LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060215\
Data File : BG017392.D

Acq On : 2 Jun 2015 13:21

Operator : TP/1Z

Sample - G2430-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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-BG052915.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 2.746 7 10 14 rBvV 22674 24906 4.81% 0.467%
2 2.787 14 17 22 rvB2 11697 15823 3.05% 0.296%
3 2.834 23 25 29 rBv 9752 11368 2.19% 0.213%
4 3.486 131 136 139 rVB6 6196 8650 1.67% 0.162%
5 3.586 149 153 159 rVB 26854 34408 6.64% 0.645%
6 3.651 162 164 168 rVB4 3146 3618 0.70% 0.068%
7 4.044 227 231 236 rBV5 4065 7186 1.39% 0.135%
8 4.309 273 276 278 rBV3 2414 2750 0.53% 0.052%
9 4.362 282 285 289 rvB4 2533 3694 0.71% 0.069%
10 4._456 297 301 305 rBV6 2116 3397 0.66% 0.064%
11 4.514 308 311 312 rwv3 2612 2646 0.51% 0.050%
12 4.826 361 364 371 rVv5 4598 7154 1.38% 0.134%
13 5.719 514 516 521 rvVB4 2098 3272 0.63% 0.061%
14 6.154 587 590 592 rBvV2 3874 3940 0.76% 0.074%
15 6.835 701 706 713 rBv2 51811 82369 15.89% 1.543%
16 6.970 722 729 736 rBV 36062 54582 10.53% 1.023%
17 7.176 756 764 773 rBV 52935 84107 16.23% 1.576%
18 7.634 836 842 848 rBvV 89009 138961 26.81% 2.603%
19 8.369 961 967 974 rvv2 38513 61833 11.93% 1.158%
20 8.463 977 983 988 rBvY 15753 28345 5.47% 0.531%
21 8.792 1033 1039 1045 rBvV 49335 82740 15.96% 1.550%
22 8.962 1064 1068 1072 rBV5 1938 2707 0.52% 0.051%
23 9.514 1156 1162 1170 rBV 51794 85514 16.50% 1.602%
24 9.744 1196 1201 1203 rBVv4 1340 2401 0.46% 0.045%
25 9.873 1219 1223 1228 rVB4 2355 4694 0.91% 0.088%
26 10.067 1251 1256 1266 rBV2 63062 112920 21.79% 2.115%
27 10.219 1278 1282 1285 rBV3 3938 6093 1.18% 0.114%
28 10.425 1309 1317 1324 rVV 119268 204315 39.42% 3.828%
29 10.478 1324 1326 1329 rVV3 2109 2410 0.47% 0.045%
30 10.578 1332 1343 1351 rBV2 22224 45298 8.74% 0.849%
31 10.772 1373 1376 1379 rVB5 1653 2798 0.54% 0.052%
32 10.977 1410 1411 1414 rVV3 2546 2745 0.53% 0.051%
33 11.001 1414 1415 1420 rVv4 1734 2432 0.47% 0.046%
34 11.230 1448 1454 1456 rBV5 2277 3298 0.64% 0.062%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060215\
Data File : BG017392.D

Acq On : 2 Jun 2015 13:21

Operator : TP/1Z

Sample - G2430-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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-BG052915.M

Title = SVOA CALIBRATION

35 11.447 1487 1491 1493 rBv4 2343 2605 0.50% 0.049%
36 12.100 1598 1602 1603 rBvV4 1972 2233 0.43% 0.042%
37 12.646 1690 1695 1699 rBV2 22627 35028 6.76% 0.656%
38 12.899 1732 1738 1744 rBV2 34900 51001 9.84% 0.955%
39 13.504 1837 1841 1845 rVv4 1673 3001 0.58% 0.056%
40 13.710 1871 1876 1881 rVV 127606 167789 32.37% 3.143%
41 13.757 1881 1884 1893 rVB 71330 97250 18.76% 1.822%
42 13.839 1893 1898 1899 rBV3 1638 2193 0.42% 0.041%
43 13.909 1908 1910 1913 rBV2 2115 2798 0.54% 0.052%
44 13.992 1913 1924 1932 rBVY 129289 199054 38.41% 3.729%
45 14.197 1958 1959 1965 rVB5 2175 2572 0.50% 0.048%
46 14.297 1969 1976 1983 rBV2 189254 290657 56.08% 5.445%
47 14.556 2015 2020 2030 rBVZ2 34908 66051 12.74% 1.237%
48 14.673 2037 2040 2042 rBV4 3498 4476 0.86% 0.084%
49 14.738 2049 2051 2053 rVB3 3111 2307 0.45% 0.043%
50 15.102 2111 2113 2118 rVV5 4499 5865 1.13% 0.110%
51 15.161 2118 2123 2126 rVB5 4104 5853 1.13% 0.110%
52 15.296 2140 2146 2152 rBV 170224 238644 46.05% 4._.471%
53 15.425 2163 2168 2176 rBV2 59885 84312 16.27% 1.580%
54 15.549 2187 2189 2192 rBV3 2315 2196 0.42% 0.041%
55 15.654 2203 2207 2208 rBV3 2284 3076 0.59% 0.058%
56 15.701 2212 2215 2217 rBV4 2229 2692 0.52% 0.050%
57 15.919 2248 2252 2257 rBV5 1652 2646 0.51% 0.050%
58 16.019 2263 2269 2278 rBVS8 6373 15527 3.00% 0.291%
59 16.201 2293 2300 2302 rVB6 4645 7728 1.49% 0.145%
60 16.359 2323 2327 2330 rVB5 3438 4993 0.96% 0.094%
61 16.395 2330 2333 2334 rBV2 2590 2489 0.48% 0.047%
62 16.518 2352 2354 2356 rVV3 2343 2145 0.41% 0.040%
63 16.588 2364 2366 2369 rBv4 2818 3517 0.68% 0.066%
64 16.706 2383 2386 2389 rVB4 2295 2765 0.53% 0.052%
65 16.812 2401 2404 2410 rVV6 6894 8107 1.56% 0.152%
66 16.871 2410 2414 2416 rVvVv4 3543 4327 0.83% 0.081%
67 17.047 2439 2444 2449 rVVv2 250638 364837 70.40% 6.835%
68 17.088 2449 2451 2455 rVB 21652 25072 4._.84% 0.470%
69 17.147 2455 2461 2466 rBV 196486 261304 50.42% 4 _.895%
70 17.247 2476 2478 2481 rVB3 2848 2425 0.47% 0.045%
71 17.341 2491 2494 2497 rBV4 2681 3256 0.63% 0.061%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060215\
Data File : BG017392.D

Acq On : 2 Jun 2015 13:21

Operator : TP/1Z

Sample - G2430-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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-BG052915.M

Title = SVOA CALIBRATION

72 17.411 2502 2506 2508 rBvV4 2636 3354 0.65% 0.063%
73 17.440 2508 2511 2513 rVV3 3653 3904 0.75% 0.073%
74 17.552 2527 2530 2534 rBV4 5915 8230 1.59% 0.154%
75 17.722 2557 2559 2560 rBV2 3054 2423 0.47% 0.045%
76 17.764 2563 2566 2568 rBV4 2301 2768 0.53% 0.052%
77 17.922 2591 2593 2595 rBV2 6113 6771 1.31% 0.127%
78 17.952 2595 2598 2607 rVV6 30909 52571 10.14% 0.985%
79 18.022 2607 2610 2614 rVB3 6672 7471 1.44% 0.140%
80 18.051 2614 2615 2619 rVB3 3898 3243 0.63% 0.061%
81 18.122 2623 2627 2630 rVB5 7604 12870 2.48% 0.241%
82 18.245 2644 2648 2652 rVB6 7280 9340 1.80% 0.175%
83 18.339 2660 2664 2667 rBV6 5887 7691 1.48% 0.144%
84 18.522 2693 2695 2701 rVB5 6778 8538 1.65% 0.160%
85 18.651 2715 2717 2718 rBV 3322 2360 0.46% 0.044%
86 18.674 2719 2721 2725 rVV5 6359 5750 1.11% 0.108%
87 18.804 2740 2743 2745 rBV4 7507 8863 1.71% 0.166%
88 19.115 2791 2796 2801 rBV 74126 92456 17.84% 1.732%
89 19.174 2803 2806 2810 rVB4 21298 23911 4.61% 0.448%
90 19.244 2815 2818 2824 rVB7 10895 20925 4._.04% 0.392%
91 19.315 2828 2830 2831 rBV2 4686 3192 0.62% 0.060%
92 19.450 2848 2853 2856 rBV 247223 329430 63.56% 6.172%
93 19.979 2938 2943 2945 rBV6 15575 24520 4.73% 0.459%
94 20.073 2957 2959 2963 rBvV4 10521 11099 2.14% 0.208%
95 20.954 3106 3109 3116 rVB4 59438 98794 19.06% 1.851%

96 21.160 3140 3144 3150 rVB 227630 242124 46.72% 4 _536%
97 21.242 3152 3158 3162 rBV 383687 518270 100.00% 9.709%
98 22.517 3372 3375 3379 rVB2 58935 70699 13.64% 1.324%
99 23.339 3510 3515 3521 rBV 139575 250565 48.35% 4.694%
100 23.486 3535 3540 3547 rVB 219216 379543 73.23% 7.110%

Sum of corrected areas: 5337840
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI1I\BNA_G\DATA\BG060215\

BG017392.D
2 Jun 2015 13:21
TP/1Z
G2430-12
3 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052915 .M
SVOA CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG017392.D
400000
300000
200000
100000 7.63
6.84 7.18 9.51
s 3.59 o7 g37 879
%L“Nhiﬁﬁ 4,044/ 7051 4.83 572 6.15 ﬂﬂ ! @%,bee A
O o R e e e B e e e e R
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00
Abundance TIC: BG017392.D
400000
300000
17.05 19.45
17.15
14.30
200000 15.20
13.713.99
100000
1%.76 5.43
2.90 14.56 1 0,17, 196%7
12.6 il e 1 N W
1210 13.5018B414.20 Nase74 65,608 AerEEERd T 1 ERAmED 178962
e e e e e L e O I A e o o SIS
Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BG017392.D
21|24
400000
23.49
300000 2115
23.34
200000
22.52
20.95
100000
O o e o e B o B e e o
Time--> 21.00 21.50 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060215\
Data File : BG017392.D

Acq On : 2 Jun 2015 13:21

Operator : TP/1Z

Sample - G2430-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052915 .M
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 1 3-Buten-2-one, 3-methyl- Concentration Rank 4

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

2.75 3.58 ng/ul 24906 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Buten-2-one, 3-methyl- 84 C5H80 000814-78-8 64
2 3-Buten-2-one, 3-methyl- 84 C5H80 000814-78-8 64
3 3-Penten-2-one 84 C5H80 000625-33-2 58
4 l1sobutyl nitrite 103 C4H9NO2 000542-56-3 40
5 Ethanone, 1-cyclopropyl- 84 C5H80 000765-43-5 35

Abundance Scan 11 (2.752 min): BG017392.D (-7) (-) m/z 43.00 100.00%
5000
69 o
l 517 2.80 2.90 3.00 3.10 3.20

i L m/z 41.00 87.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1406: 3-Buten-2-one, 3-methyl-

5000
84 2.80 2.90 3.00 3.10 3.20

m/z 39.00 48 .25%

15

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

43

2.80 2.90 3.00 3.10 3.20

5000 60 m/z 69.00 30.44%

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

Abundance #1374 3-Penten-2-one
1 2.80 2.90 3.00 3.10 3.20
69 m/z 83.95 18.27%
5000
15
R o T B o o o LA A i o o O e R R RN RRERE RS AR R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 2.80 2.90 3.00 3.10 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060215\
Data File : BG017392.D

Acq On : 2 Jun 2015 13:21

Operator : TP/1Z

Sample - G2430-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052915 .M
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 unknown-01 Concentration Rank 8

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

2.79 2.28 ng/ul 15823 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 38
2 .alpha.-D-Mannofuranoside, 1-O-h... 278 C13H2606 111570-47-9 33
3 3-0-Methyl-d-glucose 194 C7H1406 1000127-25-9 28
4 Decanal, O-methyloxime 185 C11H23NO 035473-94-0 9
5 _alpha.-D-Mannofuranoside, 1-nonyl- 306 C15H3006 1000160-13-8 9

Abundance Scan 18 (2.793 min): BG017392.D (-14) (-) m/z 73.00 100.00%
73
5000 a7 ?i
|“J | | 2.80 2.90 3.00 3.10 3.20
,....:.... N m/z 87.10 37.94%
m/iz--> 20 80 100 120 140 160 180 200 220 240 260
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 2.80 2.90 3.00 3.10 3.20
87 m/z 49.00 28.54%
2 \‘ 9 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance

5

57 73

2.80 2.90 3.00 3.10 3.20
5000 m/z 55.00 28.27%

41
29 87

116
101 255198 145 163 187200 217229 247259

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

?

Abundance #52246: 3-O-Methyl-d-glucose

7 2.80 2.90 3.00 3.10 3.20

87 m/z 71.00 20.28%
5000 43
57
103 145
116 163

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 2.80 2.90 3.00 3.10 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060215\
Data File : BG017392.D

Acq On : 2 Jun 2015 13:21

Operator : TP/1Z

Sample - G2430-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052915 .M
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 Methacrylamide Concentration Rank 1

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

3.59 4.95 ng/ul 34408 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methacrylamide 85 C4H7NO 000079-39-0 72
2 Methacrylamide 85 C4H7NO 000079-39-0 28
3 2-Pyrrolidinone 85 C4H7NO 000616-45-5 9
4 Allyl chloroformate 120 C4H5CI02 002937-50-0 9
5 Dimethylketene 70 C4H60 000598-26-5 9

Abundance Scan 154 (3.592 min): BG017392.D (-149) (-) m/z 41.00 100.00%
4.1 85
5000
60
|‘ 50 55 71 3.20 3.40 3.60 3.80 4.00
S ) 1411 T L MY S m/z 84.95 96.48%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1515: Methacrylamide
41 85
5000
3.20 3.40 3.60 3.80 4.00
69 m/z 42.95  71.39%
2 36| 46 53 |
miz--> 10 20 30 40 50 60 70 80 90
Abundance
41 8
3.20 3.40 3.60 3.80 4.00
5000 6 m/z 38.95 46.63%

12 18 27 36 46 °2 57 64

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1519: 2-Pyrrolidinone
85 3.20 3.40 3.60 3.80 4.00
m/z 42.00 31.15%
41
5000
56
36 |||[,46 51| 63 69 77 |, %0
L o o o o o e e e NLAR LN o o o o
m/z--> 10 20 30 40 50 60 70 80 90 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060215\
Data File : BG017392.D

Acq On : 2 Jun 2015 13:21

Operator : TP/1Z

Sample - G2430-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052915 .M
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 Propanoic acid, 2-methyl-, ... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.65 2.41 ng/ul 35028 Acenaphthene-d10 14.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid, 2-methyl-, 2,2-d... 216 C12H2403 074367-33-2 50
2 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 47
3 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 47
4 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 43
5 2-t-Butylperoxy-2-ethylbutan-1-o... 260 C14H2804 139727-33-6 43
Abundance Scan 1696 (12.652 min): BG017392.D (-1690) (-) m/z 71.00 100.00%
43 7
5000 55 83
98 RN B U B W
145 173 207 12.40 12.60 12.80 13.00
L T A i m/z 43.05 86.45Y%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66734: Propanoic acid, 2-methyl-, 2,2-dimethyl-1-(2-hydro...
71
43
5000
56 12.40 12.60 12.80 13.00
83 m/z 41.00 44 .90%
98
...,....‘,“l‘. .U,..“l‘. I“I AL .1.1.1.,....1,4.3...,..1.7?,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 71
12.40 12.60 12.80 13.00
5000 56 m/z 83.00 41.04%
89
29
101 114 129 144
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20151: Propanoic acid, 2-methyl-, 2-methylpropyl ester
43 7 12.40 12.60 12.80 13.00
m/z 55.10 35.33%
5000 56
29 89
S S T
m/z--> 20 40 60 80 100 120 140 160 180 200 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060215\
Data File : BG017392.D

Acq On : 2 Jun 2015 13:21

Operator : TP/1Z

Sample - G2430-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052915 .M
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 Propanoic acid, 2-methyl-, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.90 3.51 ng/ul 51001 Acenaphthene-d10 14.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid, 2-methyl-, 3-hyd... 216 C12H2403 074367-34-3 74
2 Propanoic acid, 2-methyl-, butyl._.. 144 C8H1602 000097-87-0 72
3 Propanoic acid, 2-methyl-, hexyl._.. 172 C10H2002 002349-07-7 50
4 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 50
5 Azetidine, 2-methyl- 71 C4HON 019812-49-8 50

Abundance Scan 1738 (12.899 min): BG017392.D (-1732) (-) m/z 43.10 100.00%

56 71

5000

12.60 12.80 13.00 13.20
m/z 71.10 89.89%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180

Abundance #66733: Propanoic acid, 2-methyl-, 3-hydroxy-2,4,4-trimeth...
71
56
43
5000 89 L L e
12.60 12.80 13.00 13.20
m/z 56.10 85.85%
‘ ‘\ 81, | 98 114 143 155 173
T T T R e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
43
57 1 TR o e
89 12.60 12.80 13.00 13.20
5000 g m/z 89.00 60.62%
101
mmrwwmmmmww
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #37305: Propanoic acid, 2-methyl-, hexyl ester R e
43 12.60 12.80 13.00 13.20
m/z 41.00 41.77%
71
5000 56 -
B N N 129
T T T T T e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060215\
Data File : BG017392.D

Acq On : 2 Jun 2015 13:21

Operator : TP/1Z

Sample - G2430-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052915 .M
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 6 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.95 2.88 ng/ul 52571 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 60
3 Dodecanoic acid 200 C12H2402 000143-07-7 58
4 Dodecanoic acid 200 C12H2402 000143-07-7 52
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 49

Abundance Scan 2598 (17.952 min): BG017392.D (-2595) (-) m/z 73.00 100.00%

48 7B
60

5000

17.60 17.80 18.00 18.20
m/z 43.00 96.89%

REREE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid

43 o 73

5000 29 L L e
17. 60 17. 80 18 00 18.20

129 m/z 41.05 82.76%
85 98 115 213 256
143157171185 199 “~ 227239

m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43
1 DA B BN SUMLILE I
60 17.60 17.80 18.00 18.20
5000 & m/z 60.00 74.74%

85 95 115129 4, 157 171185 199 213 227239 2%6

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

Abundance #56048: Dodecanoic acid
60 78 17.60 17.80 18.00 18.20
129 m/z 55.00 72.87%
43 200
5000 157
85 115
101
L LT
,.‘...‘,‘.‘..“l“,‘.“ ‘“‘.‘”‘ el H ‘,..‘..,1??..‘.... S i G S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060215\
Data File : BG017392.D

Acq On : 2 Jun 2015 13:21

Operator : TP/1Z

Sample - G2430-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052915 .M
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 (DEL) Alkane: Cyclic20.95 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

'20.95  3.81 ng/ul 98794  Chrysene-d12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

‘1 1-octadecene 252 C18H36 000112-88-9 93

2 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 93
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 93

4 Trichloroacetic acid, hexadecyl ... 386 C18H33CI302 074339-54-1 90
5 Trifluoroacetic acid, n-heptadec... 324 C17H31F302 1000216-79-2 90
Abundance Scan 3108 (20.948 min): BG017392.D (-3106) (-) m/z 43.00 100.00%
43
69

5000

125

153171 194 221539 263282 355 20.60 20.80 21.00 21.20
m/z 55.00 94 .88%

m/z--> 50 100 150 200 250 300 350
Abundance #89783: 1-Octadecene
57
83
5000 LA L L L L LB L
29 111 20.60 20.80 21.00 21.20

m/z 57.10 86.12%

(19 168 106 224 252

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

Abundance
43 83
T T T
20.60 20.80 21.00 21.20
5000 m/z 69.05 74.40%
111
26 63 139 168 196 241
m/z--> 50 100 150 200 250 300 350
Abundance #148859: Trichloroacetic acid, pentadecy! ester A BEE o
3 20.60 20.80 21.00 21.20
83 m/z 83.00 74.11%
5000
111
2 6 J“ I ‘k 139 182 210

T I T I
m/z--> 50 100 150 200 250 300 350 20.60 20.80 21.00 21.20
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI1I\BNA_G\DATA\BG060215\
BGO17392.D

2 Jun 2015 13:21

TP/1Z

G2430-12

3 Sample Multiplier: 1

SVOA CALIBRATION

= C:\DATABASE\NISTO2.L

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052915 .M

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 16-Heptadecenal Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
22.52 3.73 ng/ul 70699 Perylene-d12 23.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Heptadecenal 252 C17H320 1000144-57-9 87
2 Pentadecanal- 226 C15H300 002765-11-9 81
3 1,15-Hexadecadiene 222 C16H30 021964-51-2 78
4 Octadecanal 268 C18H360 000638-66-4 74
5 1,1"-Bicyclopentyl, 2-hexadecyl- 362 C26H50 055334-11-7 70

Abundance Scan 3376 (22.523 min): BG017392.D (-3372) (-) m/z 57.10 100.00%
5000
5 226243 272 397 31 362 22.20 22.40 22.60 22.80
m/z 43.05 81.10%
m/z--> 50 100 150 200 250 300 350
Abundance #89755: 16-Heptadecenal
57 82
5000 AR BARSUNARRA RS
22120 22.40 22.60 22.80
110 m/z 55.05 71.08%
B3 196 224 22
m/z--> 50 100 150 200 2éo 300 350
Abundance
57 82
22.20 22.40 22.60 22.80
5000] 59 m/z 82.10 62.33%
109
T T — UL WL S L S
m/z--> 50 100 150 200 250 300 350
Abundance #71116: 1,15-Hexadecadiene e . o VIR,
55 22.20 22.40 22.60 22.80
82 m/z 83.10 55.49%
5000
29 110
e LL{ e e e 22
m/z--> 50 150 200 250 300 350 2220 22.40 22.60 22.80

SOM02 .2-EPA-BG052915.M Wed Jun 03 14:28:30 2015
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060215\
Data File : BG017392.D

Acq On : 2 Jun 2015 13:21

Operator : TP/1Z

Sample - G2430-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG052915 .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]
3-Buten-2-one, 3-... 2.75 3.6 ng/ul 24906 1 7.63 138961 20.0
unknown-01 2.79 2.3 ng/ul 15823 1 7.63 138961 20.0
Methacrylamide 3.59 5.0 ng/ul 34408 1 7.63 138961 20.0
Propanoic acid, 2... 12.65 2.4 ng/ul 35028 3 14.30 290657 20.0
Propanoic acid, 2... 12.90 3.5 ng/ul 51001 3 14.30 290657 20.0
n-Hexadecanoic acid 17.95 2.9 ng/ul 52571 4 17.05 364837 20.0
(DEL) Alkane: Cyc... 20.95 3.8 ng/ul 98794 5 21.24 518270 20.0
16-Heptadecenal 22.52 3.7 ng/ul 70699 6 23.49 379543 20.0
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