LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091515\
Data File : BG018699.D

Acq On : 16 Sep 2015 1:23

Operator : UM/1Z

Sample : 63641-06DL 2X

Misc :

ALS Vial : 21 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-BG091015.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 2.884 6 8 12 rVB2 12558 15120 0.34% 0.065%
2 3.107 41 46 53 rBv2 49902 85727 1.92% 0.368%
3 3.178 53 58 69 rvB 706479 1000961 22.39%  4.298%
4 3.477 105 109 117 rBvV 20124 32484 0.73% 0.139%
5 3.777 156 160 162 rVB2 4189 5520 0.12% 0.024%
6 4.112 212 217 221 rvVB8 4714 7406 0.17% 0.032%
7 5.140 390 392 399 rVvB5 5437 8141 0.18% 0.035%
8 5.446 438 444 450 rvVv 78509 118910 2.66% 0.511%
9 5.933 520 527 535 rvVB 290007 483299 10.81% 2.075%
10 6.292 580 588 597 rvB7 7489 17848 0.40% 0.077%
11 6.450 612 615 619 rBV5 4474 6473 0.14% 0.028%
12 6.527 624 628 632 rvB3 7071 10738 0.24% 0.046%
13 7.167 731 737 746 rBV3 37249 72188 1.62% 0.310%

14 7.326 756 764 773 rBV 124106 199512 4._.46% 0.857%
15 7.420 773 780 787 rBV 815394 1246752 27.89%% 5.353%

16 7.537 793 800 809 rvB2 126474 222844 4._.99% 0.957%
17 8.001 873 879 889 rvB2 198464 339595 7.60% 1.458%
18 8.425 944 951 957 rBV 300660 488711 10.93% 2.098%
19 8.472 957 959 965 rvB4 7339 10720 0.24% 0.046%
20 8.542 965 971 973 rBv4 4883 6041 0.14% 0.026%

21 8.618 976 984 992 rBV 180077 300323 6.72% 1.290%
22 8.701 992 998 1006 rVB 106950 187576 4._.20% 0.805%
23 9.159 1070 1076 1085 rVB 136373 237631 5.32% 1.020%
24 9.382 1108 1114 1117 rVB5 4777 7083 0.16% 0.030%
25 9.882 1188 1199 1206 rBV2 113398 209309 4.68% 0.899%

26 10.422 1282 1291 1299 rBV 198138 355213 7.95% 1.525%

27 10.610 1317 1323 1328 rVB5 10918 20855 0.47% 0.090%
28 10.804 1346 1356 1371 rBV 297013 534877 11.97% 2.297%
29 10.939 1373 1379 1383 rVB3 9212 14839 0.33% 0.064%

30 11.127 1404 1411 1418 rBV 189882 333120 7.45% 1.430%

31 11.932 1537 1548 1556 rBV 2667100 4469646 100.00% 19.192%

32 12.009 1556 1561 1568 rVB4 27728 47408 1.06% 0.204%
33 12.167 1578 1588 1595 rBV3 38039 81425 1.82% 0.350%
34 12.878 1707 1709 1712 rVV3 6719 7145 0.16% 0.031%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091515\
Data File : BG018699.D

Acq On : 16 Sep 2015 1:23

Operator : UM/1Z

Sample : 63641-06DL 2X

Misc :

ALS Vial : 21 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-BG091015.M
Title = SVOA CALIBRATION
35 12.984 1723 1727 1731 rVB4 3288 5057 0.11% 0.022%
36 13.195 1760 1763 1767 rBV2 5964 9588 0.21% 0.041%
37 13.472 1808 1810 1816 rBvV4 4670 5602 0.13% 0.024%
38 13.624 1830 1836 1843 rBV7 5489 11605 0.26% 0.050%
39 13.942 1883 1890 1895 rBV3 18356 33272 0.74% 0.143%
40 13.994 1895 1899 1900 rVVv3 11883 17203 0.38% 0.074%

41 14.030 1900 1905 1912 rVB 396475 575689 12.88% 2.472%
42 14.323 1946 1955 1961 rBVY 461583 734375 16.43% 3.153%
43 14.629 1998 2007 2015 rBV3 517809 890617 19.93% 3.824%

44 14.770 2028 2031 2035 rVB4 5390 7000 0.16% 0.030%
45 14.829 2035 2041 2045 rVv2 29538 54117 1.21% 0.232%
46 14.858 2045 2046 2050 rVv3 5624 5832 0.13% 0.025%
47 14.929 2054 2058 2063 rVB6 6782 10547 0.24% 0.045%
48 15.029 2069 2075 2080 rBV6 4779 8710 0.19% 0.037%
49 15.099 2082 2087 2093 rBV 44870 63675 1.42% 0.273%
50 15.434 2139 2144 2148 rBV3 9283 13090 0.29% 0.056%

51 15.616 2166 2175 2183 rBV 667837 1000150 22.38% 4.294%
52 15.728 2189 2194 2200 rBV 111965 166514 3.73% 0.715%

53 15.857 2211 2216 2220 rVB6 7693 14911 0.33% 0.064%
54 16.121 2254 2261 2266 rBV3 10763 20225 0.45% 0.087%
55 16.198 2268 2274 2278 rBV6 7842 11175 0.25% 0.048%
56 16.503 2322 2326 2330 rVB5 7473 10922 0.24% 0.047%
57 16.568 2335 2337 2341 rVVv4 4747 6356 0.14% 0.027%
58 16.627 2341 2347 2354 rVV6 9619 17223 0.39% 0.074%
59 16.920 2392 2397 2403 rVB3 40752 62592 1.40% 0.269%
60 17.050 2415 2419 2425 rVB5 7897 11425 0.26% 0.049%
61 17.155 2433 2437 2444 rVB5 10032 17253 0.39% 0.074%
62 17.367 2467 2473 2480 rVV2 779656 1145160 25.62% 4.917%
63 17.426 2480 2483 2484 rVV 12128 11614 0.26% 0.050%
64 17.467 2484 2490 2496 rVVv2 781326 1137624 25.45% 4 _.885%
65 18.013 2581 2583 2587 rVvv4 5024 6125 0.14% 0.026%
66 18.066 2587 2592 2598 rVVv2 86874 119425 2.67% 0.513%
67 18.143 2600 2605 2607 rVB3 4902 8258 0.18% 0.035%
68 18.195 2610 2614 2617 rVB6 2880 4886 0.11% 0.021%
69 18.260 2620 2625 2629 rBV6 5379 9128 0.20% 0.039%
70 18.325 2633 2636 2639 rVvV 11071 12584 0.28% 0.054%
71 18.883 2726 2731 2733 rBV4 5031 6840 0.15% 0.029%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091515\
Data File : BG018699.D

Acq On : 16 Sep 2015 1:23

Operator : UM/1Z

Sample : 63641-06DL 2X

Misc :

ALS Vial : 21 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-BG091015.M

Title = SVOA CALIBRATION

72 18.994 2746 2750 2754 rVVv7 5852 10146 0.23% 0.044%
73 19.059 2758 2761 2762 rBV2 6971 6600 0.15% 0.028%
74 19.294 2796 2801 2805 rBV3 23415 31741 0.71% 0.136%
75 19.388 2814 2817 2823 rBV7 8443 12882 0.29% 0.055%
76 19.647 2855 2861 2866 rVB2 9619 17421 0.39% 0.075%
77 19.752 2870 2879 2885 rBV 937245 1338532 29.95% 5.747%
78 19.929 2903 2909 2911 rBV6 4040 7881 0.18% 0.034%
79 20.058 2930 2931 2934 rBV3 8046 7507 0.17% 0.032%
80 20.405 2986 2990 2991 rBvV4 4110 5146 0.12% 0.022%
81 20.422 2991 2993 2997 rVB5 5590 6491 0.15% 0.028%
82 20.575 3017 3019 3022 rVB4 7366 7421 0.17% 0.032%
83 20.675 3032 3036 3040 rVB7 14481 21692 0.49% 0.093%
84 20.892 3070 3073 3076 rBV5 10754 13634 0.31% 0.059%

85 21.627 3192 3198 3205 rBV 860120 1372577 30.71% 5.894%

86 21.938 3246 3251 3255 rBV2 66180 115410 2.58% 0.496%

87 22.155 3286 3288 3289 rBV2 6691 4928 0.11% 0.021%
88 23.107 3445 3450 3453 rBV7 8970 16337 0.37% 0.070%
89 23.536 3521 3523 3524 rBV 7831 4985 0.11% 0.021%
90 23.883 3580 3582 3583 rBV2 7364 6452 0.14% 0.028%

91 24.588 3692 3702 3715 rBV 494378 1336961 29.91% 5.741%
92 24.811 3728 3740 3751 rBV2 487119 1405514 31.45% 6.035%

93 25.945 3925 3933 3940 rBV2 15987 48594 1.09% 0.209%
94 28.160 4308 4310 4311 rBV2 8288 5368 0.12% 0.023%
95 28.601 4381 4385 4388 rBV6 6591 9036 0.20% 0.039%
96 28.877 4428 4432 4435 rBV6 11331 18838 0.42% 0.081%
97 29.294 4501 4503 4505 rBV3 6064 4756 0.11% 0.020%
98 29.788 4585 4587 4590 rVB3 8325 6660 0.15% 0.029%
99 32.144 4986 4988 4990 rBV3 6983 6872 0.15% 0.030%
100 32.473 5042 5044 5046 rBV3 7155 7203 0.16% 0.031%
Sum of corrected areas: 23289394
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091515\
Data File : BG018699.D

Acq On : 16 Sep 2015 1:23

Operator : UM/I1Z

Sample : 63641-06DL 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG091015.M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG018699.D
2500000 1193

2000000
1500000

1000000
7.42

3.18

500000
5.93

10.8
8 00 3 10427 ) 1113
. 0 9. 16 9,33
88,11 3.483.784.11 5.14%% A amss  T1] %ﬁ, Jno.6410.94 12117

N A
|||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||

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: BG018699.D

2500000

2000000

1500000

1000000 19.75 21.63

500000

0 HE20 G045 B0. 89

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: BG018699.D

2500000

2000000

1500000

1000000

24.59.
500000 281

23.11 23.5423.88 25.95 28.16 28.608.88 29.29 29.79 32.182.47

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\BG091515\
Data File : BG018699.D

Acq On : 16 Sep 2015 1:23

Operator : UM/I1Z

Sample : 63641-06DL 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG091015.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 2

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

3.18 58.95 ng/ul 1000960 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
3 Acetamide, N-ethyl- 87 C4HO9NO 000625-50-3 9
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 58 (3.178 min): BG018699.D (-53) (-) m/z 73.00 100.00%
7B
5000 /\_
¥ o5 8 BRI NEDEE
923 3.00 320 340 3.60
Ol e e b e e 223 | m/z 43.00 30.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 T T T T
43 3.00 320 340 3.60
55 87 m/z 87.00 26.99%
0.”.,”..“..w..”,.”.,”..“.....” e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
73
1300 320 340 3.60
5000 m/z 55.00 24 _.11%
43 9°
87
27
0 101
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1852: Acetamide, N-ethyl- o e
30 3.00 320 340 3.60
m/z 71.10 11.60%
5000 43 87
15 72
0"”IJW'I”'?%"W"”I'”'I”""""” [rTrrrprrrrTe T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 3.00 320 340 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091515\
Data File : BG018699.D

Acq On : 16 Sep 2015 1:23

Operator : UM/I1Z

Sample : 63641-06DL 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG091015.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 Propane, 2-ethoxy-2-methyl- Concentration Rank 7

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

5.45 7.00 ng/ul 118910 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 56
2 Butanamide, 3,3-dimethyl- 115 C6H13NO 000926-04-5 56
3 Propanoic acid, 2-hydroxy-2-meth... 118 C5H1003 002110-78-3 38
4 2-Hydroxy-2,5-dimethyl-hept-6-en... 156 C9H1602 1000192-55-8 9
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9

Abundance Scan 445 (5.452 min): BG018699.D (-438) (-) m/z 59.00 100.00%
59
5000
& 69 84 97 115 185 204 520 540 560 580
o s o i m/z 57.10 40.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4389: Propane, 2-ethoxy-2-methyl-
59
5000 T ""I""I""I"[
87 520 5.40 5.60 5.80
b9 41 ‘ m/z 41.00 11.49%
0 \“ Ll AN 73
RSN UL UL SUELELELAS URLELELS UL AL SN WAL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
520 5.40 5.60 5.80
5000 m/z 43.00 10.37%
41
o 71 g3 100 115
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #8474: Propanoic acid, 2-hydroxy-2-methyl-, methyl ester
59 520 5.40 5.60 5.80
m/z 56.00 8.20%
5000
43
31
o “ “ L, 75 86 103 118
m/z--> 20 40 60 80 100 120 140 160 180 200 520 540 560 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091515\
Data File : BG018699.D

Acq On : 16 Sep 2015 1:23

Operator : UM/I1Z

Sample : 63641-06DL 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG091015.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 1,4-Oxathiane Concentration Rank 4

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

5.93 28.46 ng/ul 483299 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,4-Oxathiane 104 C4H80S 015980-15-1 91
2 1,4-Oxathiane 104 C4H80S 015980-15-1 91
3 1,4-Oxathiane 104 C4H80S 015980-15-1 91
4 Thietane 74 C3H6S 000287-27-4 43
5 Dihydro-3-(2H)-thiophenone 102 C4H60S 001003-04-9 43

Abundance Scan 526 (5.927 min): BG018699.D (-520) (-) m/z 46.00 100.00%
46
104
5000 61
h ol 5k 6w 650
3 S W ~...|'!,?‘?..,.--...,1.2.6..,....,....1,8.3.. m/z 104.00  70.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4606: 1,4-Oxathiane
46
5000 28 AR SRR SRR AR LA
61 104 560 5.80 6.00 6.20
m/z 61.00 48 .89%
15 ‘ ‘ 4
0...“.‘lu‘.“l‘.|“l‘l..‘w...H|.8(.3..|....|....|....|....|...
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
46
'560 580 600 6.20
5000 o8 m/z 45.00 22.84Y%
61 104
15 4 86
e R S SO S L WL UL S WL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4609: 1,4—Oxathiane LA L L L L LR N |
46 560 5.80 6.00 6.20
m/z 74.00 21.19%
5000 61 104
27 74
0""|'$“'fju"N"Jl|§§"|“"'|"”|""|""|'" AR AR SRS AR LA
m/z--> 20 40 60 80 100 120 140 160 180 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091515\
Data File : BG018699.D

Acq On : 16 Sep 2015 1:23

Operator : UM/I1Z

Sample : 63641-06DL 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG091015.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 Cyclohexanone, 3,3,5-trimet... Concentration Rank 3

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

8.42 28.78 ng/ul 488711 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 87
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 64
4 Cyclohexane, butyl- 140 C10H20 001678-93-9 59
5 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 58

Abundance Scan 950 (8.419 min): BG018699.D (-944) (-) m/z 83.00 100.00%
83
5000 56
" 500 520 540 560 H0
ol hd L3 | 207 265208 58 Tn77 69.00 56.46%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18035: Cyclohexanone, 3,3,5-trimethyl-
83
5000 55 P e

8.00 8.20 8.40 8.60 8.80
m/z 56.00 37 .96%

140
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
83

8.00 8.20 8.40 8.60 8.80

o

5000 m/z 55.00 36.92%
55
140
27 112
ot ey e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18044: Cyclohexanone, 3,3,5-trimethyl- R e S .  EARE
83 800 820 840 860 880

m/z 41.00 23.49%

5000 j\
55
28
S TLL ] 22210

m/z--> 0 50 100 150 200 250 300 350 400 450 500 800 8.20 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091515\
Data File : BG018699.D

Acq On : 16 Sep 2015 1:23

Operator : UM/I1Z

Sample : 63641-06DL 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG091015.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 Cyclohexanol, 3,3,5-trimeth... Concentration Rank 5

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

8.62 17.69 ng/ul 300323 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexanol, 3,3,5-trimethyl- 142 C9H180 000116-02-9 64
2 Cyclohexanol, 3,3,5-trimethyl-, ... 142 C9H180 000767-54-4 53
3 Cyclohexanol, 3,3,5-trimethyl-, ... 142 C9H180 000933-48-2 43
4 Cyclohexanol, 3,3,5-trimethyl-, ... 184 C11H2002 024691-16-5 40
5 Cyclohexanol, 3,3,5-trimethyl- 142 C9H180 000116-02-9 38

Abundance Scan 984 (8.618 min)(:b BG018699.D (-976) (-) m/z 109.10 100.00%
109
83
5000
I ol B0 a0 k0
95 124 : : - : -
o! b b2 207 "m/z 83.10 55.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19234: Cyclohexanol, 3,3,5-trimethyl-
109
5000 83 RN SRS LR
M ss 8.20 8.40 8.60 8.80 9.00 :
29 ‘ ‘ 71 9% 124 m/z 41.00 30.80%
ol 15 | -‘.“l‘- HIHH , N--‘l‘.--‘--.l‘---lé.lq---.----.----.----
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109

8.20 8.40 8.60 8.80 9.00

5000 m/z 85.10 25.48%
41 83
55 71
29 96 124
15 141
O R o L B I e o B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19254: Cyclohexanol, 3,3,5-trimethyl-, cis-
109 8.20 8.40 8.60 8.80 9.00

m/z 71.00 23.78%

83
5000
41 55 71
il
18 || \‘M \H 1 A P
el e W e

m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80 9.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091515\
Data File : BG018699.D

Acq On : 16 Sep 2015 1:23

Operator : UM/I1Z

Sample : 63641-06DL 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG091015.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-01 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.13 12.46 ng/ul 333120 Naphthalene-d8 10.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methyl-3-thiosemicarbazide 105 C2H7N3S 021185-13-7 49
2 2-Methyl-1,3-oxathiolane 104 C4H80S 017642-74-9 38
3 1,3-Oxathiolane, 2,2-dimethyl- 118 C5H100S 005684-31-1 38
4 1,3-Dithiane-4,6-dione 148 C4H402S2 052133-76-3 27
5 1,2,4-Thiadiazole, 5-amino-3-(me... 147 C3H5N3S2 006913-13-9 17
Abundance Scan 1411 (11.127 min): BG018699.D (-1404) (-) m/z 105.00 100.00%
105
60
5000 46
74 S A S S BN
87 117 148 10.80 11.00 11.20 11.40
o b e | m/Z 59.95  62.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4T75: 2-Methyl-3-thiosemicarbazide
105
46
5000 RN BN BN A
10.80 11.00 11.20 11.40
60 m/z 46.00 50.29%
18 M\ ‘ ‘ 71 89
R A KA A RAAR RARRA R RS LRSS BARAS LRSS LARSS LR SRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
60
28 USRI BN SN UL
45 10.80 11.00 11.20 11.40
5000 104 m/z 45.00 48.02%
15 76 go
0 36 68
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8492: 1,3-Oxathiolane, 2,2-dimethyl- LS DL B B
60 10.80 11.00 11.20 11.40
m/z 61.00 32.10%
5000
43 118
o 27 35 || 73 gg 103 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10,80 11.00 11.20 1140

SOMO2.2-EPA-BG091015.M Wed Sep 16 16:54:14 2015 S Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091515\
Data File : BG018699.D

Acq On : 16 Sep 2015 1:23

Operator : UM/I1Z

Sample : 63641-06DL 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG091015.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 Ethane, 1,2-bis(2-chloroeth... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
11.93 167.13 ng/ul 4469650 Naphthalene-d8 10.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane, 1,2-bis(2-chloroethoxy)- 186 C6H12CI1202 000112-26-5 91
2 Ethane, 1,2-bis(2-chloroethoxy)- 186 C6H12CI1202 000112-26-5 90
3 Ethane, 1,2-bis(2-chloroethoxy)- 186 C6H12CI1202 000112-26-5 90
4 Bis(2-chloroethyl) ether 142 C4H8CI20 000111-44-4 72
5 _alpha.-Chloroethyl chloroformate 142 C3H4CH1202 050893-53-3 64

Abundance Scan 1548 (11.932 min): BG018699.D (-1537) (-) m/z 63.00 100.00%
63
93
5000
107
° 73 L 11,60 11.80 12.00 12.20
137 - - - -
) N .3.6,|-.|.'. il ] 83 I itte 79T 50 172 1 Thyo 93,00 59.54%
m/z--> 20 40 60 80 100 120 140 160
Abundance #47047: Ethane, 1,2-bis(2-chloroethoxy)-
63
93
5000 SR U UL IR
11.60 11.80 12.00 12.20
45 73 107 m/z 65.00 35.75%
o Lol |, 187
HELELE UL S SN L BN SURLELU SURLELA UL
m/z--> 20 40 60 80 100 120 140 160
Abundance
63
11,60 11.80 12.00 12.20
5000 27 93 m/z 107.00 26 .48%
45 107
18 36 (SR 137
L S L L UL U L WL B
m/z--> 20 40 60 80 100 120 140 160
Abundance #47045: Ethane, 1,2-bis(2-chloroethoxy)- T
63 11.60 11.80 12.00 12.20
m/z 95.00 20.22%
5000 27 93
45 107
73
ol 15 36 \“ ‘ M‘ P e || |, a2 137 a5
m/z--> 20 40 60 80 100 120 140 160 ' 1160 11.80 12.00 12.20

SOMO2.2-EPA-BG091015.M Wed Sep 16 16:54:16 2015 S
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091515\
Data File : BG018699.D

Acq On : 16 Sep 2015 1:23

Operator : UM/I1Z

Sample : 63641-06DL 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG091015.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 1,2,4-Cyclopentanetrione, 3... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.17 3.04 ng/ul 81425 Naphthalene-d8 10.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,2,4-Cyclopentanetrione, 3-methyl- 126 C6H603 004505-54-8 72
2 4-Fluorophenylhydrazine 126 C6H7FN2 000823-85-8 52
3 7-Oxabicyclo[4.3.0]nonane, cis- 126 C8H140 013149-01-4 50
4 2-Fluorophenylhydrazine 126 C6H7FN2 002368-80-1 50
5 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 40
Abundance Scan 1588 (12.167 min): BG018699.D (-1578) (-) m/z 83.00 100.00%
83
56 126
5000
41 69
99111 11.80 12.00 12.20 12.40
o ...'.'--,.'."..-, b 190 18 22 n/z 126.10  52.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10765: 1,2,4-Cyclopentanetrione, 3-methyl-
126
83
5000 56 I SR SN RN B
11.80 12,00 12.20 12.40
m/z 56.00 49_.60%
43 ‘ 0 | o
0'“'|“'wm'hl“m'w'“|'“"“'w'“'l“'w"“l“"w'“l
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
83 126
110
11.80 12.00 12.20 12.40
5000 m/z 55.00 46.34%
57 95
29
15 | 45 0
G A R IS I B LA WS RS SRS RN SARRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11087: 7-Oxabicyclo[4.3.0]nonane, cis-
83 11.80 12.00 12.20 12.40
m/z 41.00 37.71%
5000
a1 55 126
67
0 ----.----V---“.-N“-Tl--?z-%%%u- IEBEBERRE BRAEE SRS RS R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091515\
Data File : BG018699.D

Acq On : 16 Sep 2015 1:23

Operator : UM/I1Z

Sample : 63641-06DL 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG091015.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 Acetamide, 2-(p-chloroanili... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.07 2.09 ng/ul 119425 Phenanthrene-d10 17.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide, 2-(p-chloroanilino)-N... 212 C10H13CIN20 090875-42-6 53
2 3-Amino-3-(4-chlorophenyl)propio... 199 C9H10CINO2 019947-39-8 52
3 Pent-1-en-3-one, 4,4-dimethyl-1-..__. 197 C11H19NO2 1000259-86-0 43
4 p-Chloro-N-ethylaniline 155 C8H1O0CIN 013519-75-0 38
5 Ethanol, 2-(4-chlorophenyl)amino- 171 C8H10CINO 002933-81-5 38
Abundance Scan 2593 (18.072 min): BG018699.D (-2587) (-) m/z 140.00 100.00%
140
5000 295
43 75 111 R BN SUNILE SN B
J l 197 081 14 17.80 18.00 18.20 18.40
/SRR W VAT NSO OV . PO PO S . S —. . m/z 225.00 38.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #63932: Acetamide, 2-(p-chloroanilino)-N,N-dimethyl-
140
5000 R DA SUNILE SN SN
17.80 18.00 18.20 18.40
212 m/z 142.00 31.57%
5w T W |
m/z--> 50 100 150 200 250 300 350 400
Abundance
140
17.80 18,00 18.20 18.40
5000 m/z 138.00 21.92%
2 7 199
[ "|1}?' '|¥6?' S ALY SRR UL SN U
m/z--> 50 100 150 200 250 300 350 400
Abundance #54057: Pent-1-en-3-one, 4,4-dimethyl-1-(4-morpholino)-
140 17.80 18.00 18.20 18.40
m/z 43.00 21.70%
5000
41
82 197
bt im0 e T e e
m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091515\
Data File : BG018699.D

Acq On : 16 Sep 2015 1:23

Operator : UM/1Z

Sample : 63641-06DL 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG091015.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 59.0 ng/ul 1000960 1 8.00 339595 20.0
Propane, 2-ethoxy... 5.45 7.0 ng/ul 118910 1 8.00 339595 20.0
1,4-Oxathiane 5.93 28.5 ng/ul 483299 1 8.00 339595 20.0
Cyclohexanone, 3,... 8.42 28.8 ng/ul 488711 1 8.00 339595 20.0
Cyclohexanol, 3,3... 8.62 17.7 ng/ul 300323 1 8.00 339595 20.0
unknown-01 11.13 12.5 ng/ul 333120 2 10.80 534877 20.0
Ethane, 1,2-bis(2... 11.93 167.1 ng/ul 4469650 2 10.80 534877 20.0
1,2,4-Cyclopentan... 12.17 3.0 ng/ul 81425 2 10.80 534877 20.0
Acetamide, 2-(p-c... 18.07 2.1 ng/ul 119425 4 17.37 1145160 20.0
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