LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101116\
Data File : BG024279.D

Aca On : 12 Oct 2016 00:05

Operator : UM/SJ

Sample : H5113-04

Misc :

ALS Vial : 16 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\SOMO2.2-EPA-BG0100716 .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 3.642 135 137 146 rVB4 32473 38548 0.86% 0.066%
2 4.142 220 222 231 rBV7Y 11540 23284 0.52% 0.040%
3 4.342 254 256 261 rVB4 12903 17846 0.40% 0.031%
4 4.418 264 269 273 rVV7 22639 31345 0.70% 0.054%
5 4.712 316 319 321 rBv4 12504 16677 0.37% 0.029%
6 5.029 366 373 375 rBvVS 14027 18092 0.40% 0.031%
7 5.399 433 436 439 rBV5 12619 16922 0.38% 0.029%
8 5.905 514 522 528 rBV10 21685 64332 1.43% 0.111%
9 6.269 583 584 590 rVB5 16570 22540 0.50% 0.039%
10 6.322 590 593 595 rBvV4 11794 17633 0.39% 0.030%
11 6.850 681 683 686 rvB4 17417 17616 0.39% 0.030%
12 6.886 686 689 691 rBv4 11789 15988 0.36% 0.028%
13 7.209 740 744 751 rVB6 11405 26901 0.60% 0.046%
14 7.356 766 769 771 rBV3 14871 16831 0.38% 0.029%

15 7.415 772 779 791 rVB 690442 1299702 28.96% 2.239%

16 7.603 804 811 822 rBV 485712 885637 19.73% 1.526%
17 7.814 839 847 856 rBv2 663282 1163928 25.93% 2.005%
18 8.290 921 928 939 rVB 689920 1195283 26.63% 2.059%
19 8.660 989 991 998 rvve 9202 21121 0.47% 0.036%
20 8.736 1003 1004 1011 rBV7 9310 19701 0.44% 0.034%

21 8.977 1037 1045 1056 rVB 807221 1448776 32.28% 2.496%
22 9.465 1118 1128 1135 rBV 666865 1253524 27.93% 2.159%
23 10.188 1243 1251 1263 rVB 567279 1058258 23.58% 1.823%
24 10.722 1333 1342 1353 rBV 825117 1524021 33.96% 2.625%
25 11.122 1401 1410 1421 rBV 873189 1655871 36.90% 2.852%

26 11.251 1424 1432 1442 rBV2 339359 643249 14.33% 1.108%

27 12.685 1667 1676 1683 rVB6 28530 60457 1.35% 0.104%
28 12.826 1695 1700 1705 rBV5 8732 16515 0.37% 0.028%
29 12.937 1711 1719 1721 rVBS8 9621 15763 0.35% 0.027%
30 13.255 1771 1773 1780 rBV7 11601 22376 0.50% 0.039%
31 13.507 1812 1816 1819 rVB5 21193 24648 0.55% 0.042%
32 13.572 1824 1827 1832 rBV6 10560 16103 0.36% 0.028%
33 13.772 1857 1861 1868 rBV7 31620 63906 1.42% 0.110%
34 14.107 1912 1918 1922 rVB9 13886 25560 0.57% 0.044%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101116\
Data File : BG024279.D

Aca On : 12 Oct 2016 00:05

Operator : UM/SJ

Sample : H5113-04

Misc :

ALS Vial : 16 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\SOMO2.2-EPA-BG0100716.-M
Title = SVOA CALIBRATION
35 14.177 1927 1930 1934 rVB4 12481 18929 0.42% 0.033%

36 14.301 1943 1951 1955 rVV 1505764 2303423 51.32% 3.968%
37 14.348 1955 1959 1970 rVV 1262559 1874182 41.76% 3.228%

38 14.465 1977 1979 1985 rVB6 8356 16357 0.36% 0.028%
39 14.600 1992 2002 2010 rBV 1576510 2603161 58.00% 4._.484%
40 14.759 2025 2029 2035 rVB5 33463 56038 1.25% 0.097%
41 14.823 2035 2040 2045 rBVS 7753 17652 0.39% 0.030%

42 14.906 2045 2054 2063 rBV 1427282 2234947 49.80% 3.850%
43 15.064 2072 2081 2091 rBV 783781 1258732 28.05% 2.168%

44 15.200 2101 2104 2109 rBV6 14178 27968 0.62% 0.048%
45 15.270 2111 2116 2120 rVBS8 25036 40895 0.91% 0.070%
46 15.323 2120 2125 2129 rVVS8 12806 27362 0.61% 0.047%
47 15.376 2129 2134 2141 rVBS8 17853 34549 0.77% 0.060%
48 15.446 2143 2146 2153 rBV7 11145 23101 0.51% 0.040%
49 15.534 2158 2161 2166 rVB6 13261 26231 0.58% 0.045%
50 15.581 2166 2169 2172 rBV5 12041 21180 0.47% 0.036%
51 15.623 2172 2176 2179 rVV6 11993 19636 0.44% 0.034%
52 15.670 2179 2184 2185 rVV5 15291 21463 0.48% 0.037%
53 15.705 2185 2190 2196 rVB 101204 146194 3.26% 0.252%
54 15.769 2197 2201 2206 rVV8 11053 20870 0.47% 0.036%

55 15.893 2215 2222 2232 rBV 2181976 3390764 75.55% 5.841%

56 15.993 2232 2239 2249 rVB 678161 1053134 23.47% 1.814%
57 16.122 2253 2261 2270 rVBS8 40940 121660 2.71% 0.210%

58 16.210 2273 2276 2281 rVB6 23074 37221 0.83% 0.064%
59 16.275 2281 2287 2290 rBV6 23999 52328 1.17% 0.090%
60 16.328 2293 2296 2302 rVB6 18323 20428 0.46% 0.035%
61 16.463 2316 2319 2322 rBV4 14126 16055 0.36% 0.028%
62 16.569 2332 2337 2346 rVB3 126005 243341 5.42% 0.419%
63 16.639 2346 2349 2351 rBv4 15278 18093 0.40% 0.031%
64 16.745 2364 2367 2373 rBVS 14709 31071 0.69% 0.054%
65 16.909 2392 2395 2399 rBV6 24402 33223 0.74% 0.057%
66 16.997 2408 2410 2419 rVV9 18213 39417 0.88% 0.068%
67 17.068 2419 2422 2429 rVB7 23157 38380 0.86% 0.066%
68 17.138 2431 2434 2438 rBV6 13864 21045 0.47% 0.036%
69 17.362 2467 2472 2477 rBV3 87557 133505 2.97% 0.230%
70 17.409 2477 2480 2488 rVB9 27159 59888 1.33% 0.103%

71 17.644 2512 2520 2528 rBV2 1679067 2745435 61.17% 4._.729%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101116\
Data File : BG024279.D

Aca On : 12 Oct 2016 00:05

Operator : UM/SJ

Sample : H5113-04

Misc :

ALS Vial : 16 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\SOMO2.2-EPA-BG0100716.-M
Title = SVOA CALIBRATION

72 17.744 2530 2537 2550 rVB 2375324 3725944 83.02% 6.418%
73 17.885 2557 2561 2564 rBV3 40247 51490 1.15% 0.089%
74 17.932 2566 2569 2575 rVB 98722 121130 2.70% 0.209%
75 17.984 2575 2578 2582 rBV6 28337 40158 0.89% 0.069%
76 18.102 2593 2598 2601 rBV6 38293 45880 1.02% 0.079%
77 18.366 2640 2643 2655 rBV6 26266 61640 1.37% 0.106%
78 18.490 2658 2664 2675 rBV 461590 715444 15.94% 1.232%
79 18.578 2677 2679 2687 rVB9 18780 21731 0.48% 0.037%
80 18.819 2718 2720 2723 rVB3 19408 16146 0.36% 0.028%
81 18.919 2734 2737 2740 rVB5 20841 23612 0.53% 0.041%
82 19.189 2778 2783 2786 rBV2 69647 77028 1.72% 0.133%

83 19.230 2786 2790 2795 rVB 150746 173111 3.86% 0.298%
84 19.641 2856 2860 2868 rVB4 67294 144811 3.23% 0.249%
85 19.747 2874 2878 2885 rBvV 295726 401399 8.94% 0.691%

86 19.900 2902 2904 2910 rVB5 41362 55811 1.24% 0.096%
87 20.012 2916 2923 2931 rVB 2924164 4488057 100.00% 7.731%
88 20.294 2967 2971 2974 rBV 704635 810566 18.06% 1.396%
89 20.335 2974 2978 2983 rVB 1475013 1687370 37.60% 2.907%
90 21.304 3138 3143 3146 rBV 278535 364109 8.11% 0.627%

91 21.345 3146 3150 3156 rVB 548327 743751 16.57% 1.281%
92 21.533 3177 3182 3194 rVB 461398 773682 17.24% 1.333%
93 21.945 3245 3252 3260 rVB 1825805 3268333 72.82% 5.630%
94 22.462 3336 3340 3344 rBV4 125662 195791 4_36% 0.337%
95 22.514 3344 3349 3354 rVB2 214847 350738 7.81% 0.604%

96 23.713 3547 3553 3559 rVB4 144132 308847 6.88% 0.532%
97 23.960 3592 3595 3600 rVB5 74852 107231 2.39% 0.185%
98 24.024 3601 3606 3613 rVB4 192894 384257 8.56% 0.662%
99 25.153 3787 3798 3813 rVB2 1308265 4002940 89.19% 6.895%
100 25.388 3828 3838 3852 rVB3 1071021 3284435 73.18% 5.658%

Sum of corrected areas: 58052254
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101116\
Data File : BG024279.D

Aca On : 12 Oct 2016 00:05

Operator : UM/SJ

Sample : H5113-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG0100716.M
SVOA CALIBRATION

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

Abundance TIC: BG024279.D
3000000

2500000
2000000
1500000

1000000 8.98 10.7211.12
741 781 8.29

10.19
500000 76 1.25
3.64 414842471503 540 5.90 G BIV7. 8564 12.€

- e ....,.... e A AR e e e AL

Time--> 3.00 350 4.00 450 500 550 6.00 6.50 700 7.50 8.00 8.50 900 950 1000 1050 1100 1150 1200 1250

Abundance TIC: BG024279.D
3000000 2001

2500000 17.74
15.89
21.94
2000000

17.44
14.384.60 20.33

1500000 14.91
14.35

1000000
.99

500000
16.57 %J
(L343 2857 TMBAI1IAY. mﬁmmoﬁ

Time-->  13.00 13.50 14.00 14.50 15. OO 15. 50 16. OO 16. 50 17. OO 17. 50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG024279.D
3000000

2500000

2000000

25.15
25.39

1500000

1000000

500000

23-?2%‘.‘@%2

e

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\BG101116\
Data File : BG024279.D

Aca On : 12 Oct 2016 00:05

Operator : UM/SJ

Sample : H5113-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG0100716.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 2
R.T. EstConc Area Relative to ISTD R.T.
18.49 5.21 ng/ul 715444 Phenanthrene-d10 17.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 97
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74
Abundance Scan 2664 (18.490 min): BG024279.D (-2658) (-) m/z 73.00 100.00%
43 B
5000 129
213
8 | 157185 { 18.20 18.40 18.60 18.80
o 1 el Ll l. .2??,.31.9 395 AL 489 502 1 43,05 84.46%
miz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107548: n-Hexadecanoic acid
43 73
5000 256
129 18.20 18.40 18.60 18.80
213 m/z 60.10 82.94Y%
it
04— |“| MI\\‘H‘HI J“‘:““l“u‘““u”ﬁ I\I‘I I‘ I‘Iul e |" A B i ma
miz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73
43 AR AR RN AR
18.20 18.40 18.60 18.80
5000 129 m/z 55.05 80.01%
185
228
JLis 98 157
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #95851: Pentadecanoic acid
3,78 18.20 18.40 18.60 18.80
m/z 57.10 78.90%
5000 129
242
8 157
0 }ﬂﬂl'ﬂmiyk"l”"l'”l U S S S SR
miz—-> 0 50 150 200 250 300 350 400 450 500 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101116\
Data File : BG024279.D

Aca On : 12 Oct 2016 00:05

Operator : UM/SJ

Sample : H5113-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG0100716.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.75 2.92 ng/ul 401399 Phenanthrene-d10 17.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Octadecanoic acid 284 C18H3602 000057-11-4 95
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Pentadecanoic acid 242 C15H3002 001002-84-2 89

Abundance Scan 2878 (19.747 min): BG024279.D (-2874) (-) m/z 43.10 100.00%

43

5000

129
15 24 et Syt T b

284
o 310341369 417 447 509 19.40 19.60 19.80 20.00

m/z 73.05 90.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131260: Octadecanoic acid
43 73

5000 ||||||||III|IIII|IIII|I
129 284 19.40 19.60 19.80 20.00

m/z 59.95 83.16%

185 241

101 ‘

0 il d‘u‘ HM‘ uﬁ M\ " 157\ ‘ \2:!-3\ ‘ l
[rrr et LI R

T |
. e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43 73 o )
R e e e S R
19.40 19.60 19.80 20.00
5000 m/z 55.10 81.65%
129 284
99 185 241
18 157 213
(o M R A T AP P i e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107549: n-Hexadecanoic acid A T T
19.40 19.60 19.80 20.00
m/z 41.10 80.54%
5000
157185 213 256
0 Pt B e VT

m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101116\
Data File : BG024279.D

Aca On : 12 Oct 2016 00:05

Operator : UM/SJ

Sample : H5113-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG0100716.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 Dodecanoic acid, 2-hydroxy-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.29 4.96 ng/ul 810566 Chrysene-di12 21.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid. 2-hvdroxv-1-(Chv... 274 C15H3004 001678-45-1 53
2 Dodecanoic acid. 2.3-dihvdroxvpr... 274 C15H3004 000142-18-7 38
3 9.12-Octadecadienoic acid (Z.2)-... 438 C25H4206 055320-04-2 12
4 Eicosanoic acid. 2.3-bhis(acetvlo... 470 C27H5006 055429-67-9 10
5 Dodecanoic acid, ethenyl ester 226 C14H2602 002146-71-6 10
Abundance Scan 2970 (20.288 min): BG024279.D (-2967) (-) m/z 43.10 100.00%
5000 183 /\/\
98 e LA S
e 25 T 227255285 324355 401429 472 529 20,00 20.20 20.40 20,60
0! R e e AR m/z 183.15 48.26%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #122640: Dodecanoic acid, 2-hydroxy-1-(hydroxymethyl)ethyl...
43 183
74
5000 AU ISR BN IR
134 20.00 20.20 20.40 20.60
243 m/z 57.05 27 .26%
I

14
0..h 274
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43 98 183

20.00 20.20 20.40 20.60

5000 m/z 158.95 22 .73%
134
69
214 243
274
L S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #224227: 9,12-Octadecadienoic acid (Z,2)-, 2,3-bis(acetylo... P
43 20. OO 20 20 20. 40 20. 60
m/z 98.10 21.28%
5000
155
83
L Tz o s
m/z--> 50 100 150 200 250 300 350 400 450 500 20. OO 20 20 20. 40 20. 60

SOMO2 .2-EPA-BG0100716.-M Wed Oct 12 15:11:56 2016 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101116\
Data File : BG024279.D

Aca On : 12 Oct 2016 00:05

Operator : UM/SJ

Sample : H5113-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG0100716.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 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.33 10.33 ng/ul 1687370 Chrysene-di12 21.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. 2.3-bis(acetvlo... 470 C27H5006 055429-67-9 32
2 Dodecanoic acid. 2-hvdroxv-1-(Chv... 274 C15H3004 001678-45-1 32
3 Dodecanoic acid. 2.3-dihvdroxvpr... 274 C15H3004 000142-18-7 16
4 Dodecanovl chloride 218 C12H23CIO0 000112-16-3 12
5 9,12,15-0Octadecatrienoic acid, 2... 436 C25H4006 055320-01-9 10
Abundance Scan 2977 (20.329 min): BG024279.D (-2974) (-) m/z 43.10 100.00%
48
5000
183
14 ‘ 20.00 20.20 20.40 20.60
ob A% .l. A .ﬂ. . Sl (213 295285 339360398429 491 535 | /7 183.20  30.25%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #231045: Eicosanoic acid, 2,3-bis(acetyloxy)propyl ester
43
5000 159 UGB AR ARES
20.00 20.20 20.40 20.60
m/z 159.00 23.28%
o IM ‘HH\M\‘\HH Subp 23 s
m/z--> 5 100 150 200 250 300 350 400 450 500
Abundance
43 183
74 20.00 20.20 20.40 20.60 |
5000 134 m/z 55.10 16.42%
243
0 b1 o
mz> O 100 1% 20 7 3 %0 i o o
Abundance #122635: Dodecanoic acid, 2,3-dihydroxypropy!l ester
43 98 183 20.00 20.20 20.40 20.60
m/z 57.10 15.66%
5000
ARl
m/z--> 50 100 150 200 250 300 350 400 450 500 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101116\
Data File : BG024279.D

Aca On : 12 Oct 2016 00:05

Operator : UM/SJ

Sample : H5113-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG0100716.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 Myristin, 2,3-diaceto-1- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
21.30 2.23 ng/ul 364109 Chrysene-di12 21.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mvristin. 2.3-diaceto-1- 386 C21H3806 014473-55-3 90
2 Mvristin. 1.3-diaceto-2- 386 C21H3806 014290-23-4 78
3 Eicosanoic acid. 2.3-bis(acetvlo... 470 C27H5006 055429-67-9 38
4 Tetradecanoic acid. 2-hvdroxv-1-... 302 C17H3404 003443-83-2 27
5 Eicosanoic acid, 2-(acetyloxy)-1... 470 C27H5006 055429-68-0 25

Abundance Scan 3142 (21.298 min): BG024279.D (-3138) (-) m/z 43.05 100.00%
48
5000 1589,
‘ 98
71 x
281 21.00 21.20 21.40 21.60
oLt iLJ.IL.ll.n', ~. 238 330300 402 449 478 m/z 159.00 43.87%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #205566: Myristin, 2,3-diaceto-1-
43
5000 199 o U S B SULA
21.00 21.20 21.40 21.60
m/z 211.15 37 .36%
0 .‘.‘.‘ H \HM‘\ H MW‘ |l‘1.8.5“‘..2?2'..2??'3}?..|....|....|....|
m/z--> 50 150 200 250 300 350 400 450
Abundance
43
21.00 21.20 21.40 21.60
5000 159,11 m/z 55.05 31.63%
98
71
0 126 185 242 283 313
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #231045: Eicosanoic acid, 2,3-bis(acetyloxy)propy! ester
43 21.00 21.20 21.40 21.60
m/z 57.10 29.82%
5000 159
98
oL i :M M dgssas s ROISRAL WS LS
m/z--> 50 150 200 250 300 350 400 450 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101116\
Data File : BG024279.D

Aca On : 12 Oct 2016 00:05

Operator : UM/SJ

Sample : H5113-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG0100716.M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 unknown-02 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.35 4_.55 ng/ul 743751 Chrysene-di12 21.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mvristin. 1.3-diaceto-2- 386 C21H3806 014290-23-4 27
2 Eicosanoic acid. 2.3-bis(acetvlo... 470 C27H5006 055429-67-9 16
3 3.5-Di-0-acetvl-1.4-anhvdro-2-0-... 232 C10H1606 1000366-02-8 13
4 Tetradecanoic acid. 2-hvdroxveth... 272 C16H3203 022122-18-5 12
5 Myristin, 2,3-diaceto-1- 386 C21H3806 014473-55-3 12
Abundance Scan 3151 (21.351 min): BG024279.D (-3146) (-) m/z 43.10 100.00%
5000
21.00 21.20 21.40 21.60
283
o 252 313 356 387411 445469 n/2 15900 47 A5%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #205565: Myristin, 1,3-diaceto-2-
43
5000 159 o, U DI BRI UL B B
mmmmmmmm
m/z 211.20 32.40%
0 .‘Ju‘.‘ H HH“ H \‘%'26 Il \1'8|5| ;\ 242 .2.8.3|3.1.3..|....|....|....|
m/z--> 5 150 200 250 300 350 400 450
Abundance
43
21.00 21.20 21.40 21.60
5000 159 m/z 57.10 20.39%
98
73
o 125 185 213 295
m/z--> 56 160 1%0 260 2%0 360 3éo 460 4éo '
Abundance #87040: 3,5-Di-O-acetyl-1,4-anhydro-2-O-methyl-D-xylitol R e e e R
43 21.00 21.20 21.40 21.60
m/z 158.05 19.25%
141
5000 85
172
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.20 21.40 21.60

SOMO2 .2-EPA-BG0100716.-M Wed Oct 12 15:11:58 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101116\
Data File : BG024279.D

Aca On : 12 Oct 2016 00:05

Operator : UM/SJ

Sample : H5113-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG0100716.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 1-Heptacosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.53 4.73 ng/ul 773682 Chrysene-di12 21.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 91
2 Octacosanol 410 C28H580 000557-61-9 91
3 Heptadecafluorononanoic acid. tr... 646 C22H27F1702 1000356-02-9 90
4 17-Pentatriacontene 491 C35H70 006971-40-0 89
5 n-Tetracosanol-1 354 C24H500 000506-51-4 87
Abundance Scan 3181 (21.527 min): BG024279.D (-3177) (-) m/z 55.10 100.00%
55
5000 97

21.20 21.40 21.60 21.80

207
{}39 176.) 251 295 355 402 444476 549

QU E 1 T ¥ S O I 1A Pt e .. L N2 - S m/z 57.10 93.06%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #210517: 1-Heptacosanol
57 97
5000 TT [T T I T[T T T T[T TT T[T TTT]

21.20 21.40 21.60 21.80
m/z 43.10 88.55%

Hw km 181 222 264 306 378

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
97
21.20 21.40 21.60 21.80
5000 m/z 83.05 76.79%
139
0 26 181 222253 292 334 392
B o o L B A b o B e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #242110: Heptadecafluorononanoic acid, tridecy! ester
43 83 21.20 21.40 21.60 21.80
m/z 69.10 58.25%
5000 182
131
227
0 1] IH [ 71 281 331 419 465 505 628
”'I'”'P"W'“"'” L R o I B o e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 21.20 21.40 21.60 21.80

SOM02 .2-EPA-BG0100716.-M Wed Oct 12 15:11:59 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101116\
Data File : BG024279.D

Aca On : 12 Oct 2016 00:05

Operator : UM/SJ

Sample : H5113-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG0100716.M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 unknown-03 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.51 2.15 ng/ul 350738 Chrysene-di12 21.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 2-(acetvloxv)... 414 C23H4206 055268-69-4 32
2 4.5.6-Trimethvltetrahvdro-1.3-ox... 159 C7H13NOS 085333-98-8 12
3 Furan. 2.3-dihvdro-2.5-dimethvl- 98 C6H100 017108-52-0 10
4 2H-Pvran. 3.4-dihvdro-6-methvl- 98 C6H100 016015-11-5 9
5 2-Pentanone, 3-methylene- 98 C6H100 004359-77-7 9
Abundance Scan 3348 (22.509 min): BG024279.D (-3344) (-) m/z 43.10 100.00%
43
5000 159
239
117
193 282 355 22.20 22.40 22.60 22.80
ol rd “ “-” TV TP \ SR S 401432 477 840 | 77 159.05  42.76%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #217219: Hexadecanoic acid, 2-(acetyloxy)-1-[(acetyloxy)me...
43
5000
22.20 22.40 22.60 22.80
159 239 m/z 55.10 25.37%
1
0|||“|‘|‘|H|‘Ul“h|”“|M|2|6| ‘::‘:: Tt ||||3:!-0||34|.O|||| R BB R
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
159 22.20 22.40 22.60 22.80
5000 m/z 239.15 24 .38%
o 15 84 130
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3270: Furan, 2,3-dihydro-2,5-dimethyl-
43 22.20 22.40 22.60 22.80
m/z 57.10 23.06%
5000
98
oL illlm|
mz-> 0 50 100 150 200 250 300 350 400 450 500 2220 22.40 22.60 22.80

SOM02 .2-EPA-BG0100716.-M Wed Oct 12 15:12:01 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101116\
Data File : BG024279.D

Aca On : 12 Oct 2016 00:05

Operator : UM/SJ

Sample : H5113-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG0100716.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 Diethylmalonic acid, butyl ... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

24 .02 2.34 ng/ul 384257 Perylene-d12 25.39

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 DiethvImalonic acid. butvl 4-tri... 374 C19H25F304 1000368-40-2 60

2 DiethvlImalonic acid. heptvl 4-tr... 416 C22H31F304 1000368-40-5 49

3 DiethvImalonic acid. isobutvl 4-._._. 374 C19H25F304 1000368-40-1 47
4 2H-1.4-Ethanoquinoline. 3.4-dihv... 159 C11H13N 004363-25-1 47

5 2,4-Difluorobenzoic acid, eicosy... 438 C27H44F202 1000338-79-8 47
Abundance Scan 3605 (24.019 min): BG024279.D (-3601) (-) m/z 43.10 100.00%

159
5000
71 98 209 967 ' 23.80 24.00 24.20 24.40
342 .80 24.00 24.20 24.40
- ,J|.1.L*‘.JL' 822 by 1,240 4 .2.97. 292 418 450487516547 | 75715905 54.27%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #199194: Diethylmalonic acid, butyl 4-trifluoromethylbenzy...
159
115
5000

23.80 24.00 24.20 24.40

29, 57 ‘ 199 m/z 158.05 19.56%
NIRRT AN N E—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
159
115 23.80 24.00 24.20 24.40
5000 5 m/z 98.10 16.64%
214
29 241
o 88 186 273301 388416
o o B o o o o o B o REmm
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #199197: Diethylmalonic acid, isobutyl 4-trifluoromethylbe...
159 23.80 24.00 24.20 24.40
m/z 41.10 15.54%
5000 115
57
J ‘ 199
bk S | L 2r 20t s 0 e e
m/z—-> 0 50 100 150 200 250 300 350 400 450 500 550 23. 80 24. OO 24. 20 24 40

SOM02 .2-EPA-BG0100716.-M Wed Oct 12 15:12:02 2016 Page: 13



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG101116\
Data File : BG024279.D

Acq On : 12 Oct 2016 00:05

Operator : UM/SJ

Sample : H5113-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG0100716 .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 18.49 5.2 ng/ul 715444 4 17.64 2745440 20.0
Octadecanoic acid 19.75 2.9 ng/ul 401399 4 17.64 2745440 20.0
Dodecanoic acid, ... 20.29 5.0 ng/ul 810566 5 21.94 3268330 20.0
unknown-01 20.33 10.3 ng/ul 1687370 5 21.94 3268330 20.0
Myristin, 2,3-dia... 21.30 2.2 ng/ul 364109 5 21.94 3268330 20.0
unknown-02 21.35 4.5 ng/ul 743751 5 21.94 3268330 20.0
1-Heptacosanol 21.53 4.7 ng/ul 773682 5 21.94 3268330 20.0
unknown-03 22.51 2.1 ng/ul 350738 5 21.94 3268330 20.0
Diethylmalonic ac... 24.02 2.3 ng/ul 384257 6 25.39 3284440 20.0
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