LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021216\
Data File : BM004239.D

Aca On : 12 Feb 2016 21:50

Operator =: SJ/1Z

Sample : H1416-06

Misc :

ALS Vial : 14 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 M\METHODS\SOMO2.2-EPA-BM021216 .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 2.769 9 14 24 rBvV 91556 151062 20.27% 1.747%
2 2.846 24 27 32 rvB 19411 22460 3.01% 0.260%
3 3.110 70 72 75 rBv2 1275 1303 0.17% 0.015%
4 3.946 211 214 218 rBV2 694 1157 0.16% 0.013%
5 5.440 465 468 471 rBB 1362 1513 0.20% 0.018%
6 6.828 699 704 711 rBB 21115 31320 4._.20% 0.362%
7 6.981 725 730 738 rBV 89729 132576 17 .79% 1.534%
8 7.034 738 739 742 rVB 1282 926 0.12% 0.011%
9 7.181 758 764 773 rBB 96139 147776 19.82% 1.709%
10 7.645 837 843 850 rBB 85784 131905 17.70% 1.526%
11 8.357 959 964 974 rBB 75381 116116 15.58% 1.343%
12 8.434 975 977 979 rBB 762 768 0.10% 0.009%
13 8.469 980 983 986 rBB 1320 1695 0.23% 0.020%

14 8.804 1034 1040 1048 rBB 107336 169517 22.74% 1.961%
15 9.522 1157 1162 1170 rBB 93830 146133 19.60% 1.690%

16 10.063 1248 1254 1267 rBB 131954 220580 29.59% 2.551%
17 10.433 1310 1317 1324 rBB 127560 208163 27.93% 2.408%

18 11.092 1426 1429 1433 rBB 607 948 0.13% 0.011%
19 12.033 1586 1589 1592 rBB 1193 1638 0.22% 0.019%
20 13.192 1784 1786 1789 rBB 1751 2009 0.27% 0.023%

21 13.716 1869 1875 1884 rBB 301510 410768 55.11% 4._.751%
22 13.998 1916 1923 1935 rBB 305275 445966 59.83% 5.159%
23 14.304 1970 1975 1982 rBB2 193730 285535 38.31% 3.303%
24 14.533 2011 2014 2024 rBB 10674 17866 2.40% 0.207%
25 15.104 2109 2111 2114 rBB 1867 2008 0.27% 0.023%

26 15.304 2139 2145 2152 rBB 456252 622966 83.57% 7.206%
27 15.439 2164 2168 2176 rBB 106852 137933 18.50% 1.595%
28 15.545 2183 2186 2189 rBB 2596 2661 0.36% 0.031%
29 17.056 2437 2443 2451 rBB2 230791 316582 42.47% 3.662%
30 17.156 2454 2460 2474 rBB2 455158 631388 84.70% 7.303%

31 17.345 2488 2492 2496 rBB 31998 34497 4.63% 0.399%
32 17.392 2496 2500 2505 rBB 67676 77296 10.37% 0.894%
33 18.027 2605 2608 2611 rBB 1574 1766 0.24% 0.020%
34 18.668 2713 2717 2721 rBV 31752 31055 4_.17% 0.359%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021216\
Data File : BM004239.D

Aca On : 12 Feb 2016 21:50

Operator =: SJ/1Z

Sample : H1416-06

Misc :

ALS Vial : 14 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 M\METHODS\SOMO2.2-EPA-BM021216.M

Title = SVOA CALIBRATION

35 18.715 2721 2725 2729 rVB 66927 75408 10.12% 0.872%
36 19.098 2787 2790 2795 rBV 3119 3767 0.51% 0.044%
37 19.356 2829 2834 2838 rBV2 2446 3532 0.47% 0.041%
38 19.468 2847 2853 2858 rBV 512205 679888 91.21% 7.864%
39 19.521 2858 2862 2867 rVB 20437 28027 3.76% 0.324%

40 19.803 2906 2910 2913 rBV 326190 370092 49.65% 4.281%

41 19.845 2913 2917 2922 rVB 684187 745415 100.00% 8.622%

42 20.544 3032 3036 3038 rBV 2497 2909 0.39% 0.034%
43 20.568 3038 3040 3044 rVB2 2475 2289 0.31% 0.026%
44 20.621 3044 3049 3051 rBV 711 806 0.11% 0.009%
45 20.739 3064 3069 3071 rBV2 727 1197 0.16% 0.014%

46 20.786 3073 3077 3080 rBV 142441 147449 19.78% 1.706%
47 20.821 3080 3083 3087 rVB 291695 297977 39.97% 3.447%

48 20.962 3106 3107 3110 rBV3 834 992 0.13% 0.011%
49 21.268 3154 3159 3173 rBVY 259810 323164 43.35% 3.738%
50 21.409 3180 3183 3186 rBV3 2304 2518 0.34% 0.029%
51 21.444 3187 3189 3192 rVV 2557 1786 0.24% 0.021%
52 21.656 3221 3225 3228 rBV 70129 79593 10.68% 0.921%
53 21.691 3228 3231 3235 rVB 152431 157974 21.19% 1.827%
54 22.268 3325 3329 3332 rBV 15698 17322 2.32% 0.200%
556 22.309 3332 3336 3341 rVB6 1835 2392 0.32% 0.028%
56 22.356 3341 3344 3347 rBV4 4835 4776 0.64% 0.055%
57 22.574 3377 3381 3384 rBV 56080 74500 9.99% 0.862%
58 22.615 3384 3388 3394 rVB 119088 159622 21.41% 1.846%
59 22.768 3411 3414 3418 rVB3 2974 4567 0.61% 0.053%
60 22.803 3418 3420 3424 rBV5 1768 2131 0.29% 0.025%

61 23.362 3507 3515 3526 rBV 351568 638894 85.71% 7.390%
62 23.503 3531 3539 3547 rVB2 162903 305641 41.00% 3.535%

63 23.985 3619 3621 3622 rBV2 1720 1357 0.18% 0.016%
64 24.721 3744 3746 3747 rBV2 2156 1421 0.19% 0.016%
Sum of corrected areas: 8645258
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA M\DATA\BM021216\

- BM004239.D

- 12 Feb 2016 21:50

- SJ/1Z

- H1416-06

- 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM021216.M
SVOA CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
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Time-->
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0

TIC: BM004239.D
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13.724.00

17.G
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Time-->

12.00 1250 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

Abundance

600000

500000

400000

300000

200000

100000

TIC: BM004239.D

23.36

20.82
21.27
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21.69
20]79 2261
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2166

.96 4 23.99 24.72

Time-->

o e e e
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.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021216\
Data File : BM004239.D

Aca On : 12 Feb 2016 21:50

Operator : SJ/1Z

Sample : H1416-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM021216.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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 12

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

2.85 3.41 ng/ul 22460 1,4-Dichlorobenzene-d4 7.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Acetic acid. 3-T1.31dioxolan-2-v... 174 C8H1404 1000186-02-3 9
3 N-Ethviformamide 73 C3H7NO 000627-45-2 7
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 5
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 5

Abundance Scan 28 (2.852 min): BM004239.D (-24) (-) m/z 73.10 100.00%
7B
5000
43 g 87
‘ | 2.80 2.90 3.00 3.10 3.20 3.30
o e e e e m/z 43.10 28.14%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 2.80 2.90 3.00 3.10 3.20 3.30
55 87 m/z 87.10 27.77%
29
0""|"“"‘|“"""|"""|"''|""|""|""|""|'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
73
2.80 2.90 3.00 3.10 3.20 3.30
5000 m/z 55.10 22 .58%
43
0 27 55 87 113 131 174
miz--> 20 40 60 80 100 120 140 160 180
Abundance #719: N-Ethylformamide
0 7B 2.80 2.90 3.00 3.10 3.20 3.30
m/z 71.10 11.22%
5000
58
44
0"}?IJJ'WMM"I"“'I"'W""I""I""P"'I' T"FﬂﬁT”W“TW"“T""FT
m/z--> 20 40 60 80 100 120 140 160 180 2.80 2.90 3.00 3.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021216\
Data File : BM004239.D

Aca On : 12 Feb 2016 21:50

Operator : SJ/1Z

Sample : H1416-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM021216.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 3 unknown-01 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.34 2.18 ng/ul 34497 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Xvlitol. 1-0-octanovl- 278 C13H2606 1000155-88-7 38
2 1.3.5-Triazin-2(1H)-one. 4.6-dia... 127 C3H5N50 000645-92-1 37
3 3.5-Heptanedione. 2.2.6.6-tetram... 184 C11H2002 001118-71-4 32
4 2.2.7-Trimethvloctane-3.5-dione.... 184 C11H2002 1000202-25-0 25
5 4-Methyl-5-nitro-pyrazole 127 C4H5N302 1000146-00-9 9
Abundance Scan 2491 (17.339 min): BM004239.D (-2488) (-) m/z 127.20 100.00%
127
43
57
5000 /\A
159 B A SURE B SR
l 84 08 I | “ 299 17.00 17.20 17.40 17.60
Obrrprrrr e et e e e || M7z 43.100 73.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104907: Xylitol, 1-O-octanoyl-
5 127
5000 S AL SURRE UL SURRR
43 73 17.00 17.20 17.40 17.60
29 103 145 187 m/z 57.10 63.27%
87 217
ol 159 1 235 261 279
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
127
43 17.00 17.20 17.40 17.60
5000 m/z 159.10 20.26%
28 69 85 111
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45257: 3,5-Heptanedione, 2,2,6,6-tetramethyl- e e
127 17.00 17.20 17.40 17.60
m/z 158.10 18.27%
43
5000 57
29 85
oL1s T 71710 | 141156170184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021216\
Data File : BM004239.D

Aca On : 12 Feb 2016 21:50

Operator : SJ/1Z

Sample : H1416-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM021216.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 4 unknown-02 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.39 4.88 ng/ul 77296 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propvlphosphonic acid. fluoroanh... 210 C9H20FO02P 333416-18-5 38
2 Octanoic acid. 6-ethvl-3-octvl e... 284 C18H3602 1000282-67-8 37
3 Propvlphosphonic acid. fluoroanh... 238 C11H24FO02P 333416-20-9 32
4 6-Azathvmine 127 C4H5N302 000932-53-6 25
5 6-Azathymine 127 C4H5N302 000932-53-6 25
Abundance Scan 2500 (17.392 min): BM004239.D (-2496) (-) m/z 43.10 100.00%
43 127
5000 57 /J\
159
145 0 1790 1740 1760 1720
1 171 187 299 17.00 17.20 17.40 17.60 17.80
I ..|:,.?'~C.’.,‘.|-...|,|...]!FS e m/z 127.20  94.76%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #63348: Propylphosphonic acid, fluoroanhydride, hexyl ester
127
5000 R SRR DL LI I
41 17.00 17.20 17.40 17.60 17.80
55 98 m/z 57.10 37.60%
o | | 69 8 | 11 | 439153167181 211
mz-> 20 40 60 80 160 120 140 160 180 200 220 240
Abundance
127
17.00 17.20 17.40 17.60 17.80
5000 69 84 m/z 159.10 28.86%
43 55
111 140
o 29 97 157 185 213 255
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 A
Abundance #80680: Propylphosphonic acid, fluoroanhydride, octyl ester ALt s e
127 17.00 17.20 17.40 17.60 17.80
m/z 158.10 19.29%
5000 a1
55 A
o \‘ | 69 83 \ 111 139153167 181 195 239
miz-> 20 40 60 éo 100 150 140 160 180 200 220 240 17.00 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021216\
Data File : BM004239.D

Aca On : 12 Feb 2016 21:50

Operator : SJ/1Z

Sample : H1416-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM021216.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 5 unknown-03 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.72 4.76 ng/ul 75408 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. 2.3-bis(acetvlo... 470 C27H5006 055429-67-9 37
2 6-Amino-1.3-dimethvluracil 155 C6HON302 006642-31-5 27
3 6-Amino-1.3-dimethvluracil 155 C6HON302 006642-31-5 25
4 Decanoic acid. 2-hvdroxv-1-Chvdr... 246 C13H2604 003376-48-5 23
5 Decanoic anhydride 326 C20H3803 002082-76-0 16
Abundance Scan 2726 (18.721 min): BM004239.D (-2721) (-) m/z 43.05 100.00%
43 155
5000 /\A
71 SR AL U LN SR
|| 18.40 18.60 18.80 19.00
Obrrrprrrr b b m/z 155.15  94.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #166330: Eicosanoic acid, 2,3-bis(acetyloxy)propyl ester
43
5000 159 SRR AN IR SRR
18.40 18.60 18.80 19.00
g 117 m/z 159.10 51.19%
o 27\ 8 | ‘\h M‘m TN AN < T ..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
155
82 IR A AL
18.40 18.60 18.80 19.00
5000 m/z 158.10 30.41%
a2 °f 98
127
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #26641: 6-Amino-1,3-dimethyluracil B B
155 18.40 18.60 18.80 19.00
m/z 98.10 27 .09%
5000 82
127
0'”Pﬂ“ﬂ”wvmﬂ'”m“'ﬂi“I“JP'”P“'P“"”W“'W””I””P BRSNS IR SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021216\
Data File : BM004239.D

Aca On : 12 Feb 2016 21:50

Operator : SJ/1Z

Sample : H1416-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM021216.M
SVOA CALIBRATION

Quant Method
Quant Title :

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 6 unknown-04 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
19.80 22.90 ng/ul 370092 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Lauric anhvdride

2 Hexadecanoic acid. 2.3-bis(acety...
3 1-T(4-ChlorophenvDsulfonvllacet. ..
4 5.8-Methano-4H-3.1-benzoxazine-2...

382 C24H4603
414 C23H4206
247 C9H10CINO3S
183 C9H13NOS

000645-66-9 35
055268-70-7 32
1000266-17-1 27
1000142-76-7 25

5 4-Nitrophenyl laurate 321 C18H27N04 001956-11-2 25
Abundance Scan 2909 (19.797 min): BM004239.D (-2906) (-) m/z 43.10 100.00%
a8
183
159
5000 98
VLT \ 1940 1960 10,80 20,00 20,20
227 255 285 : ' : : :
oLl A b a7 285 285 m/z 183.20  75.57%
miz--> 50 100 150 200 250 300 350
Abundance #151997: Lauric anhydride
183
5000 | SN LI L L L LB LA L
19.40 19.60 19.80 20.00 20.20
73 98 m/z 159.10 54 _.85%
il Hr AL (Mg o
miz--> 100 150 200 250 300 350
Abundance
43 159
.
08 19.40 19.60 19.80 20.00 20.20
5000 m/z 98.10 38.66%
117 239
69
o2 135, YT o3 269 310 355
e [T T T [ T T T
miz--> 50 100 150 200 250 300 350
Abundance #86632: 1-[(4-Chlorophenyl)sulfonyljacetone, oxime T T
11 183 19.40 19.60 19.80 20.00 20.20
m/z 57.10 38.25%
41
5000 75
I31 159
o .?3,.L.*.{.,t\ﬂ\.L.’.,..z?l?“f‘....,....,. SURNNNS 1 U
miz--> 50 100 150 200 250 300 350 1940 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021216\
Data File : BM004239.D

Aca On : 12 Feb 2016 21:50

Operator : SJ/1Z

Sample : H1416-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM021216.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 7 unknown-05 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.84 46.13 ng/ul 745415 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 2.3-bis(acetv... 414 C23H4206 055268-70-7 38
2 Dodecanovl chloride 218 C12H23CI0 000112-16-3 25
3 Eicosanoic acid. 2.3-bis(acetvlo... 470 C27H5006 055429-67-9 16
4 Lauric anhvdride 382 C24H4603 000645-66-9 14
5 3-Dibenzofuranamine 183 C12H9NO 004106-66-5 14
Abundance Scan 2916 (19.839 min): BM004239.D (-2913) (-) m/z 43.10 100.00%
4B
5000 159 183
" 160 1980 20,00 200
227 : : : :
ol .|' ” s L --ll T T e A B m/z 159.10 51.53%
m/z--> 100 150 200 250 300 350
Abundance #159148. Hexadecanoic acid, 2,3-bis(acetyloxy)propyl ester
43 159
98
5000 LS SR BRI I B
69 117 239 mmmmmmmw
m/z 183.20 51.52%
04 2 ) ‘mu‘ \“\\‘ “‘9.3‘5‘ }T7 213 Ll 269 310 3§5
m/z--> 50 160 1éo 260 2%0 360 3%0
Abundance
43 98
" 10.60 19.80 20.00 20.20
5000 m/z 98.10 30.51%
69 183
26 116 8 164
g
m/z--> §o 160 1éo 260 2%0 360 3%0
Abundance #166330: Eicosanoic acid, 2,3-bis(acetyloxy)propyl ester R e
43 mmmmmmmw
m/z 158.10 23.45%
5000 159
98
‘ 73 ‘ 117
ol28 \ ‘m,“h,uﬂguJ,“}f‘l\ IO B .
m/z--> 50 100 150 200 250 300 350 1960 1980 2000 2020
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021216\
Data File : BM004239.D

Aca On : 12 Feb 2016 21:50

Operator : SJ/1Z

Sample : H1416-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM021216.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 8 Myristin, 1,3-diaceto-2- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.79 9.13 ng/ul 147449 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mvristin. 1.3-diaceto-2- 386 C21H3806 014290-23-4 91
2 Mvristin. 2.3-diaceto-1- 386 C21H3806 014473-55-3 91
3 Hexadecanoic acid. 2.3-bis(acetyv... 414 C23H4206 055268-70-7 49
4 Tetradecanoic acid. 2-hvdroxv-1-... 302 C17H3404 003443-83-2 37
5 1,3-0-Benzylidene glyceryl-2-myr... 374 C24H3803 1000036-49-3 35
Abundance Scan 3078 (20.792 min): BM004239.D (-3073) (-) m/z 43.10 100.00%
48 159 211
5000 %8
71 115 LI L
| J ||| j|_77 | 283 313 20.40 20.60 20.80 21.00 21.20
- ] VIR [ MY S M S-S m/z 211.30  94_84%
m/z--> 50 100 150 200 250 300 350
Abundance #153010: Myristin, 1,3-diaceto-2-
43
5000 159 211 UL B I B B
98 20.40 20.60 20.80 21.00 21.20
71 m/z 159.10 94 .29%
e |
0 .2§ 4 “I“" \U‘ IhH : \HI ‘.“H‘. ‘I].‘!-OI | I\ \I : ;\ : szl'z : |2|83| 3|]"3| — :
m/z--> 50 100 150 200 250 300 350
Abundance
43
20.40 20.60 20.80 21.00 21.20
5000 159 211 m/z 98.10 51.40%
98
1 117
o 135 177 242 283 313
m/z--> 50 100 150 200 250 300 350
Abundance #159148: Hexadecanoic acid, 2,3-his(acetyloxy)propy! ester LI e e s e
43 159 20.40 20.60 20.80 21.00 21.20
m/z 158.10 45 _.65%
98
5000 117 239
69
04 2 ) wLH J\\ “‘[].3‘5‘ }T7 213 1 | 269 310 3§5 yal
m/z--> 50 100 150 200 250 300 350 2040 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021216\
Data File : BM004239.D

Aca On : 12 Feb 2016 21:50

Operator : SJ/1Z

Sample : H1416-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM021216.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 9 Myristin, 2,3-diaceto-1- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.82 18.44 ng/ul 297977 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mvristin. 2.3-diaceto-1- 386 C21H3806 014473-55-3 91
2 Hexadecanoic acid. 2.3-bis(acetv... 414 C23H4206 055268-70-7 81
3 Mvristin. 1.3-diaceto-2- 386 C21H3806 014290-23-4 76
4 Mvristin, 2.3-diaceto-1- 386 C21H3806 014473-55-3 64
5 Pyridine, 1,2,3,6-tetrahydro-4-p... 159 C11H13N 010338-69-9 27
Abundance Scan 3083 (20.821 min): BM004239.D (-3080) (-) m/z 43.10 100.00%
4B 159
211
5000 98
117
69 [ ‘ 77 " 20.60 20.80 21.00 21.20
283 : : : :
ok ,”. S ) 12381 i I T GO I m/z 159.10 82.68%
m/z--> 50 100 150 200 250 300 350
Abundance #153009: Myristin, 2,3-diaceto-1-
43
5000 LR UL BN SULBULE IR
159 20.60 20.80 21.00 21.20
98 211 m/z 211.25 57.29%
‘ | & 117 177 ‘
ol ducy biyjrasn | 77 l228  oe4 813
m/z--> 50 100 150 200 250 300 350
Abundance
43 159
98 20.60 20.80 21.00 21.20
5000 m/z 98.10 38.84%
117 239
69
o2 135, 7 13 269 310 355
m/z--> 50 100 150 200 250 300 350
Abundance #153010: Myristin, 1,3-diaceto-2- B L R
43 20.60 20.80 21.00 21.20
m/z 158.10 31.21%
5000 159 211
0,2@, H Il h 4 m 140‘17,7, | 242 283 313
m/z--> 150 200 250 300 350 20,60 20.80 21.00 21.20

SOM02.2-EPA-BM021216.M Mon Feb 15 15:20:58 2016 Page: 11



Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Title

Library Search Compound Report

Z:\HPCHEM1I\BNA M\DATA\BM021216\
BM004239.D

12 Feb 2016 21:50

SJ/1Z

H1416-06

14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM021216.M

= SVOA CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Library
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 Hexadecanoic acid, 2-(acety... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
21.66 4.93 ng/ul 79593 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 2-(acetvloxv)... 414 C23H4206 055268-69-4 91
2 Hexadecanoic acid. 2.3-bis(acetv... 414 C23H4206 055268-70-7 87
3 4.6-Difluoro-2-dimethvlaminopvri... 159 C6H7F2N3 165258-63-9 38
4 1-Propene-1-amine. N-benzvlidene... 159 C11H13N 039575-55-8 35
5 2,3,4-Trifluorobenzoic acid, 6-e... 316 C17H23F302 1000282-58-3 27

Abundance Scan 3226 (21.662 min): BM004239.D (-3221) (-) m/z 159.10 100.00%
43 1%9
239
98
5000
71 117 LN
| ‘ “| 135 177 291 311 21.40 21.60 21.80 22.00
ob—— i At | M s A s . m/z 43.10 94.97%
m/z--> 50 100 150 200 250 300 350
Abundance #159150: Hexadecanoic acid, 2-(acetyloxy)-1-[(acetyloxy)me...
43
5000 R DR AR AR AR
21. 40 21.60 21.80 22.00
9 159 239 m/z 239.30 71.48%
71
oL “. ‘.“ I H. ‘M H\ ; w‘\l Li 135 \‘ 177 |2|13| ; ‘. T 3:!'0| I3‘}O ;
m/z--> 50 100 150 200 250 300 350
Abundance
43 159
98 21.'40 21.|60 21.I80 22.'00
5000 m/z 98.10 52.77%
117 239
69
o2 135 Y7 013 260 310 355
m/z--> §o 160 1éo 200 2%0 300 3%0
Abundance #29082: 4,6-Difluoro-2-dimethylaminopyrimidine L B
159 21.40 21.60 21.80 22.00
m/z 158.10 42 .61%
5000
44
130
71 97 ‘
0 T B o S SRS A Bt e
m/z--> 50 100 150 200 250 300 350 21. 40 21.60 21.80 22.00

SOM02.2-EPA-BM021216.M Mon Feb 15 15:20:59 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021216\
Data File : BM004239.D

Aca On : 12 Feb 2016 21:50

Operator : SJ/1Z

Sample : H1416-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM021216.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 Hexadecanoic acid, 2,3-bis(... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
21.69 9.78 ng/ul 157974 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 2.3-bis(acetv... 414 C23H4206 055268-70-7 91
2 Hexadecanoic acid. 2-(acetvloxv)... 414 C23H4206 055268-69-4 53
3 2H-1.4-Ethanoauinoline. 3.4-dihv... 159 C11H13N 004363-25-1 38
4 2.3.4-Trifluorobenzoic acid. 3-t... 372 C21H31F302 1000280-61-9 27
5 2,3,4-Trifluorobenzoic acid, 6-e... 316 C17H23F302 1000282-58-3 27

Abundance Scan 3231 (21.691 min): BM004239.D (-3228) (-) m/z 159.10 100.00%
4 1%9
5000 98 239
117
69 [ 77 21,40 21.60 21.80 22.00
135 213 269 311 : : :
o |.,|l.,...,. L .j['. e m/z 43.10 97.09%
m/z--> 50 100 150 200 250 300 350
Abundance #159148: Hexadecanoic acid, 2,3-bis(acetyloxy)propy! ester
43 159
98
5000 RIS DR BN SUNSA SR
60 117 239 21.40 21.60 21.80 22.00
m/z 239.30 43.46%
04 2 ) ‘mu‘ \“\\‘ mg-35‘ 1’ 213 Ll 269 310 3§5
m/z--> 50 100 150 200 250 300 350
Abundance
43
21,40 21.60 21.80 22.00
5000 m/z 98.10 38.29%
159
1 98 239
o 117935 | 177 213 310 340
m/z--> 50 100 150 200 250 300 350
Abundance #29040: 2H-1,4-Ethanoquinoline, 3,4-dihydro- RN Rmmma e R
159 21.40 21.60 21.80 22.00
m/z 158.10 32.03%
5000 130
43
77 98 ‘
0...‘,..‘..“,”.‘l‘.“.‘.“l‘ S S
m/z--> 50 100 150 200 250 300 350 21.40 21.60 21.80 22.00

SOM02.2-EPA-BM021216.M Mon Feb 15 15:21:00 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021216\
Data File : BM004239.D

Aca On : 12 Feb 2016 21:50

Operator : SJ/1Z

Sample : H1416-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM021216.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 12 unknown-06 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22 .57 4.88 ng/ul 74500 Perylene-d12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 2.3-bis(acetv... 414 C23H4206 055268-70-7 58
2 2.3.4-Trifluorobenzoic acid. 3-t... 358 C20H29F302 1000280-61-8 35
3 Eicosanoic acid. 2.3-bis(acetvlo... 470 C27H5006 055429-67-9 27
4 2.3.4-Trifluorobenzoic acid. 4-p... 386 C22H33F302 1000280-62-3 27
5 2,3,4-Trifluorobenzoic acid, 6-e... 316 C17H23F302 1000282-58-3 27
Abundance Scan 3380 (22.568 min): BM004239.D (-3377) (-) m/z 43.10 100.00%
48 159
98
5000 267
71 JAVARY
117 AR DAL AR AR
| ‘ I||| J[ 208227 22.20 22.40 22.60 22.80
(I 1 SO . 2 E N —— m/z 159.10 90.15%
m/z--> 50 100 150 200 250 300 350
Abundance #159148: Hexadecanoic acid, 2,3-bis(acetyloxy)propy! ester
43 159
98
5000 NN UL
60 117 239 22.20 22.40 22.60 22.80
m/z 98.10 47 .85%
04 2 ) ‘mu‘ \“\\‘ mg-35‘ }T7 213 Ll 269 310 3§5
m/z--> 50 160 1%0 200 250 360 3%0
Abundance
159
22.20 22.40 22.60 22.80
5000{ 41 m/z 57.10 40.90%
69
97 131 182
Oy "290217' LU DU B
m/z--> 50 100 150 200 250 300 350
Abundance #166330: Eicosanoic acid, 2,3-bis(acetyloxy)propyl ester - .n./.\, T
43 22.20 22.40 22.60 22.80
m/z 267.30 36.91%
5000 159
98
‘ 73 ‘ 117
ol28 i J‘h,nﬂ o |77 2ns 25 I b W
m/z--> 50 100 150 200 250 300 350 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021216\
Data File : BM004239.D

Aca On : 12 Feb 2016 21:50

Operator : SJ/1Z

Sample : H1416-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM021216.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 unknown-07 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.61 10.45 ng/ul 159622 Perylene-d12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 2.3-bis(acetv... 414 C23H4206 055268-70-7 43
2 Aniline. N-(1.3-butadienvl)-N-me... 159 C11H13N 135712-27-5 38
3 2.3.4-Trifluorobenzoic acid. 3-p... 386 C22H33F302 1000280-62-2 35
4 2.3.4-Trifluorobenzoic acid. 6-e... 316 C17H23F302 1000282-58-3 35
5 2,6-Difluorobenzoic acid, octade... 410 C25H40F202 1000292-39-7 35
Abundance Scan 3387 (22.609 min): BM004239.D (-3384) (-) m/z 159.10 100.00%
4| 1%9
5000 »A
267 lllllllllllllllllll
77 227 22.20 22.40 22.60 22.80 23.00
o 209 3% m/z 43.10  97.23%
m/z--> 50 100 150 200 250 300 350
Abundance #159148: Hexadecanoic acid, 2,3-bis(acetyloxy)propy! ester
43 159
98
5000 NN NN SUNILR I
60 117 239 22.20 22.40 22.60 22.80 23.00
m/z 98.10 36.68%
04 2 ) ‘mu‘ \“\\‘ mg-35‘ 1’ 213 Ll 269 310 3§5
m/z--> 50 160 1éo 200 250 360 350
Abundance
159
22.20 22.40 22.60 22.80 23.00
5000 42 /7 m/z 117.10 28.32%
104
. 59 129
m/z--> §0 160 1éo 200 2%0 300 350
Abundance #153045: 2,3,4-Trifluorobenzoic acid, 3-pentadecy! ester e
159 22.20 22.40 22.60 22.80 23.00
m/z 158.10 25.73%
5000 43 »A
69
97 131
0‘2 1, 177 2}0227
m/z--> 50 160 1éo 200 2%0 360 3%0 2220 22.40 2260 22.80 2350

SOM02.2-EPA-BM021216.M Mon Feb 15 15:21:02 2016
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM021216\
Data File : BM004239.D

Acq On : 12 Feb 2016 21:50

Operator : SJ/1Z

Sample : H1416-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM021216._.M
Quant Title : 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... 2.85 3.4 ng/ul 22460 1 7.65 131905 20.0
unknown-01 17.34 2.2 ng/ul 34497 4 17.06 316582 20.0
unknown-02 17.39 4.9 ng/ul 77296 4 17.06 316582 20.0
unknown-03 18.72 4.8 ng/ul 75408 4 17.06 316582 20.0
unknown-04 19.80 22.9 ng/ul 370092 5 21.27 323164 20.0
unknown-05 19.84 46.1 ng/ul 745415 5 21.27 323164 20.0
Myristin, 1,3-dia... 20.79 9.1 ng/ul 147449 5 21.27 323164 20.0
Myristin, 2,3-dia... 20.82 18.4 ng/ul 297977 5 21.27 323164 20.0
Hexadecanoic acid... 21.66 4.9 ng/ul 79593 5 21.27 323164 20.0
Hexadecanoic acid... 21.69 9.8 ng/ul 157974 5 21.27 323164 20.0
unknown-06 22.57 4.9 ng/ul 74500 6 23.50 305641 20.0
unknown-07 22.61 10.4 ng/ul 159622 6 23.50 305641 20.0
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