LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082915\
Data File : BG018538.D

Acq On : 29 Aug 2015 16:14

Operator : UM/MA

Sample - G3448-12RE

Misc :

ALS Vial : 4 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\SOMO2.2-EPA-BG080915.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 3.107 42 46 54 rBV 91221 145207 6.71% 0.800%
2 3.183 54 59 71 rVB 727828 967684 44.74% 5.329%
3 3.789 159 162 166 rVB6 8022 12280 0.57% 0.068%
4 3.906 177 182 188 rBvY 87301 119363 5.52% 0.657%
5 4_065 206 209 210 rBvV3 7066 5694 0.26% 0.031%
6 4.200 228 232 236 rVB7 5554 10394 0.48% 0.057%
7 4.288 245 247 250 rvVB4 5250 4595 0.21% 0.025%
8 4_511 280 285 296 rvVB 115161 177989 8.23% 0.980%
9 4.652 300 309 312 rBvS8 8676 20185 0.93% 0.111%
10 4.964 360 362 366 rvB4 7054 6283 0.29% 0.035%
11 5.111 380 387 392 rBv2 39708 65542 3.03% 0.361%
12 5.498 451 453 456 rBvV4 4771 4971 0.23% 0.027%
13 5.575 462 466 468 rVB4 4643 5869 0.27% 0.032%
14 6.015 536 541 544 rBV6 3641 6687 0.31% 0.037%
15 6.356 597 599 601 rBvV2 5154 4862 0.22% 0.027%
16 6.515 620 626 630 rBV6 15134 25484 1.18% 0.140%
17 6.597 638 640 642 rBV3 4152 5642 0.26% 0.031%
18 6.697 655 657 660 rvB4 5802 5480 0.25% 0.030%
19 6.726 660 662 666 rBv4 5576 9232 0.43% 0.051%
20 6.991 704 707 711 rBV5 10669 15046 0.70% 0.083%

21 7.167 729 737 745 rVB2 76554 159868 7.39% 0.880%
22 7.331 759 765 774 rBV 268496 441669 20.42% 2.432%
23 7.543 794 801 812 rVB 275858 463029 21.41% 2.550%

24 7.778 838 841 842 rBV3 5858 5384 0.25% 0.030%
25 7.802 842 845 847 rVB3 3995 4880 0.23% 0.027%
26 8.013 874 881 887 rBV 221184 376012 17.38% 2.071%
27 8.066 889 890 895 rvB3 8661 12009 0.56% 0.066%
28 8.307 928 931 936 rVB6 4771 7031 0.33% 0.039%
29 8.371 939 942 945 rBv4 4111 4758 0.22% 0.026%
30 8.648 986 989 990 rBV3 5724 4306 0.20% 0.024%
31 8.712 993 1000 1008 rvv2 223720 395220 18.27% 2.176%
32 8.830 1015 1020 1025 rBVS8 5145 8700 0.40% 0.048%
33 9.106 1061 1067 1070 rBVS5 15068 30167 1.39% 0.166%

34 9.165 1070 1077 1092 rVB 303753 569712 26.34% 3.137%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082915\
Data File : BG018538.D

Acq On : 29 Aug 2015 16:14

Operator : UM/MA

Sample - G3448-12RE

Misc :

ALS Vial : 4 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-BG080915.M

Title = SVOA CALIBRATION

35 9.259 1092 1093 1102 rVBS8 5037 7918 0.37% 0.044%
36 9.447 1122 1125 1127 rBV4 4624 4724 0.22% 0.026%
37 9.770 1178 1180 1183 rBv4 4702 4951 0.23% 0.027%
38 9.893 1193 1201 1211 rVV2 229695 419962 19.42% 2.313%
39 9.993 1217 1218 1221 rBV3 4356 5008 0.23% 0.028%
40 10.228 1254 1258 1260 rVB5 5962 7575 0.35% 0.042%
41 10.287 1266 1268 1271 rVB3 4627 4938 0.23% 0.027%
42 10.434 1284 1293 1302 rBVY 429149 793209 36.67% 4 _.368%
43 10.710 1335 1340 1345 rVB7 8185 15554 0.72% 0.086%
44 10.816 1350 1358 1368 rBVY 332603 583899 27.00% 3.215%
45 11.527 1478 1479 1482 rBV3 4937 5450 0.25% 0.030%
46 11.597 1485 1491 1496 rBV9 10086 21816 1.01% 0.120%
47 12.061 1564 1570 1571 rBV2 5226 6039 0.28% 0.033%
48 12.085 1571 1574 1579 rVv4 23703 37801 1.75% 0.208%
49 12.355 1613 1620 1621 rBV5 8108 15376 0.71% 0.085%
50 12.567 1650 1656 1662 rBV2 57463 102247 4.73% 0.563%
51 12.643 1667 1669 1672 rVB3 5094 4817 0.22% 0.027%
52 12.725 1681 1683 1688 rVB6 3454 4868 0.23% 0.027%
53 12.819 1696 1699 1702 rBV4 3878 5759 0.27% 0.032%
54 12.925 1712 1717 1721 rBV4 20421 31212 1.44% 0.172%
55 12.984 1724 1727 1728 rVB2 6196 5022 0.23% 0.028%
56 13.007 1728 1731 1733 rBV3 5934 7285 0.34% 0.040%
57 13.113 1748 1749 1754 rVB5 4956 6977 0.32% 0.038%
58 13.548 1818 1823 1831 rBV4 29485 61481 2.84% 0.339%
59 13.941 1887 1890 1895 rVB5 4283 4781 0.22% 0.026%
60 14.035 1900 1906 1915 rVvVv 841687 1245932 57.60% 6.861%
61 14.124 1919 1921 1923 rBV3 5581 4366 0.20% 0.024%
62 14.329 1951 1956 1963 rBV 221614 347201 16.05% 1.912%
63 14.435 1972 1974 1978 rVB4 4125 4485 0.21% 0.025%
64 14.641 2003 2009 2017 rVvVv2 340400 569851 26.35% 3.138%
65 14.711 2017 2021 2027 rVB2 20691 32799 1.52% 0.181%
66 14.823 2035 2040 2051 rBV2 90854 158121 7.31% 0.871%
67 15.304 2116 2122 2129 rBV2 36121 59162 2.74% 0.326%
68 15.369 2129 2133 2138 rVVv4 12580 19814 0.92% 0.109%
69 15.440 2141 2145 2150 rVB5 6350 10511 0.49% 0.058%

70 15.628 2168 2177 2187 rVB2 1405619 2114316 97.75% 11.642%
71 15.739 2190 2196 2204 rBV 367154 536987 24.83% 2.957%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082915\
Data File : BG018538.D

Acq On : 29 Aug 2015 16:14

Operator : UM/MA

Sample - G3448-12RE

Misc :

ALS Vial : 4 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-BG080915.M

Title = SVOA CALIBRATION

72 15.869 2215 2218 2223 rVB7 11839 19600 0.91% 0.108%
73 15.986 2236 2238 2243 rVB5 10934 13260 0.61% 0.073%
74 16.386 2304 2306 2309 rVB3 5792 6264 0.29% 0.034%
75 16.421 2309 2312 2313 rBV3 6128 7716 0.36% 0.042%
76 16.574 2334 2338 2339 rBv4 6141 7589 0.35% 0.042%
77 16.591 2339 2341 2345 rVB4 4654 5125 0.24% 0.028%
78 16.803 2375 2377 2382 rVV6 5307 8257 0.38% 0.045%
79 16.885 2386 2391 2393 rVB4 3669 5903 0.27% 0.033%
80 16.979 2403 2407 2411 rVB6 4629 6289 0.29% 0.035%
81 17.167 2436 2439 2442 rBV4 6907 7496 0.35% 0.041%
82 17.273 2456 2457 2459 rBV3 6204 4803 0.22% 0.026%

83 17.379 2469 2475 2482 rVV2 925275 1409856 65.18% 7.763%
84 17.484 2485 2493 2500 rBV2 1363624 2162942 100.00% 11.910%

85 17.772 2540 2542 2546 rVB5 4961 5690 0.26% 0.031%
86 17.990 2577 2579 2582 rBV4 5226 5648 0.26% 0.031%
87 18.042 2586 2588 2592 rVB4 9139 13313 0.62% 0.073%
88 18.089 2592 2596 2599 rBV6 4644 8493 0.39% 0.047%
89 18.125 2599 2602 2604 rBvV4 4698 6212 0.29% 0.034%
90 18.266 2621 2626 2631 rBV6 16587 28014 1.30% 0.154%
91 18.348 2636 2640 2642 rVVv4 5959 7551 0.35% 0.042%
92 18.524 2666 2670 2673 rVB6 7664 10508 0.49% 0.058%
93 18.677 2695 2696 2700 rBv4 4251 4612 0.21% 0.025%
94 18.947 2740 2742 2746 rBV5 5443 7428 0.34% 0.041%
95 19.288 2798 2800 2801 rBV2 4849 4633 0.21% 0.026%
96 19.335 2805 2808 2811 rVV5 5251 8717 0.40% 0.048%
97 19.541 2841 2843 2846 rVVv4 7615 6260 0.29% 0.034%

98 19.764 2876 2881 2896 rBV2 606174 1132881 52.38% 6.238%
99 21.644 3195 3201 3209 rBV2 722483 1248727 57.73% 6.876%
100 24.635 3702 3710 3722 rVB4 207153 623151 28.81% 3.431%

Sum of corrected areas: 18160386
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082915\
Data File : BG018538.D

Acq On : 29 Aug 2015 16:14

Operator : UM/MA

Sample - G3448-12RE

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080915 .M
SVOA CALIBRATION

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

Abundance TIC: BG018538.D
1400000

1200000
1000000
8000001 3.18

600000

10.43

400000 10.82
7.33.54

sor 871 | 9.89
200000{ |, ser 451 .
I\ s.7p1.0@00)4.654.861 sm07 6026 Summs.96 B8 0 4129 450 10, 111560 1’@&92 %

o,,,,,,,,,,, e S B S et

Time--> 3.00 350 400 450 500 550 6.00 650 7.00 7.50 8.00 850 900 950 1000 1050 11.00 11.50 1200 12.50

Abundance TIC: BG018538.D
1400000 19,63 17,48

1200000

1000000 17.48
14.04

800000 21.64
19.76

600000

400000 14.64 0. 74

14.33
200000

14.82
1§ 1 13,5513 3@11414. L 156397 13879 1GEeSRERSRARY| 17, IEESRARSOCH. 05D ARS.5 1.
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Time-->  13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG018538.D
1400000

1200000
1000000
800000
600000

400000
24.63

200000
J\\ P AN e e N

SRS -

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\BG082915\
Data File : BG018538.D

Acq On : 29 Aug 2015 16:14

Operator : UM/MA

Sample - G3448-12RE

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080915 .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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

3.18 51.47 ng/ul 967684 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 74
3 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 33
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 58 (3.178 min): BG018538.D (-54) (-) m/z 72.95 100.00%
73
5000 /k
43
rrrTrTrrhr T TT T T T T
3.00 320 3.40 3.60
ol JA,| ] .l.l,o?.l?f‘,l.e?. ~olo 256 %06 sl 407 m/z 43.00 33.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 IBUSUABENEEBY SRR
43 3.00 320 3.40 3.60
m/z 55.00 24 _.28%
A
m/z--> 50 100 150 200 250 300 350 400
Abundance
73
1300 320 340 360
5000 m/z 87.00 23.96%
43
m/z--> 50 100 150 200 250 300 350 400
Abundance #4305: Silane, ethyltrimethyl- T
73 3.00 320 3.40 3.60
m/z 71.00 10.98%
5000
43
[ ’192
m/z--> 50 100 150 200 250 300 350 400 300 320 340 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082915\
Data File : BG018538.D

Acq On : 29 Aug 2015 16:14

Operator : UM/MA

Sample - G3448-12RE

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080915 .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 4-Penten-2-one, 4-methyl- Concentration Rank 4

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

3.91 6.35 ng/ul 119363 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 58
2 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 53
3 5-Hexen-2-one 98 C6H100 000109-49-9 35
4 2-Methyl-3-oxobutyronitrile 97 C5H7NO 004468-47-7 9
5 2-Propanone, l1l-cyclopropyl- 98 C6H100 004160-75-2 9

Abundance Scan 183 (3.912 min): BG018538.D (-177) (-) m/z 43.00 100.00%
a3
5000
8 360 380 400 420
_ Ly 108 152 100 232 260 366 402 456 17 7 g3 00 14.97%
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #3164: 4-Penten-2-one, 4-methyl-
43

5000
3.60 3.80 4.00 4.20

m/z 39.00 9.11%

83
L
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
3.60 3.80 4.00 4.20
5000 m/z 55.00 8.81%
83
T T T T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #3092: 5-Hexen-2-one
43 3.60 3.80 4.00 4.20
m/z 40.95 4_.70%
5000
15
m/z--> 0 50 100 150 200 250 300 350 400 450 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082915\
Data File : BG018538.D

Acq On : 29 Aug 2015 16:14

Operator : UM/MA

Sample - G3448-12RE

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080915 .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 3-Hexen-2-one Concentration Rank 2

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

4.51 9.47 ng/ul 177989 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 87
2 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 87
3 3-Hexen-2-one 98 C6H100 000763-93-9 86
4 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
5 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 86

Abundance Scan 285 (4.511 min): BG018538.D (-280) (-) m/z 83.00 100.00%
55 8B
5000
T
420 4.40 4.60 4.80
b (L7188 207 312 379 416 58| "m/z 55.00 80.51%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #3109: 3-Hexen-2-one
83
55
5000 IS SR N LN RN
420 4.40 4.60 4.80
29 m/z 98.00 36.78%
“M$WJ"i“"|”"|”"|“"|“"|“"|”"|”"|“"
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
55 83
420 440 460 480
5000 m/z 43.00 33.70%
29
miz-> 50 100 150 200 250 300 350 400 450 500
Abundance #3097: 3-Hexen-2-one e e A=
83 420 4.40 4.60 4.80
5 m/z 39.00 21.54%
5000
29
miz-> 50 100 150 200 250 300 350 400 450 500 420 440 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082915\
Data File : BG018538.D

Acq On : 29 Aug 2015 16:14

Operator : UM/MA

Sample - G3448-12RE

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080915 .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 4-Ethyl-3-octanol Concentration Rank 6

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

5.11 3.49 ng/ul 65542 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Ethyl-3-octanol 158 C10H220 019781-26-1 50
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
3 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 38
4 Dimethadione 129 C5H7NO3 000695-53-4 38
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28

Abundance Scan 387 (5.111 min): BG018538.D (-380) (-) m/z 42.95 100.00%
43
1"1 "4B0 500 520 540
83 : : : :
P8 5D 1352 106 818 ST Th77 59.00  56.30%
m/z--> 50 100 150 200 250 300 350
Abundance #28218: 4-Ethyl-3-octanol
50
5000
a1 4.80 5.00 5.20 5.40
m/z 101.00 20.68%
L) s
|h|‘|‘|‘l‘::‘lu‘u‘uuluuuuluuuu|||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance
43
480 5.00 5.20 5.40
5000 m/z 57.95 19.50%
15 101
61 83
m/z--> 50 100 150 200 250 300 350
Abundance #8042: Hydrazine, 1,1-bis(1-methylethyl)-
50 4.80 5.00 5.20 5.40
m/z 41.00 8.08%
5000 101
1
"M@I‘ L S UL UL SRS SN
m/z--> 50 100 150 200 250 300 350 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082915\
Data File : BG018538.D

Acq On : 29 Aug 2015 16:14

Operator : UM/MA

Sample - G3448-12RE

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080915 .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 Phthalic anhydride Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.57 3.50 ng/ul 102247 Naphthalene-d8 10.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic anhydride 148 C8H403 000085-44-9 91
2 Phthalic anhydride 148 C8H403 000085-44-9 91
3 Phthalic anhydride 148 C8H403 000085-44-9 91
4 Phthalamic acid 165 C8H7NO3 000088-97-1 78
5 1,2-Benzenedicarboxylic acid 166 C8H604 000088-99-3 74
Abundance SCd)an 1657 (12.572 min): BG018538.D (-1650) (-) m/z 104.00 100.00%
104
76
5000
148 N AR U BN I
12.20 12.40 12.60 12.80
S U U O U - BTN B 7. I B B oy a7, T B -7 MG (7
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance #22146: Phthalic anhydride
76 104
5000 50 N IR SR BN I
148 12.20 12.40 12.60 12.80
m/z 50.00 30.14%
I'?§LV“W”I""i"”I""I"”I""I"”I""I"”I'
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance
76 104
50 12.20 12.40 12.60 12.80
5000 m/z 73.90 20.36%
148
25
mz-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #22148: Phthalic anhydride
104 12.20 12.40 12.60 12.80
76 m/z 147.90 16.48%
5000 50 148
25 \
mz-> 0 50 100 150 200 250 300 350 400 450 ' 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082915\
Data File : BG018538.D

Acq On : 29 Aug 2015 16:14

Operator : UM/MA

Sample - G3448-12RE

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080915 .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 Vanillin Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.55 2.16 ng/ul 61481 Acenaphthene-d10 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Vanillin 152 C8H803 000121-33-5 94
2 Vanillin 152 C8H803 000121-33-5 91
3 Vanillin lactoside 476 C20H28013 1000129-94-7 83
4 3-Methoxy-4-propoxybenzaldehyde 194 C11H1403 057695-98-4 83
5 Vanillin 152 C8H803 000121-33-5 72
Abundance Scan 1823 (13.548 min): BG018538.D (-1818) (-) m/z 152.00 100.00%
142
5000
81
%3 109 13.20 13.40 13.60 13.80
ol o b8 o 302 /7 151.00  98.69%
m/z--> 50 100 150 200 250 300 350
Abundance #24644: Vanillin
151
5000 VAR AR AN RARRR R
&1w 1320 13.40 13.60 13.80
- m/z 81.00 29.09%
I\HI‘\‘\\H\M\H\ S
m/z--> 50 1 150 200 250 300 350
Abundance
151
13.20 13.40 13.60 13.80
5000 m/z 53.00 17.60%
81
53 109
29
mz-> 50 100 150 200 250 300 350
Abundance #166842: Vanillin lactoside
152 13.20 13.40 13.60 13.80
m/z 50.00 14.01%
5000
43 8l 109
IHH“L@?JH\\M ﬂ-‘?:!-" |||1?1||||| T T T TSP
m/z--> m m 150 200 250 300 350 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082915\
Data File : BG018538.D

Acq On : 29 Aug 2015 16:14

Operator : UM/MA

Sample - G3448-12RE

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080915 .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 8 unknown-01 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.30 2.08 ng/ul 59162 Acenaphthene-d10 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfoximine, S-methyl-S-phenyl- 155 C7HONOS 004381-25-3 17
2 lIsopropyl p-tolyl sulfoxide 182 C10H140S 1000164-29-7 12
3 1H-Pyrrole-2-carbonitrile 92 C5H4N2 009513-94-4 9
4 Benzeneethanol, .alpha.-(phenylm... 212 C15H160 005381-92-0 9
5 Benzeneacetamide 135 C8H9NO 000103-81-1 9
Abundance Scan 2121 (15.299 min): BG018538.D (-2116) (-) m/z 57.00 100.00%
5
5000 92
1%1% 0 15.00 15.20 15.40 15.60
192 : : : :
202 1 w/z 91.90 52.00%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #26736: Sulfoximine, S-methyl-S-phenyl-
92
140
5000
51 15.00 15.20 15.40 15.60
m/z 41.00 26.03%
”'lwm”h'J"“'"I”"I"”I"'W""I”"I'”'I
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
92 140
15.00 15.20 15.40 15.60
5000 m/z 125.00 25.99%
43 67 182
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #2396: 1H-Pyrrole-2-carbonitrile
9 15.00 15.20 15.40 15.60
m/z 139.90 23.78%
5000
41 65
'L”TJ'”l""l”"l"'w""l"”l""l”"l"'w
m/z--> 50 100 150 200 250 300 350 400 450 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG082915\
Data File : BG018538.D

Acq On : 29 Aug 2015 16:14

Operator : UM/MA

Sample - G3448-12RE

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080915 .M
SVOA CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.18 51.5 ng/ul 967684 1 8.01 376012 20.0
4-Penten-2-one, 4... 3.91 6.3 ng/ul 119363 1 8.01 376012 20.0
3-Hexen-2-one 4.51 9.5 ng/ul 177989 1 8.01 376012 20.0
4-Ethyl-3-octanol 5.11 3.5 ng/ul 65542 1 8.01 376012 20.0
Phthalic anhydride 12.57 3.5 ng/ul 102247 2 10.82 583899 20.0
Vanillin 13.55 2.2 ng/ul 61481 3 14.63 569851 20.0
unknown-01 15.30 2.1 ng/ul 59162 3 14.63 569851 20.0
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