0.227%
39 16.830 2378 2381 2388 rBV6 1500 2695 0.12% 0.020%
40 17.112 2424 2429 2433 rBV3 13269 17234 0.75% 0.130%
41 17.177 2433 2440 2447 rVB3 6990 17710 0.77% 0.133%
42 17.253 2450 2453 2455 rBV3 4711 6057 0.26% 0.046%
43 17.324 2462 2465 2466 rBV3 2264 2330 0.10% 0.018%

44 17.365 2466 2472 2482 rVVv2 303358 462380 20.12% 3.475%
45 17.465 2482 2489 2497 rVB 198127 307972 13.40% 2.315%

46 17.530 2497 2500 2504 rBV4 7508 10753 0.47% 0.081%
47 17.647 2515 2520 2523 rBV5 1721 2937 0.13% 0.022%
48 17.741 2530 2536 2539 rBV6 3764 7567 0.33% 0.057%
49 17.853 2550 2555 2559 rBV4 9138 13167 0.57% 0.099%
50 17.958 2569 2573 2576 rBV5 1977 3002 0.13% 0.023%
51 18.000 2576 2580 2582 rBvV4 2771 3285 0.14% 0.025%
52 18.029 2582 2585 2589 rVB4 4212 4964 0.22% 0.037%
53 18.058 2589 2590 2593 rVB2 2515 2363 0.10% 0.018%
54 18.135 2596 2603 2607 rBV5 18975 36377 1.58% 0.273%
55 18.199 2609 2614 2619 rBV 56515 82613 3.59% 0.621%
56 18.264 2619 2625 2635 rVV 281614 409618 17.82% 3.079%
57 18.540 2668 2672 2678 rBV4 6341 12686 0.55% 0.095%
58 18.675 2692 2695 2700 rVB6 11183 13313 0.58% 0.100%
59 18.805 2713 2717 2719 rBvV4 4178 7077 0.31% 0.053%
60 18.922 2734 2737 2741 rBV4 5458 8397 0.37% 0.063%
61 19.104 2763 2768 2775 rBV10 10238 19415 0.84% 0.146%
62 19.169 2777 2779 2783 rVB5 4988 5711 0.25% 0.043%
63 19.269 2790 2796 2799 rBvV4 11360 19044 0.83% 0.143%
64 19.380 2811 2815 2817 rBV2 50015 61581 2.68% 0.463%

65 19.410 2817 2820 2827 rVB2 61050 104945 4._.57% 0.789%

66 19.527 2836 2840 2848 rBV 212803 288457 12.55% 2.168%
67 19.750 2873 2878 2888 rBV 217943 328977 14.31% 2.473%
68 20.250 2959 2963 2965 rBV4 24685 33276 1.45% 0.250%
69 20.279 2965 2968 2973 rVB 25820 35442 1.54% 0.266%
70 20.602 3019 3023 3028 rBV3 97111 144398 6.28% 1.085%

71 20.767 3049 3051 3055 rVB3 15729 18939 0.82% 0.142%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102115\
Data File : BG019282.D

Aca On : 21 Oct 2015 15:30

Operator : UM/NP

Sample : 6G4074-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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

Z:\HPCHEM1\BNA G\METHODS\SOMO2.2-EPA-BG101515.M
SVOA CALIBRATION

Method :
Title :
72 21.278 3133 3138 3145 rBV 153795 216765 9.43% 1.629%
73 21.631 3192 3198 3211 rBV 353534 605571 26.35% 4 _.551%
74 22.424 3327 3333 3346 rBV 241310 457605 19.91% 3.439%
75 22.577 3356 3359 3365 rVvB4 34655 53705 2.34% 0.404%

76 23.299 3478 3482 3487 rBV 42783 73711 3.21% 0.554%
77 23.458 3504 3509 3522 rVB2 66638 150815 6.56% 1.134%
78 23.916 3579 3587 3593 rBV 344350 733176 31.90% 5.511%
79 23.981 3593 3598 3611 rVB3 99773 258517 11.25% 1.943%
80 24.610 3698 3705 3715 rVB 121845 308091 13.41% 2.316%

81 24.833 3736 3743 3755 rVvB2 220683 644516 28.04% 4.844%
82 25.367 3827 3834 3844 rBV4 94714 253432 11.03% 1.905%
83 25.996 3928 3941 3951 rVB 739839 2298316 100.00% 17.274%
84 26.108 3955 3960 3976 rVB4 83545 298603 12.99% 2.244%
85 28.957 4436 4445 4451 rBV4 67677 232203 10.10% 1.745%

86 30.144 4631 4647 4663 rBv4 241803 1341616 58.37% 10.084%

Sum of corrected areas: 13304948
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102115\
Data File : BG019282.D

Aca On : 21 Oct 2015 15:30

Operator : UM/NP

Sample > 6G4074-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG101515.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG019282.D
800000
600000
400000
3.15
200000
10.79
7.99
10.42
3.08 7.3731.52 8.70 915 9.87
o 394 439 509 6.67 i) o L\ foss 1217
e e e e e e e e e e e e e e e — e —
Time--> 3.00 350 400 450 500 550 600 650 7.00 7.50 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG019282.D
800000
600000
21.63
400000
17.37 18.26 22.42
14.62
19.48.75
15.61 7.46 21.28
200000
14.024.32 20.60 b2 5¢
14.07 I5.73 1820 1948 mzm pO.77 i
1454 e 7687rY 46 19 88mapsaY fi—
ol12.98.22 | |has 615032500 $5185016 52 5P5 SiTrrionn s e wmbic 1
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: BG019282.D
800000 2600
600000
23.92
400000
200000
O B B e o B o B S O IO
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\BG102115\
Data File : BG019282.D

Aca On : 21 Oct 2015 15:30

Operator : UM/NP

Sample > 6G4074-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG101515.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Butane, 2-methoxy-2-methyl- Concentration Rank 2

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

3.15 42_.40 ng/ul 320732 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 64
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 53 (3.152 min): BG019282.D (-49) (-) m/z 73.10 100.00%
741
5000 43.0 /\\
55.1 87.1
1300 320 340
O bbb e e e | M/z 43.05 43.15%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73.0
5000 S NS LA AL B
43.0 3.00 320 3.40
' 55.0 87.0 m/z 55.10 33.16%
29.0 ‘ ‘
0.....‘a‘....‘:............l..............
I I I T I I I I | I
m/z--> 20 30 40 50 60 70 80 90 100
Abundance
73.0
1300 320 340
0
5000 o 550 m/z 87.10 29.85%
87.0
27.0
62.0 101.0 A\
e S S L S L SR S S|
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #2022: 1,3-Dioxolane, 2-methyl- —
73.0 3.00 320 3.40
m/z 41.10 12.97%
5000 43.0
58.0
0 Nl ‘ | 1 I ‘
L LR UL S UL FURLELL SR FURLELEL S UURL L NSRS LA L
m/z--> 20 30 40 50 60 70 80 90 100 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102115\
Data File : BG019282.D

Aca On : 21 Oct 2015 15:30

Operator : UM/NP

Sample > 6G4074-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG101515.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 17

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

5.09 3.65 ng/ul 27638 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 23
3 4-Pentene-2-ol. 2-methvl 100 C6H120 000624-97-5 17
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Propane, 2-methoxy- 74 C4H100 000598-53-8 9

Abundance Scan 383 (5.091 min): BG019282.D (-377) (-) m/z 43.10 100.00%
d.1
59.1
5000
1011 III|"ll|llll|llll|llll
480 5.00 520 5.40
73.1 83.
ot el T8 8L h77 59.10  61.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 S AR LS S LR
59.0 480 500 520 5.40
0
150 a0 1010 m/z 101.10 19.56%
: 83.0
R R R R s R I R AR A R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
480 500 520 540
5000 43.0 m/z 58.10 14.98%
31.0
15.0 69.0 87.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3818: 4-Pentene-2-ol, 2-methy! s ERa T
54.0 480 5.00 520 5.40
m/z 41.10 11.04%
5000 43.0
31.0
0"'w"w"“lt“'““"w'“'w'gaq'“léﬁql”"w"w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102115\
Data File : BG019282.D

Aca On : 21 Oct 2015 15:30

Operator : UM/NP

Sample > 6G4074-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG101515.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Hexadecenoic acid, Z-11- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

18.20 3.57 ng/ul 82613 Phenanthrene-d10 17.37

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecenoic acid. Z-11- 254 C16H3002 002416-20-8 83
2 Z-11-Tetradecenoic acid 226 C14H2602 1000130-83-3 83
3 Z-7-Tetradecenoic acid 226 C14H2602 1000130-98-4 83
4 Mvristoleic acid 226 C14H2602 000544-64-9 72
5 Cyclopentadecanone, 2-hydroxy- 240 C15H2802 004727-18-8 64

Abundance Scan 2614 (18.199 min): BG019282.D (-2609) (-) m/z 55.10 100.00%

5000

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
17.80 18.00 18.20 18.40 18.60

151.1  177.2194.3

o m/z 41.10 50.16%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #90865: Hexadecenoic acid, Z-11-
55.0
5000
83.0 17.80 18.00 18.20 18.40 18.60
110 m/z 69.10 49 .80%
oA . »H\M LD o isso 1920 zisg™E0asa
m/z--> 100 120 140 160 180 200 220 240
Abundance
41.0
e R RREEEE SRR
69.0 17.80 18.00 18.20 18.40 18.60
5000 m/z 83.10 29.27%
97.0
124.0
o 1MM%°mmmmﬂM
T T T T T T e e e T T
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #73739: Z-7-Tetradecenoic acid
55.0 17.80 18.00 18.20 18.40 18.60
m/z 43.10 23.67%
5000
83.0
110.0
137.0 166.0 208.0
oL |H- .“ H MH \HHH ‘H‘m \HM HM i u e |].'9.0..0| e I2I2I6”OI T
m/z--> 40 100 120 140 160 180 200 220 240 17.80 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102115\
Data File : BG019282.D

Aca On : 21 Oct 2015 15:30

Operator : UM/NP

Sample > 6G4074-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG101515.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 5

R.T. EstConc Area Relative to ISTD R.T.
18.26 17.72 ng/ul 409618 Phenanthrene-d10 17.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2624 (18.258 min): BG019282.D (-2619) (-) m/z 60.05 100.00%
6d.0
1 AAk_
5000
129.1

83.1 213.2 BN A

| by 1571 1851 256.3 18,00 18.20 18.40 18.60
i — m/z 73.10 99.60%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0

5000 L e N RN
18. OO 18 20 18 40 18. 60

m/z 43.10 91.70%

L

18.00 18.20 18.40 18.60
5000 256.0 m/z 55.10 84 _.36%

129.0 '
97.0 1570 185.0 213.0
0 ' 236.0
L o e R A
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—

Abundance #92226: n-Hexadecanoic acid
43.0 73.0 18.00 18.20 18.40 18.60
m/z 41.10 77 .20%

97.0 129 0 256.0
o H‘w‘ e 1&M“Mmﬁﬂomo\
P

III‘I T I T I TT I T TT TTTT TTTT TT 1T TrTT IIIIIII
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance

43.0 73.0

5000
129.0
97.0 256.0
I “ H A 1570 1850 2130
o ..” “‘ R R AR
I I I | T | T I |

m/z--> 20 40

80 100 120 140 160 180 200 220 240 260

18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102115\
Data File : BG019282.D

Aca On : 21 Oct 2015 15:30

Operator : UM/NP

Sample > 6G4074-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG101515.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 9,12-Octadecadienoic acid (... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
19.38 2.66 ng/ul 61581 Phenanthrene-d10 17.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 97
2 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 91
3 2-Chloroethvl linoleate 342 C20H35CI102 025525-76-2 91
4 9-Octadecvne 250 C18H34 035365-59-4 83
5 7-Heptadecyne, 1l-chloro- 270 C17H31CI 056554-74-6 80

Abundance Scan 2815 (19.380 min): BG019282.D (-2811) (-) m/z 67.10 100.00%

61.1

-

5000
2121
123.1150.1 179 1 19.00 19.20 19.40 19.60
0 m/z 55.10 88.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #106289: 9,12-Octadecadienoic acid (Z,2)-
67.0
95.0
5000 410 R R s o S RammE

19.00 19.20 19.40 19.60
m/z 81.10 82.53%

1 O 280.0
bbbl .u’..m w00 aszoz00 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
67.0
41.0 L o s e
95.0 19.00 19.20 19.40 19.60
5000 ‘ m/z 41.10 63.73%
123.0 280.0

o 151.0 182.0 222.0 251.0

mmmﬂwmmm‘wwrwﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #138048: 2-Chloroethy! linoleate A e
19.00 19.20 19.40 19.60

m/z 95.10 56.29%

%

5000

s

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 19. 00 19. 20 19. 40 19. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102115\
Data File : BG019282.D

Aca On : 21 Oct 2015 15:30

Operator : UM/NP

Sample > 6G4074-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG101515.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1-Dodecanethiol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.41 4.54 ng/ul 104945 Phenanthrene-d10 17.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanethiol 202 C12H26S 000112-55-0 53
2 3-Heptafluorobutvroxvpentadecane 424 C19H31F702 1000245-50-1 49
3 3-Heptafluorobutvroxvtridecane 396 C17H27F702 1000245-49-5 47
4 1-Dodecanethiol 202 C12H26S 000112-55-0 47
5 Cyclopentadecane 210 C15H30 000295-48-7 43

Abundance Scan 2820 (19.410 min): BG019282.D (-2817) (-) m/z 55.10 100.00%

5000

-

19.00 19.20 19.40 19.60 19.80
m/z 41.10 58.95%

111.1 202.1
15211751

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #57295: 1-Dodecanethiol
41.0

-

5000 | NI LI L L LB L
19.00 19.20 19.40 19.60 19.80
m/z 69.10 51.15%
125.0 168.0 202.0
0 18'0\ ‘ |
e ARAnas
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41.0
e
69.0 19.00 19.20 19.40 19.60 19.80
5000 m/z 83.10 46.60%
97.0
169.0
. 125.0147.0 210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #155414: 3-Heptafluorobutyroxytridecane e A RBEEmEEEs s
41. 19.00 19.20 19.40 19.60 19.80

69.0 m/z 43.10 44 . 71%

5000

-

125.0 169.0

I I T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.00 19.20 19.40 19.60 19.80

SOM02.2-EPA-BG101515.M Thu Oct 22 13:15:35 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102115\
Data File : BG019282.D

Aca On : 21 Oct 2015 15:30

Operator : UM/NP

Sample > 6G4074-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG101515.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.53 9.53 ng/ul 288457 Chrysene-di12 21.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Octadecanoic acid 284 C18H3602 000057-11-4 90
4 Octadecanoic acid 284 C18H3602 000057-11-4 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 87
Abundance Scan 2840 (19.527 min): BG019282.D (-2836) (-) m/z 43.10 100.00%
43.1 .0
5000
19.20 19.40 19.60 19.80
(o} m/z 73.05 89.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108842: Octadecanoic acid
43.0
73.0 284.0
5000
19.20 19.40 19.60 19.80
m/z 60.05 89.61%
o 180 |
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 73.0
19.20 19.40 19.60 19.80
5000 129.0 m/z 55.10 89.47%
97.0 )
185.0 2410 284.0
0 15.0 157.0 213.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108841: Octadecanoic acid T
43.0 mmwmwmmm
' m/z 57.10 84 .43%
0 18 0‘ 11141
m/z--> ﬁo 45 eb 80 100 120 140 160 180 200 220 240 260 280 1920 1940 1960 1980 '

SOM02.2-EPA-BG101515.M Thu Oct 22 13:15:36 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102115\
Data File : BG019282.D

Aca On : 21 Oct 2015 15:30

Operator : UM/NP

Sample > 6G4074-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG101515.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Eicosanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.60 4.77 ng/ul 144398 Chrysene-di12 21.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid 312 C20H4002 000506-30-9 95
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Heptadecanoic acid 270 C17H3402 000506-12-7 86
5 Octadecanoic acid 284 C18H3602 000057-11-4 78
Abundance Scan 3023 (20.602 min): BG019282.D (-3019) (-) m/z 43.10 100.00%
Al 731
5000
1852 213.2 20,20 20.40 20.60 20.80 21.00
OFrrrprrrriite m/z 55.10 86.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124052: Eicosanoic acid
43.0
73.0
5000 AR R SR B
20.20 20.40 20.60 20.80 21.00
97.0 129.0 m/z 73.10 80.19%
157.0 185.0 213.0 2410 269.0 312.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0
73.0 284.0 RN R SR B
20.20 20.40 20.60 20.80 21.00
5000 m/z 57.10 79.63%
0go 1290
185.0 241.0
0 18.0 157.0 213.0
L R R A R A R KRN LA AR AN LA RAAAN LRSS EARRN AR N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #75072: Tetradecanoic acid I RREEEEEES T
73.0 20.20 20.40 20.60 20.80 21.00
43.0 m/z 60.05 71.36%
5000 129.0

:

15.0
R IEEEEEEEE s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 20.20 20.40 20.60 20.80 21.00

SOM02.2-EPA-BG101515.M Thu Oct 22 13:15:36 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102115\
Data File : BG019282.D

Aca On : 21 Oct 2015 15:30

Operator : UM/NP

Sample > 6G4074-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG101515.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.28 7.16 ng/ul 216765 Chrysene-di12 21.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 95
2 E-15-Heptadecenal 252 C17H320 1000130-97-9 95
3 Hexadecane. 1-chloro- 260 C16H33ClI 004860-03-1 87
4 Cvclopentadecane 210 C15H30 000295-48-7 84
5 Cyclotetradecane 196 C14H28 000295-17-0 80
Abundance Scan 3138 (21.278 min): BG019282.D (-3133) (-) m/z 57.10 100.00%
57.1
>0 V\JN\
500 7170 71140 7100
141.2 : : : :
Obrrerererhrs 168.1 196.2 225.1 252.2 295.3 /2 43.10 77 _00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89783: 1-Octadecene
57.0
83.0
5000 LU SURRLN AN B BUL
290 21.00 21.20 21.40 21.60
m/z 55.10 55.84%
N 139.0 168.0 196.0 224.0 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
83.0 21,00 21.20 21,40 21,60
5000 m/z 71.10 51.69%
111.0
o 139.0 168.0 196.0 224.0 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94520: Hexadecane, 1-chloro- P L R
57.0 21.00 21.20 21.40 21.60
m/z 41.10 38.78%
5000 91.0
29.0
L ‘ L3129 2470 1750 2030 2310 2600
m/z--> 20 40 éo éo 100 120 140 160 180 200 220 240 260 280 21/00 21.20 21.40 21.60

SOM02.2-EPA-BG101515.M Thu Oct 22 13:15:37 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102115\
Data File : BG019282.D

Aca On : 21 Oct 2015 15:30

Operator : UM/NP

Sample > 6G4074-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG101515.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.42 15.11 ng/ul 457605 Chrysene-di12 21.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91
Abundance Scan 3332 (22.418 min): BG019282.D (-3327) (-) m/z 57.10 100.00%
5%.1
5000 85.1
113.1 141 " 2220 22.40 22.60 22.80
ol \ A AT A160.2 21122390 260229528284y 4390 67.07%
m/z--> 50 100 150 200 250 300 350
Abundance #64573: Pentadecane
57.0
5000 LI SR BRI BUL B
85.0 2220 2240 2260 22.80
29.0 m/z 71.10 54 _.38%
m/z--> 55 160 1éo 260 2%0 360 3éo
Abundance
57.0
" 2220 22.40 22.60 22.80
5000 85.0 m/z 85.10 44 . 71%
o 1130141.0169.0197.0  2399267.0294.0 323.0 352.0
R e e S B i Ao e
m/z--> 50 100 150 200 250 300 350
Abundance #142112: Pentacosane R AR EmE
57.0 22.20 22.40 22.60 22.80
m/z 55.10 28.01%
5000 85.0 Awwﬂwﬂfwwwij\\uwwwwww*wm
113.0
. 29.0| | ¥ | “141 0 169.0  211.0239.0267.0 295. 0323 0352.0
m/z--> % ﬁo 150 ﬁ 250 3m m nmnmnmnm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102115\
Data File : BG019282.D

Aca On : 21 Oct 2015 15:30

Operator : UM/NP

Sample > 6G4074-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG101515.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2,6,10-Dodecatrien-1-ol, 3,... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
23.30 2.29 ng/ul 73711 Perylene-d12 24 .83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 000106-28-5 81
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 80
3 Farnesol i1somer a 222 C15H260 1000108-92-4 80
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 80
5 Squalene 410 C30H50 007683-64-9 80
Abundance Scan 3482 (23.299 min): BG019282.D (-3478) (-) m/z 69.10 100.00%
6d.1
1211 23.00 23.20 23.40 23.60
191.1
0....‘,-. Llaysaa 9l st 2731 sa3 et 0T 50 o0%
m/z--> 50 100 150 200 250 300 350 400
Abundance #70995: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-, (E,E)-
69.0
5000 AU DR AR
Bmmmmmmm
J m/z 41.10 30.44%
) 109.0
ob——— Im' “HW IM\IHI .““.“‘.];6.1'.0. . |2|2|2|0| T
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
23.00 23.20 23.40 23.60
5000 m/z 95.10 16.25%
137.0
o 29.0 105.0 191.0 231.0 273.0 341.0 410.0
m/z--> §0 160 1éo 260 250 300 3%0 460
Abundance #70961: Farnesol isomer a R BARRE RS S
69.0 23.00 23.20 23.40 23.60
m/z 67.10 13.86%
5000
0 ‘J \h | L 30\9\0 1610 2040
m/z--> % 100 ﬁo @ 2m mo ﬁ 4& Bmmmmmmm

SOM02.2-EPA-BG101515.M Thu Oct 22 13:15:38 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102115\
Data File : BG019282.D

Aca On : 21 Oct 2015 15:30

Operator : UM/NP

Sample > 6G4074-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG101515.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 (DEL) Alkane: Branched23.46 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
23.46 4.68 ng/ul 150815 Perylene-di12 24 .83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octadecanal

2 Hexadecanal

3 Z-2-Octadecen-1-ol
4 Octadecanal

5 Tetradecanal

268 C18H360
240 C16H320
268 C18H360
268 C18H360
212 C14H280

000638-66-4 91
000629-80-1 90
1000131-11-0 86
000638-66-4 72
000124-25-4 72

Abundance Scan 3509 (23.458 min): BG019282.D (-3504) (-) m/z 57.10 100.00%
571.1
96.1
5000
202.0 245.1 288.1 325.1357.3 429.0 23.20 23.40 23.60 23.80
o! 9:3 m/z 43.10 97.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #99446: Octadecanal
43.0, 82.0
5000 LIS L L L L B BB
23. 20 23 40 23 60 23. 80
0
mz‘m Lono 250.0 m/z 82.10 86.23%
o .W.“WNH?QQ:.ﬂu A
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.00 82.0
R RN A
23.20 23.40 23.60 23.80
5000 m/z 55.10 81.02%
124.0
196.0
O S 6 M LA e e e e o o o —
m/z--> 50 100 150 200 250 300 350 400
Abundance #99458: Z-2-Octadecen-1-ol R AR L
57.0 23.20 23.40 23.60 23.80
m/z 96.10 59.15%
96.0
5000
250.0
0 “ ﬂ-37 0169 0 208 0
o L B I A N N B — R N A R
m/z--> 50 100 150 200 250 300 350 400 23. 20 23 40 23 60 23. 80

SOM02.2-EPA-BG101515.M Thu Oct 22 13:15:39 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102115\
Data File : BG019282.D

Aca On : 21 Oct 2015 15:30

Operator : UM/NP

Sample > 6G4074-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG101515.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.92 22.75 ng/ul 733176 Perylene-di12 24.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Nonacosane 408 C29H60 000630-03-5 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3588 (23.922 min): BG019282.D (-3579) (-) m/z 57.10 100.00%
571.1
5000 ’l
991 23.60 23.80 24.00 24.20
141.2 : : : :
oA h L ddy I42 1832 2253 2662 32833513863 o7 43 10 67.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #142113: Heptadecane, 9-octyl-
57.0
5000 UL AR
23.60 23.80 24.00 24.20
m/z 71.10 57.58%
‘ 99.0 239.0
0 M¢¢NH}49mw 269.0 308.0 352.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—r
23.60 23.80 24.00 24.20
5000 m/z 85.10 47 .73%
99.0
o 270 141.0 1830 2250 281.0 337.0  394.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane R R R o
57.0 23.60 23.80 24.00 24.20
m/z 55.10 27 .50%
5000
99.0
o 270| || | y ” 1410 1830 225.0 267.0 309.0 35L.0  408.0
m/z--> 50 100 150 200 250 300 350 400 23.60 23.80 24.00 24.20

SOM02.2-EPA-BG101515.M Thu Oct 22 13:15:40 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102115\
Data File : BG019282.D

Aca On : 21 Oct 2015 15:30

Operator : UM/NP

Sample > 6G4074-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG101515.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
23.98 8.02 ng/ul 258517 Perylene-d12 24 .83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 99
2 3-Chloropropionic acid. heptadec... 346 C20H39CI102 1000283-05-1 87
3 Z-5-Nonadecene 266 C19H38 1000131-11-8 87
4 4-Methvl-E-9-octadecene 266 C19H38 1000130-87-1 86
5 1-Nonadecene 266 C19H38 018435-45-5 86
Abundance Scan 3598 (23.981 min): BG019282.D (-3593) (-) m/z 55.10 100.00%
5511 83.1

5000

:

23.60 23.80 24.00 24.20
m/z 57.10 95.34%

181.2209.1 257.1 296.2 336.3

0!
m/z--> 50 100 150 200 250 300 350
Abundance #135651: Cyclotetracosane

62
o
o
[0
w
o
%

5000 111.0 336.0 R B e
23. 60 23. 80 24 00 24.20

m/z 83.10 85.06%

29.0

139.0
0 \\‘ \“ 1 1 “‘ \“\ \“ ‘\]-GK 0“195 0222 0‘25; 0‘279 0 308 O \‘
Al B MRS it S M
miz--> 50 100 150 200 250 300 350
Abundance
57.0 83.0
e
23.60 23.80 24.00 24.20
5000 111.0 m/z 69.10 81.13%
29.0
o 139.01670 210.0238.0
e T T N e R e SIS
miz--> 50 100 150 200 250 300 350
Abundance #98172: Z-5-Nonadecene A Ea e
55,0 83.0 23.60 23.80 24.00 24.20
m/z 43.10 75.97%
5000 111.0
266.0
o ‘ [‘ “ JP% 0‘1680 210.0238.0 |
I~ I IIIIIIIIII IIIIII IIIIIIIIIIIIIIIIIII
miz--> 50 150 200 250 300 350 23.60 23.80 24.00 24.20

SOM02.2-EPA-BG101515.M Thu Oct 22 13:15:41 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102115\
Data File : BG019282.D

Aca On : 21 Oct 2015 15:30

Operator : UM/NP

Sample > 6G4074-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOMO2.2-EPA-BG101515.M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 16-Heptadecenal Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
25.37 7.86 ng/ul 253432 Perylene-di12 24.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Heptadecenal 252 C17H320 1000144-57-9 91
2 Tetradecanal 212 C14H280 000124-25-4 87
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 87
4 Tetradecanal 212 C14H280 000124-25-4 86
5 (2)-14-Tricosenyl formate 366 C24H4602 077899-10-6 64
Abundance Scan 3834 (25.367 min): BG019282.D (-3827) (-) m/z 57.10 100.00%
57.1
n ¢
5000
L DU DA SR BN I
138.1 25.00 25.20 25.40 25.60
180.1 213.1 251.1 365.3
ol L 18012131 2801 28803152 3653 a6 ey b
m/z--> 50 100 150 200 250 300 350
Abundance #89755: 16-Heptadecenal
82.0
43.0
5000 UL R BRI SIS B
25.00 25.20 25.40 25.60
10.0 m/z 55.10 75 .44%
“ 13§0 19&022$025%0
ot T e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
25.00 25.20 25.40 25.60
5000{ 29.0 96.0 m/z 82.10  71.44%
124.0 168.0
L B S e | R S
m/z--> 50 100 150 200 250 300 350
Abundance #99460: Oxirane, hexadecy!- T
43.00 82.0 25.00 25.20 25.40 25.60
m/z 96.10 52.98%
5000
11.0
0150 A r w3801660194022202500
m/z--> 50 100 150 200 250 300 350 25.00 25.20 25.40 25.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102115\
Data File : BG019282.D

Aca On : 21 Oct 2015 15:30

Operator : UM/NP

Sample > 6G4074-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG101515.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 (DEL) Alkane: Straight-Chai... Concentration Rank 1

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

26.00 71.32 ng/ul 2298320 Perylene-d12 24 .83

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Nonacosane 408 C29H60 000630-03-5 91

Abundance Scan 3942 (26.002 min): BG019282.D (-3928) (-) m/z 57.10 100.00%
57.1
sl ﬁ
l 141.2 183 2 2560 25.80 26.00 26.20 26.40
- 11 Lo 2505 2252 2671 8093 365439921 sz 43.10  65.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #99485: Octadecane, 2-methyl-
43.0
5000 SNBSS
85.0 25.60 25.80 26.00 26.20 26.40
m/z 71.10 58.29%
127.0 :
ol Al 170 1890 250 oo
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
AR A
2560 25.80 26.00 26.20 26.40
5000 m/z 85.10 45.35%
99.0
o 27.0 1410 1830 2250 2810  337.0 394.0
e e e 1 IR
m/z--> 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane T T T
57.0 2560 25.80 26.00 26.20 26.40
m/z 55.10 28.40%
5000
99.0
o 27.0) || || | ” , 1410 1830 225.0 281.0 337.0 3940
o e o e .
m/z--> 50 100 150 200 250 300 350 400 2560 25.80 26.00 26.20 26.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102115\
Data File : BG019282.D

Aca On : 21 Oct 2015 15:30

Operator : UM/NP

Sample > 6G4074-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG101515.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 18 Trichloroacetic acid, tetra... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
26.11 9.27 ng/ul 298603 Perylene-d12 24 .83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 83
2 Z-5-Nonadecene 266 C19H38 1000131-11-8 83
3 1-Nonadecene 266 C19H38 018435-45-5 70
4 1-Docosene 308 C22H44 001599-67-3 52
5 1-Hexacosanol 382 C26H540 000506-52-5 45

Abundance Scan 3960 (26.108 min): BG019282.D (-3955) (-) m/z 57.10 100.00%
57.1
o 4/\\
IR VAR A
39.1 181.2 2311 297.3 3391 385.3 25.80 26.00 26.20 26.40
¥ 2661 m/z 43.10 97.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #143984: Trichloroacetic acid, tetradecyl ester
43.0
83.0
5000 ARV AL
25.80 26.00 26,20 26.40
25.0 m/z 83.10 94 _.12%
Lo e
m/z--> 50 100 150 200 250 300 350 400
Abundance
55.0 97.0
25.80 26.00 26.20 26,40
5000 m/z 55.10 85.27%
266.0
. 1390 1850 2040
m/z--> 50 100 150 200 250 300 350 400
Abundance #98171: 1-Nonadecene o B B R
43.0 97.0 25.80 26.00 26.20 26.40
m/z 97.10 82.20%
0 \‘ t‘ \‘\ I‘ ‘ J J JP3%9\ 182.0 224.0 266.0
m/z--> 50 100 150 200 250 300 350 400 25.80 26.00 26,20 26.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102115\
Data File : BG019282.D

Aca On : 21 Oct 2015 15:30

Operator : UM/NP

Sample > 6G4074-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG101515.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 19 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

28.96 7.21 ng/ul 232203 Perylene-d12 24.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Hexadecane 226 C16H34 000544-76-3 92
3 Eicosane 282 C20H42 000112-95-8 91
4 Tetratriacontane 479 C34H70 014167-59-0 87
5 Docosane, 1l-decyl- 451 C32H66 055401-55-3 86

Abundance Scan 4445 (28.957 min): BG019282.D (-4436) (-) m/z 57.10 100.00%

517.1
5000 .

28.60 28.80 29.00 29.20

113.1 141.2

180.1207.0  249.0 284.1 323.4

Obrrprrrr b m/z 71.10 57.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #73965: Hexadecane
57.0
5000 LA L L L L LB L L B

85.0 28.60 28.80 29.00 29.20
290‘ ‘ m/z 43.10 56.82%
||

113 0 141 0 169 0 197 0 226 0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
T T
28.60 28.80 29.00 29.20
5000 a0 m/z 85.15 44.87%

29.0
113.0 141.0 169.0 197.0 226.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107652: Eicosane B L
57.0 28.60 28.80 29.00 29.20
m/z 55.10 28.17%
5000
85.0
29.0
ol ‘ - | 4130,141.0 169.0 2820
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 28 60 28. 80 29. 00 29. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG102115\
Data File : BG019282.D

Acq On : 21 Oct 2015 15:30

Operator : UM/NP

Sample : G4074-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG101515.M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.15 42 .4 ng/ul 320732 1 7.99 151303 20.0
2-Pentanone, 4-hy... 5.09 3.6 ng/ul 27638 1 7.99 151303 20.0
Hexadecenoic acid... 18.20 3.6 ng/ul 82613 4 17.37 462380 20.0
n-Hexadecanoic acid 18.26 17.7 ng/ul 409618 4 17.37 462380 20.0
9,12-Octadecadien... 19.38 2.7 ng/ul 61581 4 17.37 462380 20.0
1-Dodecanethiol 19.41 4.5 ng/ul 104945 4 17.37 462380 20.0
Octadecanoic acid 19.53 9.5 ng/ul 288457 5 21.63 605571 20.0
Eicosanoic acid 20.60 4.8 ng/ul 144398 5 21.63 605571 20.0
(DEL) Alkane: Str... 21.28 7.2 ng/ul 216765 5 21.63 605571 20.0
(DEL) Alkane: Str... 22.42 15.1 ng/ul 457605 5 21.63 605571 20.0
2,6,10-Dodecatrie... 23.30 2.3 ng/ul 73711 6 24.83 644516 20.0
(DEL) Alkane: Bra... 23.46 4.7 ng/ul 150815 6 24.83 644516 20.0
(DEL) Alkane: Str... 23.92 22.8 ng/ul 733176 6 24.83 644516 20.0
(DEL) Alkane: Str... 23.98 8.0 ng/ul 258517 6 24.83 644516 20.0
16-Heptadecenal 25.37 7.9 ng/ul 253432 6 24.83 644516 20.0
(DEL) Alkane: Str... 26.00 71.3 ng/ul 2298320 6 24.83 644516 20.0
Trichloroacetic a... 26.11 9.3 ng/ul 298603 6 24.83 644516 20.0
(DEL) Alkane: Str... 28.96 7.2 ng/ul 232203 6 24.83 644516 20.0
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