LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG121016\
Data File : BG025086.D

Acq On : 11 Dec 2016 2:27

Operator : UM/SJ

Sample - H5861-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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-BG113016.M
Title : SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.597 123 129 131 rBV6 13615 25545 0.70% 0.071%
2 3.943 184 188 189 rBvV4 8259 10840 0.30% 0.030%
3 4_355 254 258 265 rvB8 11062 18541 0.51% 0.051%
4  4.842 336 341 344 rVB6 7142 12359 0.34% 0.034%
5 4._901 344 351 354 rBV5 22522 38498 1.05% 0.107%
6 5.224 404 406 413 rBv4 5929 14351 0.39% 0.040%
7 5.383 430 433 438 rVB4 6342 12004 0.33% 0.033%
8 5.571 461 465 469 rBV6 9031 15232 0.42% 0.042%
9 6.470 615 618 623 rBV5 6316 11283 0.31% 0.031%
10 7.104 721 726 731 rVB6 7450 12328 0.34% 0.034%

11 7.198 732 742 753 rVB3 67352 147043 4.01% 0.408%
12 7.310 758 761 765 rVB4 7844 11371 0.31% 0.032%
13 7.380 765 773 785 rBvV2 103226 206331 5.62% 0.573%
14 7.551 792 802 811 rBV 291180 507308 13.83% 1.408%
15 7.762 830 838 849 rBvV 332522 617671 16.83% 1.714%

16 8.238 909 919 925 rBV 325136 611924 16.68% 1.698%

17 8.779 1005 1011 1018 rBV6 20856 46453 1.27% 0.129%
18 8.932 1030 1037 1046 rBv2 290880 543787 14.82% 1.509%
19 9.184 1075 1080 1083 rBV6 9091 15859 0.43% 0.044%

20 9.413 1110 1119 1127 rBV 427723 808883 22.04% 2.245%

21 9.490 1127 1132 1137 rVV2 67881 112823 3.07% 0.313%

22 9.543 1137 1141 1147 rVB5 27509 55843 1.52% 0.155%
23 9.748 1170 1176 1180 rBVS8 10275 17470 0.48% 0.048%
24 9.807 1185 1186 1194 rVB6 6287 11370 0.31% 0.032%
25 9.948 1205 1210 1215 rVB7 7916 11024 0.30% 0.031%

26 10.136 1235 1242 1252 rBV 386890 738628 20.13% 2.050%
27 10.271 1260 1265 1268 rBV7 9747 14011 0.38% 0.039%
28 10.336 1270 1276 1287 rVB4 59802 119225 3.25% 0.331%
29 10.677 1325 1334 1349 rBV 519870 1043660 28.44% 2.896%
30 10.806 1349 1356 1370 rVV3 68865 171376 4.67% 0.476%

31 10.953 1374 1381 1383 rBV6 8854 15801 0.43% 0.044%
32 11.064 1389 1400 1408 rBV 475979 891440 24.29%% 2.474%
33 11.558 1480 1484 1490 rVV3 18204 33124 0.90% 0.092%
34 11.617 1490 1494 1501 rVB4 19529 37392 1.02% 0.104%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG121016\
Data File : BG025086.D

Acq On : 11 Dec 2016 2:27

Operator : UM/SJ

Sample - H5861-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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\SOMO02.2-EPA-BG113016.M

Title = SVOA CALIBRATION

35 11.687 1501 1506 1507 rBvV4 9288 14909 0.41% 0.041%
36 11.816 1520 1528 1538 rVV2 124065 232090 6.33% 0.644%
37 11.981 1549 1556 1558 rVBS8 6826 15171 0.41% 0.042%
38 12.128 1575 1581 1584 rVB6 9517 19124 0.52% 0.053%
39 12.216 1589 1596 1598 rBV6 8201 16901 0.46% 0.047%
40 12.516 1642 1647 1652 rBV7 10371 19164 0.52% 0.053%
41 12.627 1661 1666 1673 rBV6 13710 28715 0.78% 0.080%
42 12.751 1683 1687 1693 rBV7 9629 19061 0.52% 0.053%
43 13.050 1732 1738 1741 rBVS 7053 13201 0.36% 0.037%
44 13.115 1744 1749 1756 rVB5 20953 37010 1.01% 0.103%
45 13.203 1758 1764 1775 rBY 175895 303230 8.26% 0.841%
46 13.309 1777 1782 1791 rVBS8 15233 28974 0.79% 0.080%
47 13.444 1796 1805 1818 rBV 255286 405150 11.04% 1.124%
48 13.608 1828 1833 1837 rVB7 17213 26700 0.73% 0.074%
49 13.714 1845 1851 1855 rBV4 16689 30428 0.83% 0.084%
50 13.779 1857 1862 1869 rBV3 68868 120412 3.28% 0.334%
51 14.008 1896 1901 1902 rVB5 9927 12581 0.34% 0.035%
52 14.043 1903 1907 1909 rVV5 6681 11400 0.31% 0.032%
53 14.067 1909 1911 1917 rVB7 9291 15063 0.41% 0.042%
54 14.249 1926 1942 1949 rBV 1155034 1764329 48.08% 4_.896%
55 14.355 1956 1960 1969 rBV10 18927 44536 1.21% 0.124%
56 14.466 1973 1979 1987 rBV10 20265 53819 1.47% 0.149%
57 14.554 1987 1994 2003 rVV 1161373 1862898 50.77% 5.170%
58 14.631 2003 2007 2011 rVB7 13670 26536 0.72% 0.074%
59 14.695 2017 2018 2025 rVB7 12140 21861 0.60% 0.061%

60 14.854 2037 2045 2055 rVB 824229 1346072 36.68% 3.735%

61 15.001 2065 2070 2073 rBV6 11490 20659 0.56% 0.057%
62 15.054 2073 2079 2088 rBV3 122640 243351 6.63% 0.675%
63 15.224 2103 2108 2114 rBvV4 64281 108920 2.97% 0.302%

64 15.353 2122 2130 2136 rBV10 17000 41635 1.13% 0.116%
65 15.430 2140 2143 2150 rVBS8 9608 21595 0.59% 0.060%
66 15.571 2162 2167 2169 rBv4 20299 29966 0.82% 0.083%
67 15.606 2169 2173 2177 rVV2 93749 135305 3.69% 0.375%
68 15.641 2177 2179 2185 rVB3 28616 39154 1.07% 0.109%

69 15.841 2205 2213 2221 rVB 1641385 2525133 68.82% 7.007%
70 15.959 2226 2233 2240 rBV 728335 1123290 30.61% 3.117%

71 16.082 2249 2254 2259 rBV5 22360 29485 0.80% 0.082%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG121016\
Data File : BG025086.D

Acq On : 11 Dec 2016 2:27

Operator : UM/SJ

Sample - H5861-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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\SOMO02.2-EPA-BG113016.M

Title = SVOA CALIBRATION

72 16.199 2273 2274 2279 rVB5 9863 11606 0.32% 0.032%
73 16.282 2286 2288 2295 rVBS8 8833 16498 0.45% 0.046%
74 16.405 2304 2309 2314 rBV9 25518 49815 1.36% 0.138%
75 16.605 2341 2343 2346 rBv4 8956 11353 0.31% 0.032%
76 16.687 2352 2357 2366 rBV10 34162 56961 1.55% 0.158%
77 16.952 2397 2402 2406 rBV7 11003 17574 0.48% 0.049%
78 17.034 2410 2416 2417 rBV6 9267 15185 0.41% 0.042%
79 17.063 2419 2421 2429 rVB6 18210 24050 0.66% 0.067%
80 17.251 2448 2453 2460 rBV6 30255 47332 1.29% 0.131%
81 17.316 2461 2464 2468 rVB5 23121 28701 0.78% 0.080%
82 17.386 2473 2476 2479 rVB4 11567 11074 0.30% 0.031%
83 17.427 2479 2483 2486 rVB6 16668 21330 0.58% 0.059%

84 17.598 2506 2512 2522 rBV2 1198644 1871291 51.00% 5.193%
85 17.698 2522 2529 2541 rVB2 1861494 2949076 80.37% 8.184%

86 17.845 2550 2554 2560 rVB 43724 66432 1.81% 0.184%
87 18.232 2616 2620 2625 rVBS8 28606 42047 1.15% 0.117%
88 18.268 2625 2626 2628 rBV2 13700 10979 0.30% 0.030%
89 18.438 2650 2655 2664 rVB9 37678 77634 2.12% 0.215%
90 18.520 2664 2669 2679 rBV 51821 105523 2.88% 0.293%
91 19.002 2748 2751 2758 rVB7 37098 45079 1.23% 0.125%
92 19.601 2850 2853 2856 rBV3 25622 29539 0.81% 0.082%
93 19.701 2866 2870 2873 rBV6 29768 48261 1.32% 0.134%
94 19.972 2907 2916 2929 rBV 2362057 3669281 100.00% 10.183%
95 20.171 2948 2950 2957 rVBS8 23130 36347 0.99% 0.101%

96 21.887 3234 3242 3251 rBV 1375063 2364899 64.45% 6.563%
97 23.503 3510 3517 3529 rVB2 383067 808318 22.03% 2.243%
98 24.214 3635 3638 3646 rVB7 59868 135766 3.70% 0.377%
99 25.060 3771 3782 3797 rBV2 1139954 3441052 93.78% 9.549%
100 25.301 3813 3823 3836 rVB2 764723 2253512 61.42% 6.254%

Sum of corrected areas: 36035141
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_G\DATA\BG121016\

BG025086.D

11 Dec 2016  2:27

UM/SsJ

H5861-11

22 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG113016.M
SVOA CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

Abundance TIC: BG025086.D
2000000
1500000
1000000
10.68
500000 9.41 11.06
11.82
0 3.603.94 4.35 480557 I R 2 A0. 01192 222 AB;
Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG025086.D
19.97
2000000 17.70
15.84
1500000 21.89
14.234.55 17.40
1000000
5.96
500000
13.%.44 L
. 1 I Qﬂ&ﬁd@@} 17. 841@%52 1%00 19%00/[20.17
B e e B e L B e o e e e e T I e e e o o o o o I o o e L I o o N B
Time--> 13.00 13.50 14.00 14.50 15.00 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: BG025086.D
2000000
1500000
25.06
1000000 25.30
500000 2350
24.21
YA AN
O T T T T T T T T T T T e T T T T e T T e T
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG121016\
Data File : BG025086.D

Acq On : 11 Dec 2016 2:27

Operator : UM/SJ

Sample - H5861-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG113016.M
SVOA CALIBRATION

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 Hexanoic acid Concentration Rank 4

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

7.20 4.81 ng/ul 147043 1,4-Dichlorobenzene-d4 8.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 78
2 Hexanoic acid 116 C6H1202 000142-62-1 72
3 Hexanoic acid 116 C6H1202 000142-62-1 72
4 D-Fucose 164 C6H1205 003615-37-0 64
5 _beta.-l1-Arabinopyranoside, methyl 164 C6H1205 001825-00-9 59

Abundance Scan 742 (7.198 min): BG025086.D (-732) (-) m/z 60.10 100.00%
60
5000
87 6.80 7.00 7.20 7.40 7.60
221
— \ILWJ' 14 154 19577248 284311 388 818 n/z 73.05  46.89%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8069: Hexanoic acid
60
5000
27 6.80 7.00 7.20 7.40 7.60
a7 m/z 41.10 34._.46%
T N'"Il'l's"I'"'I'"'I'"'I'"'I""I""I""I"'
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
60
6.80 7.00 7.20 7.40 7.60
5000 m/z 43.10 29.21%
27 87

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

Abundance #8070: Hexanoic acid
60 6.80 7.00 7.20 7.40 7.60
m/z 45.00 21.78%
5000 27
m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG121016\
Data File : BG025086.D

Acq On : 11 Dec 2016 2:27

Operator : UM/SJ

Sample - H5861-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG113016.M
SVOA CALIBRATION

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 Hexanoic acid, 2-ethyl- Concentration Rank 7

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

9.49 3.69 ng/ul 112823 1,4-Dichlorobenzene-d4 8.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 64
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 64
3 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 45
4 1,4-Dioxane 88 C4H802 000123-91-1 43
5 trans-4-Fluoro-I1-proline 133 C5H8FNO2 1000132-55-8 43

Abundance Scan 1132 (9.490 min): BG025086.D (-1127) (-) m/z 73.10 100.00%
7B
41
5000
101 9.20 9.40 9.60 9.80
133 294 406 : - : -
il 4] (133156 185 | 291260 204 36 406 461 | s agT05  90.93%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #20867: Hexanoic acid, 2-ethyl-
88
5000
57 9.20 9.40 9.60 9.80
29 116 m/z 41.10 52.11%
'wwq“h“'}w'}ﬁf""|"'w""|""|""|""|"
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
73
9.20 9.40 9.60 9.80
5000 a m/z 57.10 34 .18%
101
15 129
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #205569: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
3 83 9.20 9.40 9.60 9.80
m/z 86.95 25.52%
5000
H | L L115141 173 214242 272 313 355
m/z--> 50 100 150 200 250 300 350 400 450 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG121016\
Data File : BG025086.D

Acq On : 11 Dec 2016 2:27

Operator : UM/SJ

Sample - H5861-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG113016.M
SVOA CALIBRATION

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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.81 3.84 ng/ul 171376 Naphthalene-d8 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 78
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 56
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 47
4 Propane, 2-ethoxy- 88 C5H120 000625-54-7 47
5 Tetraethylene glycol 194 C8H1805 000112-60-7 47

Abundance Scan 1357 (10.812 min): BG025086.D (-1349) (-) m/z 57.10 100.00%

57

5000

10.40 10.60 10.80 11.00 11.20
m/z 45.10  95.04%

123

185 225 453

287 362 397 517

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #32655: Ethanol, 2-(2-butoxyethoxy)-
57
5000 /\’T----|----|----'|----|--
29 10.40 10.60 10.80 11.00 11.20
m/z 41.10 43.51%
87
,.wWWWMﬂ;.}??,”..,.”.,..”,....“...,”..,.”.,...
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
45
10.40 10.60 10.80 11.00 11.20
5000 m/z 44.05 25.12%
75
15 101 132
I o o o LA e o B N I RN !
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #32656: Ethanol, 2-(2-butoxyethoxy)- R ma T R
57 10.40 10.60 10.80 11.00 11.20
m/z 43.05 21.95%
5000
29
87
,m.u,nﬁﬁ}.}??,”..,.”.,..”,....“...,”..,.”.,...
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG121016\
Data File : BG025086.D

Acq On : 11 Dec 2016 2:27

Operator : UM/SJ

Sample - H5861-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG113016.M
SVOA CALIBRATION

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 n-Decanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.82 5.21 ng/ul 232090 Naphthalene-d8 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 53
2 Hexanoic acid 116 C6H1202 000142-62-1 53
3 Octanoic acid 144 C8H1602 000124-07-2 50
4 Undecanoic acid, 10-bromo- 264 C11H21Bro02 018294-93-4 50
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 50
Abundance Scan 1529 (11.822 min): BG025086.D (-1520) (-) m/z 60.10 100.00%
60
5000
7 ° 60 1180 1200 1220
180 : : : :
LA, [ dos 180207 242 261 332 365 426 469 | o toaToe g oay
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #39472: n-Decanoic acid
60
5000 29 129 11.60 11.80 12.00 12.20
87 m/z 57.05 70.37%
N
H\ il \
L AL AL UL DAL SARLELEL L WAL S

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

60

11.60 11.80 12.00 12.20

5000 m/z 43.10 62.63%

87

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

Abundance #20837: Octanoic acid

60 11.60 11.80 12.00 12.20

m/z 41.05 58.45%
5000
101
29 ’
B

m/iz--> 0 50 100 150 200 250 300 350 400 450 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG121016\
Data File : BG025086.D

Acq On : 11 Dec 2016 2:27

Operator : UM/SJ

Sample - H5861-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG113016.M
SVOA CALIBRATION

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 Propanoic acid, 2-methyl-, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.20 4_.51 ng/ul 303230 Acenaphthene-d10 14.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid, 2-methyl-, 2,2-d... 216 C12H2403 074367-33-2 80
2 Butanoic acid, octyl ester 200 C12H2402 000110-39-4 50
3 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 47
4 1-Hexene, 3,4,5-trimethyl- 126 C9H18 056728-10-0 43
5 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 42
Abundance Scan 1763 (13.197 min): BG025086.D (-1758) (-) m/z 43.05 100.00%
71
5000
98 12.80 13.00 13.20 13.40 13.60
145 173
AlLJ207° 175 209031 287 402 434488 | .70 71 05 90.63%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #74090: Propanoic acid, 2-methyl-, 2,2-dimethyl-1-(2-hydro...
71
43
5000 NI A SR SRR B
12.80 13.00 13.20 13.40 13.60
m/z 56.05 38.12%
98
..‘.“‘,H.”.“.“,...1.4?.1.7:.3.,....,....,....,....,....,..
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43 71
12:80 13.00 13.20 13.40 13.60
5000 m/z 83.10 32.61%
112
144 172
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #132814: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
7 12.80 13.00 13.20 13.40 13.60
43 m/z 55.10 29.38%
5000
1% 143 173108 a3
m/z--> 50 100 150 200 250 300 350 400 450 12.80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG121016\
Data File : BG025086.D

Acq On : 11 Dec 2016 2:27

Operator : UM/SJ

Sample - H5861-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG113016.M
SVOA CALIBRATION

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 Butanoic acid, butyl ester Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.44 6.02 ng/ul 405150 Acenaphthene-d10 14.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 78
2 Propanoic acid, 2-methyl-, butyl._.. 144 C8H1602 000097-87-0 64
3 Propanoic acid, 2-methyl-, butyl._.. 144 C8H1602 000097-87-0 47
4 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 43
5 Propanoic acid, 2-methyl-, 3-hyd... 216 C12H2403 074367-34-3 43
Abundance Scan 1804 (13.438 min): BG025086.D (-1796) (-) m/z 56.10 100.00%
96
89
5000
143173 ~13:20 13.40 13.60 13.80
b L 267 | 228252284 339371 445473503 | Tn/z  43.10  92.45%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20898: Butanoic acid, butyl ester
71
43
5000
13.20 13.40 13.60 13.80
m/z 71.05 76.89%
‘ ‘ 01
}§ktl‘l"HJ"'lﬂﬁ"" DY S S S SR B
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
1 U SN B SO
13.20 13.40 13.60 13.80
5000 m/z 89.10 53.88%
101
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20985: Propanoic acid, 2-methyl-, butyl ester
43 7 13.20 13.40 13.60 13.80
m/z 41.10 33.84%
5000
15 01
mz-> 0 50 100 150 200 250 300 350 400 450 500 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG121016\
Data File : BG025086.D

Acq On : 11 Dec 2016 2:27

Operator : UM/SJ

Sample - H5861-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG113016.M
SVOA CALIBRATION

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 Propanoic acid, 2-methyl-, ... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.61 2.01 ng/ul 135305 Acenaphthene-d10 14.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid, 2-methyl-, 1-(1,... 286 C16H3004 074381-40-1 64
2 Propanoic acid, 2-methyl-, 2-(hy... 216 C12H2403 074367-32-1 59
3 Diethylmalonic acid, monochlorid... 262 C12H19C104 1000370-65-0 53
4 Butanoic acid, 2-butoxy-l1-methyl... 216 C11H2004 007492-70-8 53
5 4-Hexen-3-ol, 2-methyl- 114 C7H140 004798-60-1 53
Abundance Scan 2174 (15.612 min): BG025086.D (-2169) (-) m/z 71.05 100.00%
7
43
5000
111 159 15.20 15.40 15.60 15.80 16.00
b S 216298 262 531 977 A4 SISS8 | L o 43.10  60.44%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #132857: Propanoic acid, 2-methyl-, 1-(1,1-dimethylethyl)-...
71
5000
15.20 15.40 15.60 15.80 16.00
43 m/z 41.10 12_.73%
| | 111 159 243
m/z--> 50 160 1%0 200 250 300 350 400 450 500 550
Abundance
71
1520 15.40 15.60 15.80 16.00
so00] 43 m/z 56.15 11.40%
99 127
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #111984: Diethylmalonic acid, monochloride, tetrahydrofurf...
7 15.20 15.40 15.60 15.80 16.00
m/z 111.00 8.41%
5000
43
Ll 198 128 161 199227
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.20 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG121016\
Data File : BG025086.D

Acq On : 11 Dec 2016 2:27

Operator : UM/SJ

Sample - H5861-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG113016.M
SVOA CALIBRATION

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 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
23.50 6.84 ng/ul 808318 Chrysene-di12 21.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanol, 4,4-dimethyl- 116 C7H160 006144-93-0 22
2 Methoxyacetic acid, 2-tridecyl e... 272 C16H3203 1000282-04-5 14
3 1-tert-Butoxy-2-ethoxyethane 146 C8H1802 051422-54-9 12
4 Butane, 1,1"-[ethylidenebis(oxy)... 174 C10H2202 000871-22-7 12
5 Hexanedioic acid, bis[2-(2-butox... 434 C22H4208 000141-17-3 12
Abundance Scan 3517 (23.503 min): BG025086.D (-3510) (-) m/z 57.10 100.00%
57
5000
99 155 N
L1128 67| 28190031 345370307423450477504 23.20 23.40 2360 23.80__
Ot m/z 45.05 44 _30%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8375: 2-Pentanol, 4,4-dimethyl-
57
5000
23.20 23.40 23.60 23.80
m/z 56.10 32.41%
29 83
|'”Mmh*”'ﬁ}ﬁ'l"“l""w"'l'“'l"'w""w"'l'“
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
23.20 23.40 23.60 23.80
5000 m/z 99.10 32.24%
29 85
113147 183 g
mz> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22114: 1-tert-Butoxy-2-ethoxyethane
57 23.20 23.40 23.60 23.80
m/z 41.10 30.63%
5000
29 89
w'ﬂul ”'I'}?%P"'I'”'I"'W""I”"I"”I""P" USRS SRR
mz-> 0 50 100 150 200 250 300 350 400 450 500 23.20 23.40 23.60 23.80

SOM02.2-EPA-BG113016.M Tue Dec 13 00:42:14 2016 Page: 12



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG121016\
Data File : BG025086.D

Acq On : 11 Dec 2016 2:27

Operator : UM/SJ

Sample - H5861-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG113016.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]
Hexanoic acid 7.20 4.8 ng/ul 147043 1 8.23 611924 20.0
Hexanoic acid, 2-... 9.49 3.7 ng/ul 112823 1 8.23 611924 20.0
Ethanol, 2-(2-but... 10.81 3.8 ng/ul 171376 2 11.06 891440 20.0
n-Decanoic acid 11.82 5.2 ng/ul 232090 2 11.06 891440 20.0
Propanoic acid, 2... 13.20 4.5 ng/ul 303230 3 14.85 1346070 20.0
Butanoic acid, bu... 13.44 6.0 ng/ul 405150 3 14.85 1346070 20.0
Propanoic acid, 2... 15.61 2.0 ng/ul 135305 3 14.85 1346070 20.0
unknown-01 23.50 6.8 ng/ul 808318 5 21.89 2364900 20.0

SOM02.2-EPA-BG113016.M Tue Dec 13 00:42:14 2016 Page: 13



