LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG021616\
Data File : BG020911.D

Acq On : 16 Feb 2016 16:45

Operator : SJ/UM

Sample : H1454-06

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-BG020816 .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

3.091 38 43 45 rBV2 4358053 6101493 100.00% 17.417%
3.114 45 47 66 rvv2 4085334 5886221 96.47% 16.803%

abrwNPE
w
N
I
©
(o))
(0}

70 79 rvv 41216 83293 1.37% 0.238%

3.320 79 82 87 rvwv 22710 32134 0.53% 0.092%
3.367 87 90 101 rVvB 10604 14775 0.24% 0.042%

6 3.596 125 129 134 rVB 4634 6373 0.10% 0.018%
7 5.317 418 422 431 rVB 10472 15854 0.26% 0.045%
8 7.403 770 777 790 rVvB2 93434 255962 4._.20% 0.731%
9 7.579 800 807 814 rvv 82639 135313 2.22% 0.386%
10 7.673 815 823 830 rVvB 152142 245223 4.02% 0.700%

11 7.790 836 843 852 rVB 99107 164209 2.69% 0.469%
12 8.260 916 923 931 rBV 62540 107037 1.75% 0.306%
13 8.701 990 998 1007 rVB 250141 419852 6.88% 1.199%
14 8.965 1036 1043 1048 rBvV 131277 228571 3.75% 0.652%
15 9.024 1048 1053 1057 rvVv 264081 449201 7.36% 1.282%

16 9.071 1057 1061 1069 rVB 166370 285751 4.68% 0.816%
17 9.359 1103 1110 1116 rBV 110410 186390 3.05% 0.532%
18 9.435 1116 1123 1131 rVB 87697 155414 2.55% 0.444%
19 9.999 1210 1219 1226 rBV 179151 306975 5.03% 0.876%
20 10.158 1239 1246 1253 rBV 72204 127940 2.10% 0.365%

21 10.240 1253 1260 1267 rBV 219178 379191 6.21% 1.082%
22 10.481 1294 1301 1311 rVB 177793 302725 4._.96% 0.864%
23 10.704 1332 1339 1350 rBV2 136946 345556 5.66% 0.986%
24 11.092 1397 1405 1409 rBV 107020 198998 3.26% 0.568%
25 11.139 1409 1413 1420 rVV 154968 265135 4 _.35% 0.757%

26 11.215 1420 1426 1435 rVB 34573 59677 0.98% 0.170%
27 11.350 1445 1449 1454 rBV 8112 12614 0.21% 0.036%
28 11.421 1454 1461 1470 rVB 231419 390872 6.41% 1.116%
29 11.779 1516 1522 1527 rBV 10411 15842 0.26% 0.045%
30 11.844 1527 1533 1538 rVB 22207 33246 0.54% 0.095%

31 11.991 1550 1558 1573 rBV 87680 222592 3.65% 0.635%
32 12.578 1651 1658 1667 rBV 255738 387903 6.36% 1.107%
33 12.713 1677 1681 1689 rVB 10115 14652 0.24% 0.042%
34 12.842 1698 1703 1709 rBV2 8841 12471 0.20% 0.036%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG021616\
Data File : BG020911.D

Acq On : 16 Feb 2016 16:45

Operator : SJ/UM

Sample : H1454-06

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
Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG020816 .M
SVOA CALIBRATION

35 12.942 1712 1720 1729 rBV 401982 643103 10.54% 1.836%

36 13.083 1735 1744 1751 rVB2 239911 574350 9.41% 1.640%
37 13.389 1788 1796 1805 rBV 226227 358124 5.87% 1.022%
38 13.759 1853 1859 1867 rVB 162026 254270 4_.17% 0.726%
39 14.276 1940 1947 1951 rBV 260467 393914 6.46% 1.124%
40 14.317 1951 1954 1961 rVB 168749 231474 3.79% 0.661%

41 14.575 1991 1998 2001 rBV 330337 578912 9.49% 1.653%
42 14.605 2001 2003 2011 rVB 248031 286975 4._.70% 0.819%
43 14.769 2024 2031 2039 rBV 41970 67925 1.11% 0.194%
44 14.875 2041 2049 2055 rBV2 182836 298741 4_.90% 0.853%
45 14.940 2055 2060 2064 rVvVv 408925 649844 10.65% 1.855%

46 14.975 2064 2066 2074 rVvV 94236 123371 2.02% 0.352%
47 15.051 2074 2079 2087 rVvV 114448 183513 3.01% 0.524%
48 15.163 2090 2098 2107 rVvV 474152 723602 11.86% 2.066%
49 15.268 2110 2116 2125 rVB 189871 290563 4.76% 0.829%
50 15.721 2186 2193 2198 rBV 12281 16947 0.28% 0.048%

51 15.862 2210 2217 2221 rBV 439630 660602 10.83% 1.886%
52 15.909 2221 2225 2228 rBV2 258761 445668 7.30% 1.272%
53 15.985 2233 2238 2250 rVV2 294514 519030 8.51% 1.482%
54 17.254 2448 2454 2464 rBV 472230 712654 11.68% 2.034%
55 17.612 2508 2515 2521 rBV2 234022 347936 5.70% 0.993%

56 17.712 2525 2532 2535 rVV2 453712 708994 11.62% 2.024%
57 17.747 2535 2538 2545 rVB 475628 638188 10.46% 1.822%
58 18.012 2576 2583 2590 rBV 467777 705758 11.57% 2.015%

59 18.546 2669 2674 2679 rVB2 17895 23641 0.39% 0.067%
60 18.764 2706 2711 2715 rBV 22807 28511 0.47% 0.081%
61 18.805 2715 2718 2723 rVB2 15106 16788 0.28% 0.048%
62 19.010 2748 2753 2759 rVB 20938 29444 0.48% 0.084%

63 19.645 2852 2861 2867 rBV 319975 441382 7.23% 1.260%
64 19.974 2911 2917 2926 rBV 491834 713677 11.70% 2.037%
65 20.873 3064 3070 3075 rBV 341572 401496 6.58% 1.146%

66 21.501 3173 3177 3185 rVB4 6816 11454 0.19% 0.033%
67 21.589 3188 3192 3197 rVB 8870 13607 0.22% 0.039%
68 21.754 3214 3220 3226 rBV 361288 470616 7.71% 1.343%
69 21.889 3234 3243 3247 rBV 221294 383167 6.28% 1.094%
70 21.942 3247 3252 3259 rVB 460657 760322 12.46% 2.170%

71 22.065 3269 3273 3279 rVB 7870 11641 0.19% 0.033%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG021616\
Data File : BG020911.D

Acq On : 16 Feb 2016 16:45

Operator : SJ/UM

Sample : H1454-06

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-BG020816 .M

Title = SVOA CALIBRATION

72 22.705 3378 3382 3387 rVB4 7720 12488 0.20% 0.036%
73 22.970 3420 3427 3433 rVB 33802 63427 1.04% 0.181%
74 23.434 3500 3506 3516 rVB3 9637 22423 0.37% 0.064%

75 24.262 3636 3647 3660 rVB 372800 934405 15.31% 2.667%
76 25.038 3767 3779 3785 rBV 249639 713756 11.70% 2.037%
77 25.114 3785 3792 3804 rVvVv 315444 866252 14.20% 2.473%
78 25.267 3808 3818 3831 rvB2 133518 383540 6.29% 1.095%
79 26.483 4017 4025 4037 rVB6 11267 34434 0.56% 0.098%
80 27.916 4264 4269 4285 rVB9 9873 34356 0.56% 0.098%

81 29.126 4461 4475 4492 rVB2 89891 396415 6.50% 1.132%

Sum of corrected areas: 35031155
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG021616\
Data File : BG020911.D

Acq On : 16 Feb 2016 16:45

Operator : SJ/UM

Sample : H1454-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG020816 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG020911.D
309
4000000
3000000
2000000
1000000
v 87 "5‘ 10 ‘Q‘ 4) 1 142 Q 1258
O E8.60 5.32 14670 aos | SPlome ORS00 sae0
Time--> 3.00 3.50 4.00 4.50 5.00 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG020911.D
4000000
3000000
2000000
1000000
. 7788,
N2.9 %9 17.25 :ﬂ]ZB 01 19.64

o8 18.5EB79.01

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: BG020911.D

4000000
3000000
2000000

1000000

24.26
281
22.97 23.43 i Ao 26.48 27.92 29,13

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\BG021616\
Data File : BG020911.D

Acq On : 16 Feb 2016 16:45

Operator : SJ/UM

Sample : H1454-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG020816 .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 unknown-01 Concentration Rank 1

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

3.09 1140.07 ng/ul 6101490 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methanethioamide, N,N-dimethyl- 89 C3H7NS 000758-16-7 47
2 Methanethioamide, N,N-dimethyl- 89 C3H7NS 000758-16-7 42
3 Thiazole, tetrahydro- 89 C3H7NS 000504-78-9 28
4 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 25
5 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9

Abundance Scan 43 (3.091 min): BG020911.D (-38) (-) m/z 73.20 100.00%
B
43
5000 89
A A L I
55 3.00 320 3.40
...,....,....,..??','!:'.'.,..'.'.,....,.'.'..,....,~....1,°.1..., m/z 43.10 66.21%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #2148: Methanethioamide, N,N-dimethyl-
89
44
5000 L L N N
30 300 320  3.40
m/z 89.15 50.16%
15 74
‘ 38‘\\‘\ 56 64 m‘ 1
miz--> 10 20 30 40 50 60 70 8 9 100
Abundance
89
44 A A L IR
3.00 320 3.40
5000 30 m/z 41.15 15.39%
15
74
38 50 56
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance #2147: Thiazole, tetrahydro- LA LA [ L
89 3.00 320 3.40
m/z 45.15 13.33%
43
5000
59
"'I""I""I""I'lL'IS?'wm“"'jp'jp'F?'"P""I""I A A L IR
m/z--> 10 20 30 40 50 60 70 8 90 100 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG021616\
Data File : BG020911.D

Acq On : 16 Feb 2016 16:45

Operator : SJ/UM

Sample : H1454-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG020816 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 6

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

3.25 15.56 ng/ul 83293 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane 84 C6H12 000110-82-7 91
2 Cyclohexane 84 C6H12 000110-82-7 91
3 Cyclohexane 84 C6H12 000110-82-7 91
4 Cyclohexane 84 C6H12 000110-82-7 64
5 2-Amino-oxazole 84 C3H4N20 004570-45-0 53

Abundance Scan 70 (3.249 min): BG020911.D (-66) (-) m/z 56.15 100.00%
56 84
5000 41
69
3 5053 77 300 320 340 3.60
.““W“q”“w”““wuquﬁpruq”H,hwuqu““mp“qnhpm“”q m/z 84.10 86.70%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1433: Cyclohexane
56
41 84
5000 LS L L I R
27 300 320 340 3.60
69 m/z 41.15 43.72%
15 |30 44 50°3 6165 | 747781
2> 5 1 15 20 %5 % 3'5 AR
Abundance
% 84
300 320 340 3.60
5000 4 m/z 55.15 34.12%
69
15 30 38 44 50 6265 = 7477 81
L B R B LA KA AL AL AR LA LARAA RAREA RALAN LRSS LARAN LA RARAARAAA B
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1435: Cyclohexane T
56 3.00 320 3.40 3.60
84 m/z 69.15 32.08%
5000 a1
69
27
15 [,80 38, L4 5053 65 | 747781 m
mz-> 5 10 15 2 25 3 3 40 45 5 55 80 65 70 75 80 85 % 300 320 340 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG021616\
Data File : BG020911.D

Acq On : 16 Feb 2016 16:45

Operator : SJ/UM

Sample : H1454-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG020816 .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 Butane, 2-methoxy-2-methyl- Concentration Rank 7

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

3.32 6.00 ng/ul 32134 1,4-Dichlorobenzene-d4 8.26
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 64
3 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 36
4 2-Methyl-5-hexen-3-ol 114 C7H140 032815-70-6 32
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 82 (3.320 min): BG020911.D (-79) (-) m/z 73.15 100.00%
73
5000
43 87
55 USSR SRR SRR

| | 3.00 3.20 3.40 3.60
e e m/z 43.10 28.13%

m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 LA L L L L BB LB |
43 3.00 3.20 3.40 3.60
5 87 m/z 87.15  27.57%
29
Ll 35 \‘ Y ‘ 67 |
T T T T T T T e T T
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance
73
e
3.00 3.20 3.40 3.60
5000 m/z 55.10 20.40%
55
43
87
27
32 38 50 62 67 101
L i i e o B I o o e L
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4305: Silane, ethyltrimethyl- EAE e RS
73 300 320 3.40 3.60

m/z 71.15 12.87%

5000 59
87
43
29 33 || 53 | 67 | 102

m/z--> 20 30 40 50 60 70 80 90 100 110 3.00 3. 20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG021616\
Data File : BG020911.D

Acq On : 16 Feb 2016 16:45

Operator : SJ/UM

Sample : H1454-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

SVOA CALIBRATION

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

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG020816 .M

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 Propane, 1,1-dimethoxy-

Concentration Rank 11

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

3.37 2.76 ng/ul 14775 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 1,l1-dimethoxy- 104 C5H1202 004744-10-9 74
2 Propane, 1,l1-dimethoxy- 104 C5H1202 004744-10-9 9
3 Methanamine, N,N-dimethyl-, N-oxide 75 C3H9NO 001184-78-7 4
4 Formamide, N-methylthio 75 C2H5NS 018952-41-5 4
5 Glycine 75 C2H5NO2 000056-40-6 4

Abundance Scan 91 (3.373 min): BG020911.D (-87) (-) m/z 75.05 100.00%
75
5000
45
39 ‘ 84 300 3.20 340 3.60 3.80
e N e — m/z 73.15 38.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4666: Propane, 1,1-dimethoxy-
75
5000 USRS RREE AR
45 3.00 3.20 3.40 3.60 3.80
31 “ m/z 45.15 28.20%
B el e 3
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
75
300 320 340 3.60 3.80
5000 29 45 m/z 41.15 14.87%
39 69 87 103
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #890: Methanamine, N,N-dimethyl-, N-oxide R B
75 3.00 3.20 3.40 3.60 3.80
m/z 47.10 12.93%
58
5000
30 42
"'I""I"'w‘ = M‘ 5%"'I pﬂ"l"l'l""l" IS REEBEN AR U R
m/z--> 10 20 30 40 50 60 70 8 90 100 110 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG021616\
Data File : BG020911.D

Acq On : 16 Feb 2016 16:45

Operator : SJ/UM

Sample : H1454-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG020816 .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 unknown-02 Concentration Rank 10

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

5.32 2.96 ng/ul 15854 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 38
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 422 (5.317 min): BG020911.D (-418) (-) m/z 43.15 100.00%
43
59
5000
101
49 | 83 5.00 520 540 5.60
1 1 SN R EEM m/z 59.15 66.98%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I I IR UL
59 500 520 540 560
m/z 101.05 29.61%
15 31 101
| 25 7] 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
500 520 540 560
0
5000 101 m/z 58.15 22 .03%
28 59
70 84
15 53 78 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3092: 5-Hexen-2-one E ma A mmama
43 5.00 5.20 5.40 5.60
m/z 41.15 8.85%
5000
55
\ 1 37, 49‘\ 65 71 77 83 98
miz--> 10 20 30 40 50 60 70 8 90 100 110 500 520 540 560
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG021616\
Data File : BG020911.D

Acq On : 16 Feb 2016 16:45

Operator : SJ/UM

Sample : H1454-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG020816 .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 unknown-03 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.84 3.34 ng/ul 33246 Naphthalene-d8 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2-(2-aminoethyl)- 137 C8H11NO 002039-66-9 16
2 Phenol, 3-(2-aminoethyl)- 137 C8H11NO 000588-05-6 9
3 Phenol, 4-(2-aminoethyl)- 137 C8H11NO 000051-67-2 9
4 1,3-Dioxolane, 2-(chloromethyl)- 122 C4H7CI02 002568-30-1 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 7
Abundance Scan 1532 (11.838 min): BG020911.D (-1527) (-) m/z 73.10 100.00%
73
5000 (\
5 o 1 149 s a0 120 1250
4 65 165 : : : :
st 8 L 4l s 0808 18, 420
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #16136: Phenol, 2-(2-aminoethyl)-
30
5000 n HREUR SR SRR SURILRN U
137 11.60 11.80 12.00 12.20
108 m/z 149.05 14.57%
ms s T ow
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
30 q
1160 11.80 12.00 12.20
5000 m/z 107 .05 12 .59%
108 137
43 51 65 77 91 120
m‘wwﬁwwwmmrmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 q
Abundance #16141: Phenol, 4-(2-aminoethyl)- - e .A, T
30 11.60 11.80 12.00 12.20
m/z 91.05 8.81%
108
5000
77
e ”.?$.”.?%..q.§?.“..N,.”.?}.”,..”\..%29.”,.%ii...q...q...q.. m e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG021616\
Data File : BG020911.D

Acq On : 16 Feb 2016 16:45

Operator : SJ/UM

Sample : H1454-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG020816 .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-04 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.58 38.99 ng/ul 387903 Naphthalene-d8 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Chloro-5-hydroxy-2,4,6-cyclohe... 156 C7H5CI02 007009-16-7 38
2 1,2,3,4-Tetrahydropentalene, 1,1... 171 C12H13N 1000217-18-6 37
3 Bicyclo[3.2.0]hept-2-ene, 4-isop... 171 C12HI3N 1000217-15-6 32
4 6-Isopropylquinoline 171 C12H13N 000135-79-5 32
5 Benzene, 2,5-cyclohexadien-1-yl- 156 C12H12 004794-05-2 28

Abundance Scan 1658 (12.578 min): BG020911.D (-1651) (-) m/z 156.05 100.00%
1%6
5000 115
78 171 I | G
52 66 141 12.20 12.40 12.60 12.80
e o0 BT 206 | 129 MR m/z 115.05 44.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27418: 2-Chloro-5-hydroxy-2,4,6-cycloheptatrien-1-one
156
128
5000 64 A DR UL SRR B
12.20 12.40 12.60 12.80
m/z 158.05 32.25%
39 o 73 92
26 7 %8 | e 12am 1m |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
156
12.20 12.40 12.60 12.80
5000 m/z 171.05 31.14%
171
129
27 39 51 63 77 91 45610 T 140
mz-> 20 40 60 80 100 120 140 160 180
Abundance #36883: Bicyclo[3.2.0]hept-2-ene, 4-isopropylidene-6-(cyan... e SRR ARERRE
156 12.20 12.40 12.60 12.80
m/z 78.15 24 _45%
5000 91 129
39 106 171
27 51 g5 77 116
: e e e e e Ilﬁﬁllh ||‘l||| e
m/z--> 20 40 60 80 100 120 140 160 180 12.20 12.40 12.60 12.80

SOM02 .2-EPA-BG020816.M Wed Feb 17 12:51:21 2016

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG021616\
Data File : BG020911.D

Acq On : 16 Feb 2016 16:45

Operator : SJ/UM

Sample : H1454-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG020816 .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 9 Naphthalene, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.94 64 .63 ng/ul 643103 Naphthalene-d8 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
3 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94
4 Benzocycloheptatriene 142 C11H10 000264-09-5 91
5 Benzocycloheptatriene 142 C11H10 000264-09-5 91
Abundance Scan 1720 (12.942 min): BG020911.D (-1712) (-) m/z 142.05 100.00%
2
5000
115
63 71 89 12.60 12.80 13.00 13.20
e T8 S 202 W61l Tm/z 141.05  96.08%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18499: Naphthalene, 1-methyl-
142
5000 MR SV IO U
115 12:60 12.80 13.00 13.20 |
m/z 115.05 29.59%
27 39 51 63 71,4 8 490 | 126 ||
m/z--> 20 30 Jo éo 60 70 80 90 100 1io 120 130 140 150
Abundance
142
1260 12.80 13.00 13.20
5000 m/z 139.05 11.71%
115
27 39 51 63 71,4 8 g 126
_TWWWWWTWWWWW
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18498: Naphthalene, 1-methyl- R L
142 12.60 12.80 13.00 13.20
m/z 143.05 11 .45%
5000
115
63 71
27 39 581 .78 89 102 126 |l
m/z--> 20 30 40 5'0 60 7'0 80 90 100 110 150 130 140 150 12.60 12.80 13.00 13.20

SOM02 .2-EPA-BG020816.M Wed Feb 17 12:51:22 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG021616\
Data File : BG020911.D

Acq On : 16 Feb 2016 16:45

Operator : SJ/UM

Sample : H1454-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG020816 .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 10 1H-Benzimidazole, 5-nitro- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.16 48.44 ng/ul 723602 Acenaphthene-d10 14.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole, 5-nitro- 163 C7H5N302 000094-52-0 53
2 Benzene, 1-(1-hydroxyethyl)-4-is... 178 C12H180 040150-92-3 50
3 Propofol 178 C12H180 002078-54-8 50
4 Ethanone, 1-(2,3-dihydro-1,4-ben... 178 C10H1003 002879-20-1 49
5 Benzene, 1-(1,1-dimethylethyl)-2_... 178 C12H180 000088-40-4 47
Abundance Scan 2098 (15.163 min): BG020911.D (-2090) (-) m/z 163.05 100.00%
163
117
5000
76 178 — N
39 50 63 92 130 14.80 15.00 15.20 15.40
bl 203 T 47 L Tm/z 117.05  59.66%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31349: 1H-Benzimidazole, 5-nitro-
163
90 117
5000 L AL BURBU B UL
63 14.80 15.00 15.20 15.40
105 133 m/z 178.05  30.05%
miz--> 20 40 60 80 100 120 140 160 180
Abundance
163
43 UL U AL BV I
57 14.80 15.00 15.20 15.40
5000 m/z 76.05 23.89%
178
9 121 135
27 66 '/ 107 147
miz--> 20 40 60 80 100 120 140 160 180
Abundance #41205Pr0p0f0| LI L L L LB L L B
163 14.80 15.00 15.20 15.40
m/z 164.05 9.93%
5000
178
27 as e St 107 Ty |
m/z--> ﬁo Jo eb éo 160 150 150 1&0 1éo 14.80 15.00 15.20 1520 !

SOM02 .2-EPA-BG020816.M Wed Feb 17 12:51:23 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG021616\
Data File : BG020911.D

Acq On : 16 Feb 2016 16:45

Operator : SJ/UM

Sample : H1454-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG020816 .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 11 Cyclobuta(l,2-a:3,4-a")diac... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22 .97 3.31 ng/ul 63427 Chrysene-di2 21.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclobuta(l,2-a:3,4-a")diacenaph... 304 C24H16 007259-03-2 50
2 Acenaphthylene 152 C12H8 000208-96-8 50
3 Acenaphthylene 152 C12H8 000208-96-8 39
4 [2-(Naphth-2-yD)vinyl]-methyl su... 232 C13H1202S 1000286-42-3 39
5 6-Mercaptopurine 152 C5H4N4S 000050-44-2 9
Abundance Scan 3427 (22.970 min): BG020911.D (-3420) (-) m/z 152.05 100.00%
1%2
5000
187 211 22.60 22.80 23.00 23.20
44 75 10%1g6 |, NTe 24r 281 s 420 n/z 153.05  12.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #119959: Cyclobuta(1,2-a:3,4-a')diacenaphthylene, 6b,6c,12...
152
5000 RN SN UL
22.60 22.80 23.00 23.20
204 m/z 151.05 8.19%
27 51 75 99 126 | 174198222 248 276 |
m/z--> 50 100 150 200 250 300 350 400
Abundance
152
22.60 22.80 23.00 23.20
5000 m/z 187.05 4._71%
76
50 98 126
m/z--> 50 100 150 200 250 300 350 400
Abundance #24342: Acenaphthylene T e
152 22.60 22.80 23.00 23.20
m/z 211.05 3.58%
5000
76
50, | 98 126
m/z--> 50 100 150 200 250 300 350 400 22.60 22.80 23.00 23.20 |

SOM02 .2-EPA-BG020816.M Wed Feb 17 12:51:25 2016 Page: 14



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG021616\
Data File : BG020911.D

Acq On : 16 Feb 2016 16:45

Operator : SJ/UM

Sample : H1454-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG020816 .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]
unknown-01 3.09 1140.1 ng/ul 6101490 1 8.26 107037 20.0
(DEL) Alkane: Str... 3.25 15.6 ng/ul 83293 1 8.26 107037 20.0
Butane, 2-methoxy... 3.32 6.0 ng/ul 32134 1 8.26 107037 20.0
Propane, 1,l1-dime... 3.37 2.8 ng/ul 14775 1 8.26 107037 20.0
unknown-02 5.32 3.0 ng/ul 15854 1 8.26 107037 20.0
unknown-03 11.84 3.3 ng/ul 33246 2 11.09 198998 20.0
unknown-04 12.58 39.0 ng/ul 387903 2 11.09 198998 20.0
Naphthalene, 1-me... 12.94 64.6 ng/ul 643103 2 11.09 198998 20.0
1H-Benzimidazole, ... 15.16 48.4 ng/ul 723602 3 14.87 298741 20.0
Cyclobuta(l1,2-a:3... 22.97 3.3 ng/ul 63427 5 21.89 383167 20.0
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