LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091615\
Data File : BG018704.D

Acq On : 16 Sep 2015 12:32

Operator : TP

Sample : 63641-10DL 5X

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-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 3.091 38 43 44 rBvV 27985 38261 2.06% 0.250%
2 3.179 53 58 71 rVB 236964 315322 16.97% 2.061%
3 3.478 104 109 113 rBV4 5612 8110 0.44% 0.053%
4 4,113 213 217 222 rVB5 5574 9408 0.51% 0.062%
5 4._307 245 250 253 rBvY 7758 10554 0.57% 0.069%
6 5.317 417 422 429 rBV2 51301 85636 4.61% 0.560%
7 5.441 437 443 450 rBvV 278444 398310 21.44% 2.604%
8 5.494 450 452 458 rVB6 5830 8003 0.43% 0.052%
9 5.646 472 478 485 rVB5 6025 10898 0.59% 0.071%
10 5.723 486 491 494 rVB5 5527 8225 0.44% 0.054%
11 5.840 507 511 514 rBV5 4972 8077 0.43% 0.053%
12 5.881 514 518 521 rvwv3 12111 20479 1.10% 0.134%
13 5.934 521 527 534 rVv 185643 305014 16.42% 1.994%
14 6.017 534 541 549 rvv2 28522 64183 3.45% 0.420%
15 6.093 549 554 560 rvB4 4766 8561 0.46% 0.056%
16 6.293 580 588 595 rvB4 23252 56005 3.01% 0.366%
17 6.463 611 617 621 rBV2 11164 18426 0.99% 0.120%
18 6.528 623 628 633 rvB2 20394 34219 1.84% 0.224%
19 6.810 673 676 681 rvB2 5131 7395 0.40% 0.048%
20 7.180 729 739 750 rBV3 65395 132037 7.11% 0.863%
21 7.327 756 764 769 rBvV 37380 65033 3.50% 0.425%
22 7.415 771 779 790 rVvV 303960 513648 27.65% 3.358%
23 7.538 792 800 808 rvv3 39190 86333 4._65% 0.564%
24 7.650 812 819 826 rvv3 19900 35356 1.90% 0.231%
25 8.002 872 879 888 rvv 153893 283201 15.24% 1.851%
26 8.085 888 893 904 rvB8 23387 67357 3.63% 0.440%
27 8.208 908 914 916 rBV5 3192 6655 0.36% 0.044%
28 8.279 922 926 933 rvB2 5556 9115 0.49% 0.060%
29 8.355 934 939 946 rvv2 33897 61428 3.31% 0.402%
30 8.543 965 971 978 rBvV 180391 262418 14.12% 1.716%
31 8.619 980 984 988 rBV5 10090 17840 0.96% 0.117%
32 8.702 994 998 1008 rVB 36555 64686 3.48% 0.423%
33 8.802 1008 1015 1019 rBv4 7370 15021 0.81% 0.098%
34 8.843 1019 1022 1027 rVB3 11153 16271 0.88% 0.106%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091615\
Data File : BG018704.D

Acq On : 16 Sep 2015 12:32

Operator : TP

Sample : 63641-10DL 5X

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-BG091015.M

Title = SVOA CALIBRATION

35 9.101 1061 1066 1071 rVB3 17430 26219 1.41% 0.171%
36 9.160 1071 1076 1085 rBV2 42664 88619 4.77% 0.579%
37 9.377 1108 1113 1115 rBV2 23547 37467 2.02% 0.245%
38 9.512 1130 1136 1142 rBV2 40782 70846 3.81% 0.463%
39 9.630 1151 1156 1161 rVB2 15596 25647 1.38% 0.168%
40 9.689 1161 1166 1172 rBV 27448 46548 2.51% 0.304%
41 9.883 1194 1199 1206 rVB3 39345 67768 3.65% 0.443%
42 10.082 1221 1233 1238 rVVv4 34799 72835 3.92% 0.476%
43 10.206 1247 1254 1263 rVB7 39680 85631 4.61% 0.560%
44 10.276 1263 1266 1268 rBV3 5384 7933 0.43% 0.052%
45 10.347 1273 1278 1285 rVB2 41186 69508 3.74% 0.454%

46 10.429 1285 1292 1298 rBVY 62585 123370 6.64% 0.807%
47 10.611 1315 1323 1330 rVB3 32006 62981 3.39% 0.412%
48 10.805 1348 1356 1362 rBVY 216049 378026 20.35% 2.471%
49 10.975 1376 1385 1398 rVvv2 132756 303955 16.36% 1.987%
50 11.128 1404 1411 1418 rVB 102191 189512 10.20% 1.239%

51 11.393 1450 1456 1459 rBV7 5269 12392 0.67% 0.081%
52 11.445 1459 1465 1468 rBV 26844 51112 2.75% 0.334%
53 11.610 1489 1493 1499 rBv4 20148 31704 1.71% 0.207%

54 11.927 1539 1547 1555 rVB 1168043 1857852 100.00% 12.146%
55 12.139 1576 1583 1587 rBV 108290 187463 10.09% 1.226%

56 12.344 1614 1618 1625 rVB2 32522 50233 2.70% 0.328%
57 12.650 1665 1670 1678 rVB7 13525 32756 1.76% 0.214%
58 12.767 1687 1690 1692 rBV4 10015 12567 0.68% 0.082%
59 12.961 1716 1723 1724 rBV5 11161 18533 1.00% 0.121%
60 12.997 1725 1729 1732 rVB5 13831 25258 1.36% 0.165%
61 13.196 1756 1763 1770 rVB2 35659 71023 3.82% 0.464%
62 13.472 1806 1810 1815 rBVS 14525 22130 1.19% 0.145%
63 13.631 1833 1837 1843 rBV3 69365 118502 6.38% 0.775%
64 13.872 1875 1878 1883 rVB3 23174 31948 1.72% 0.209%
65 13.966 1890 1894 1900 rBV3 39471 78817 4.24% 0.515%
66 14.031 1900 1905 1912 rVB 118705 191989 10.33% 1.255%
67 14.225 1934 1938 1945 rVB2 19146 32379 1.74% 0.212%
68 14.319 1949 1954 1960 rBV 138052 213625 11.50% 1.397%
69 14.430 1969 1973 1978 rVB3 33071 46531 2.50% 0.304%
70 14.542 1990 1992 1996 rBvV4 7846 10841 0.58% 0.071%

71 14.630 1998 2007 2015 rVB2 400182 783886 42.19% 5.125%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091615\
Data File : BG018704.D

Acq On : 16 Sep 2015 12:32

Operator : TP

Sample : 63641-10DL 5X

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-BG091015.M

Title = SVOA CALIBRATION

72 15.071 2078 2082 2085 rBV2 35259 60064 3.23% 0.393%
73 15.188 2100 2102 2109 rBVS8 8934 17275 0.93% 0.113%
74 15.276 2112 2117 2122 rBV4 25325 55289 2.98% 0.361%
75 15.505 2149 2156 2161 rBV10 14778 39157 2.11% 0.256%

76 15.623 2169 2176 2182 rBV2 803930 1209127 65.08% 7.905%
77 15.682 2183 2186 2189 rVV3 32093 57707 3.11% 0.377%
78 15.723 2190 2193 2204 rVB2 69916 125320 6.75% 0.819%
79 16.128 2257 2262 2270 rVB3 66354 117878 6.34% 0.771%
80 16.210 2272 2276 2281 rVB2 100880 134585 7.24% 0.880%

81 16.357 2299 2301 2306 rVB6 11917 14445 0.78% 0.094%
82 16.628 2344 2347 2351 rBV2 29934 42252 2.27% 0.276%
83 17.162 2433 2438 2444 rVB2 60282 88285 4._75% 0.577%

84 17.368 2467 2473 2481 rVB 531380 844965 45.48% 5.524%
85 17.468 2485 2490 2497 rVB3 255442 415058 22.34% 2.713%

86 18.073 2587 2593 2603 rBV 236887 369489 19.89% 2.416%

87 18.308 2629 2633 2640 rVB 44233 74666 4.02% 0.488%
88 18.443 2651 2656 2660 rBV 100307 150002 8.07% 0.981%
89 18.484 2660 2663 2667 rVB 45920 59234 3.19% 0.387%
90 18.901 2731 2734 2737 rBV5 19934 27419 1.48% 0.179%
91 19.718 2870 2873 2874 rBV2 30166 32257 1.74% 0.211%
92 19.747 2874 2878 2883 rVV 245444 369593 19.89% 2.416%
93 19.789 2883 2885 2892 rVB 30102 39750 2.14% 0.260%
94 19.936 2907 2910 2914 rVB 48777 53994 2.91% 0.353%
95 20.623 3024 3027 3032 rVB2 33858 39359 2.12% 0.257%
96 20.676 3033 3036 3041 rVB6 28545 35307 1.90% 0.231%
97 21.069 3100 3103 3107 rVB4 26460 37355 2.01% 0.244%

98 21.628 3192 3198 3205 rVB 574142 938038 50.49% 6.133%
99 24.589 3695 3702 3712 rVB2 113047 311117 16.75% 2.034%
100 24.812 3730 3740 3753 rVB 326336 947171 50.98% 6.192%

Sum of corrected areas: 15296049
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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:\HPCHEM1\BNA_G\DATA\BG091615\
BG018704.D

16 Sep 2015 12:32

TP

63641-10DL 5X

4 Sample Multiplier: 1

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

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

1000000

800000

600000

400000

200000

04
Time-->  3.00

TIC: BG018704.D

7.41

5.44

4.1431

1193

: N = oy A
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

1000000

800000

600000

400000

200000

TIC: BG018704.D

15.62

17.37

21.63

I

O =T e e T T T T T e T T T T T

I I
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

1000000

800000

600000

400000

200000

TIC: BG018704.D

24.81

24.5

L

o) m—

I
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\BG091615\
Data File : BG018704.D

Acq On : 16 Sep 2015 12:32

Operator : TP

Sample : 63641-10DL 5X

Misc :

ALS Vial : 4 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 3

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

3.18 22 .27 ng/ul 315322 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 86
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 43
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 58 (3.179 min): BG018704.D (-53) (-) m/z 73.00 100.00%
7B
5000 A\
13 55 87 i S —
300 320 340 3.60
..,....,...3.“‘,':.'.‘.‘?..|..6,0..??,'.:..,....,....,...., m/z 43.00 29.95%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl- A
73
5000 B S S S
43 3.00 320 340 3.60
55 87 m/z 87.00 24.98%
29
T |""|'?§'|""SP"" |"§Z|"*"8P"" U N
m/z--> 20 30 40 50 60 70 80 90 100
Abundance
73
1300 320 340 360
5000 m/z 55.00 22.72%
43 %
87
27
32 38 50 62 67 101
miz--> 20 30 40 50 60 70 8 90 100
Abundance #4342: Pentane, 3-methoxy- e e e e o
73 300 320 340 3.60
m/z 71.10 11.14%
5000
45
29
(l 39‘\ 50 29 67 |, 101 A\

T
m/z--> 20 30 40 50 60 70 80 90 100 3.00 320 340 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091615\
Data File : BG018704.D

Acq On : 16 Sep 2015 12:32

Operator : TP

Sample : 63641-10DL 5X

Misc :

ALS Vial : 4 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 unknown-01 Concentration Rank 2

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

5.44 28.13 ng/ul 398310 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 40
2 Butanamide, 3,3-dimethyl- 115 C6H13NO 000926-04-5 9
3 t-Butyl ethyl ether 102 C6H140 1000118-18-4 9
4 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 9
5 2-Hexanol, 2,5-dimethyl-, (S)- 130 C8H180 003730-60-7 9

Abundance Scan 443 (5.441 min): BG018704.D (-437) (-) m/z 59.00 100.00%
59
5000 K
4l s - 520 540 560 580
i 7 wes 36 n/z 57.05  40.91%
m/z--> 50 100 150 200 250 300 350
Abundance #4389: Propane, 2-ethoxy-2-methyl-
59
5000 R U UL IR
87 520 5.40 5.60 5.80
41‘ m/z 41.00 13.48%
"M$|"' S U UL UL UL SR S
m/z--> 50 100 150 200 250 300 350
Abundance
59
50 540 550 850 ‘
5000 m/z 43.00 8.97%
41
g3 115
m/z--> 50 100 150 200 250 300 350
Abundance #4341: t-Butyl ethyl ether
59 520 5.40 5.60 5.80

m/z 56.00 8.44%

5000
87
41
1?UJJM
o ﬁ-,—a.jL,vAfb

m/z--> 50 100 150 200 250 300 350 5.20 540 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091615\
Data File : BG018704.D

Acq On : 16 Sep 2015 12:32

Operator : TP

Sample : 63641-10DL 5X

Misc :

ALS Vial : 4 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 1,4-Oxathiane Concentration Rank 4

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

5.93 21.54 ng/ul 305014 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 1,3,6-Dioxathiocane 134 C5H1002S 002094-92-0 42
5 Thietane 74 C3H6S 000287-27-4 38

Abundance Scan 526 (5.928 min): BG018704.D (-521) (-) m/z 46.00 100.00%
46
104
61
5000
74 SRS T S AR
5.60 5.80 6.00 6.20
...,....,....,....3?'=.||!,...~!|!.-...,..~..,..8.6.,....,..-:.,.. m/z 103.95  77.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4608: 1,4-Oxathiane
46
5000 28 AR AR SRR R
61 104 5.60 5.80 6.00 6.20
24 m/z 61.00 55.91%
...,.%E:,..lyh‘?ﬁ”ﬁQ‘J‘l,...Nl....,.ll.,..qql....,....,..
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
46
560 580 600 620
5000 28 m/z 45.00 23.51%
61 104
74
15 34 40 86
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4609: 1,4-Oxathiane
46 5.60 5.80 6.00 6.20
m/z 74.00 23.04%
5000 61 104
27 74
'“l'“'l“jww?éw“JH|'“Hl“"w'lw'ﬁql“"w"w" R AR AR R LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091615\
Data File : BG018704.D

Acq On : 16 Sep 2015 12:32

Operator : TP

Sample : 63641-10DL 5X

Misc :

ALS Vial : 4 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 3,4-Dimethyl-3-hexanol Concentration Rank 15

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

6.29 3.96 ng/ul 56005 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,4-Dimethyl-3-hexanol 130 C8H180 019550-08-4 50
2 3,4,4-Trimethyl-3-pentanol 130 C8H180 007294-05-5 38
3 3-Heptanol, 3-methyl- 130 C8H180 005582-82-1 37
4 3,4-Dimethyl-3-hexanol 130 C8H180 019550-08-4 32
5 3-Hexanol, 3,5-dimethyl- 130 C8H180 004209-91-0 28

Abundance Scan 588 (6.293 min): BG018704.D (-580) (-) m/z 73.00 100.00%
<]
5000 55 101
83
41
I | | o1 115 144 6.00 6.20 6.40 6.60
SNBSS THNS 1 WO S SR MW NSt NN o 4. m/z 55.00 43.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13257: 3,4-Dimethyl-3-hexanol
73
55
5000
45 6.00 6.20 6.40 6.60
29 H 83 101 m/z 59.00 38.79%
”I'%?W"jmﬁ"JJ”"I““LM'"W“*"P"'I”"I'”'I}}ﬁl'"W""P"'P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73
55
6.00 6.20 6.40 6.60
5000 m/z 101.10 37.18%
43 101
29 83
15 65 115
mwmmmmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13253: 3-Heptanol, 3-methyl- e e
78 6.00 6.20 6.40 6.60
m/z 83.00 22_67%
55
5000
101
45
83
29 115
“|“}ﬁ“'““““LH“v'm|§?+”“l“'WH'w'“w*“'v“'v'“v'“l' RSN SRR N U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091615\
Data File : BG018704.D

Acq On : 16 Sep 2015 12:32

Operator : TP

Sample : 63641-10DL 5X

Misc :

ALS Vial : 4 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 2-Pentanol, 3-ethyl-2-methyl- Concentration Rank 30

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

6.53 2.42 ng/ul 34219 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanol, 3-ethyl-2-methyl- 130 C8H180 019780-63-3 78
2 2,3,3-Trimethyl-2-pentanol 130 C8H180 023171-85-9 78
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 64
4 Ethanol, pentamethyl- 116 C7H160 000594-83-2 56
5 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 50

Abundance Scan 628 (6.528 min): BG018704.D (-623) (-) m/z 59.00 100.00%
59
5000
41 53 71 83 101 115 6.20 6.40 6.60 6.80
S . N P B O s S m/z 41.05 10.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13302: 2-Pentanol, 3-ethyl-2-methyl-
59
5000
6.20 6.40 6.60 6.80
m/z 55.10 10.61%
s 3 D g om g s
miz--> 5 70 % 40 S0 60 7 80 90 106 10 130
Abundance
59
6.20 6.40 6.60 6.80
5000 m/z 43.00 9.86%
43
15 31 53 83 101 115
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8125: 2-Hexanol, 2-methyl-
59 6.20 6.40 6.60 6.80
m/z 83.00 8.86%
5000
27 43 101
G N R TR 2. S e L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091615\
Data File : BG018704.D

Acq On : 16 Sep 2015 12:32

Operator : TP

Sample : 63641-10DL 5X

Misc :

ALS Vial : 4 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 unknown-02 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
8.08 4.76 ng/ul 67357 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1,1-Hexylenedioxybutane

172 C10H2002

2 Cyclohexanone, 3,3,5,5-tetramethyl- 154 C10H180
3 Cyclohexanone, 3,3,5-trimethyl-

4 4-Heptyn-3-ol
5 2-Acetylthiazole

140 C9H160
112 C7H120
127 C5H5NOS

1000249-77-4 37
014376-79-5 33
000873-94-9 33
032398-69-9 12
024295-03-2 10

Abundance Scan 892 (8.079 min): BG018704.D (-888) (-) m/z 43.00 100.00%
ilc] 83
55
5000 73
98 127
7.80 8.00 8.20 8.40
et m/z 83.00 92.29%
m/z--> 20 40 60 80 100 120 140 160
Abundance #37210: 1,1-Hexylenedioxybutane
83
43
5000 55
7.80 8.00 8.20 8.40
27 73 129 m/z 55.00 72.99%
L LI \‘ J |, 100 115 157 171
L B e o e e L I e e L B o |
m/z--> 20 40 60 80 100 120 140 160
Abundance
83
7.80 8.00 8.20 8.40
5000 55 m/z 56.05 62.47%
41
29 69 o7 139 154
15 111 126
L B o e e e B B A e o o |
m/z--> 20 40 60 80 100 120 140 160
Abundance #18035: Cyclohexanone, 3,3,5-trimethyl-
83 7.80 8.00 8.20 8.40
m/z 73.00 46 .35%
69
5000 41 55
27
140
15 125
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40

SOMO2.2-EPA-BG091015.M Thu Sep 17 15:34:45 2015 S

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091615\
Data File : BG018704.D

Acq On : 16 Sep 2015 12:32

Operator : TP

Sample : 63641-10DL 5X

Misc :

ALS Vial : 4 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 12 Butane, 1,1"-[methylenebis(... Concentration Rank 5

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

8.54 18.53 ng/ul 262418 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 1,1"-[methylenebis(oxy)]--.. 160 C9H2002 002568-90-3 72
2 Morpholine 87 C4H9NO 000110-91-8 64
3 Propane, 1-(chloromethoxy)-2-met... 122 C5H11CI0 034180-11-5 64
4 Ethanol, 2,2"-oxybis-, diacetate 190 C8H1405 000628-68-2 47
5 Morpholine 87 C4H9NO 000110-91-8 45

Abundance Scan 970 (8.537 min): BG018704.D (-965) (-) m/z 57.05 100.00%
g7
87
5000
" 820 840 8.60 880
71 103 117 159 : : : :
'”P”W”“P”ﬁL”PAh””P”W“”P”W“”P””””P”W””P”W”” m/z 87.00 60.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29888: Butane, 1,1'-[methylenebis(oxy)]bis-
57
5000 87 AR A S R
29 8.20 8.40 8.60 8.80
4l m/z 41.00 18.73%
15 Ll 73 103 117 131 159
m/z--> 10 20 30 40 50 60 70 80 do 100 110 150 130 140 150 160
Abundance
57
87 8.20 8.40 8.60 8.80
5000 29 m/z 56.10 7.63%
42
15 68
WWWWTWTWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9465: Propane, 1-(chloromethoxy)-2-methyl-
57 8.20 8.40 8.60 8.80
m/z 58.10 5.32%
87
5000
41
29 ‘ il 73
m/z--> 10 20 3'0 4'0 50 60 70 80 90 100 110 120 130 140 150 160 8.20 8.40 8.60 8.80

SOMO2.2-EPA-BG091015.M Thu Sep 17 15:34:47 2015 S Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091615\
Data File : BG018704.D

Acq On : 16 Sep 2015 12:32

Operator : TP

Sample : 63641-10DL 5X

Misc :

ALS Vial : 4 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 13 Cyclopentanone, 2,4,4-trime... Concentration Rank 27

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

9.38 2.65 ng/ul 37467 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentanone, 2,4,4-trimethyl- 126 C8H140 004694-12-6 53
2 Cyclohexane, propyl- 126 C9H18 001678-92-8 50
3 2-Pyrazoline, 1-methyl-4-propyl- 126 C7H14N2 033063-77-3 50
4 Ethanone, 1-(1-methylcyclopentyl)- 126 C8H140 013388-93-7 47
5 7-Oxabicyclo[4.1.0]heptan-2-one,... 154 C9H1402 010276-21-8 45

Abundance Scan 1113 (9.377 min): BG018704.D (-1108) (-) m/z 83.00 100.00%
83
5000
41
‘ ||| | 95 110 126 139 1‘]’4 9.00 9.20 9.40 9.60 9.80
rprrrprrerprrr el bt e e e e - M/Z 4095 30 71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #11092: Cyclopentanone, 2,4,4-trimethyl-
83
56
5000 41 69 SRR SRR AR SRS R
126 9.00 9.20 9.40 9.60 9.80
m/z 55.00 25.99%
‘ 111
'w}?v“M““““w“LvJJMWJHQ%'““““W““V“W““V“W“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55 83
9.00 9.20 9.40 9.60 9.80
5000 M m/z 56.05 25.26%
27 67 126
75 97 108
mmmmwwwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #10877: 2-Pyrazoline, 1-methyl-4-propyl-
83 9.00 9.20 9.40 9.60 9.80
m/z 57.00 20.79%
5000
42
126
56
28
”P”W””P”“m”PwW”E%“WJMsz””P”W””P”W“”P”W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.00 9.20 9.40 9.60 9.80

SOMO2.2-EPA-BG091015.M Thu Sep 17 15:34:49 2015 S Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091615\
Data File : BG018704.D

Acq On : 16 Sep 2015 12:32

Operator : TP

Sample : 63641-10DL 5X

Misc :

ALS Vial : 4 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 14 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 17

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

9.51 3.75 ng/ul 70846 Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-49-3 64
2 2(1H)-Naphthalenone, octahydro-,... 152 C10H160 016021-08-2 38
3 2-Acetyl-4,4-dimethyl-cyclopent-... 152 C9H1202 081979-96-6 38
4 Ethanone, 1-(1,4-dimethyl-3-cycl... 152 C10H160 043219-68-7 30
5 Bicyclo[2.2.1]heptane, 2-butyl- 152 C11H20 061177-16-0 25

Abundance Scan 1136 (9.512 min): BG018704.D (-1130) (-) m/z 108.00 100.00%
108
5000
9.20 9.40 9.60 9.80
m/z 69.00 79 .09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24210: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1R)-
95
81
5000
41 69 108 152 9.20 9.40 9.60 9.80
m/z 109.10 66 .25%
. \\ \ Hu‘ T s LA N
m/z--> 100 120 140 160 180 200
Abundance
55 108
67 oL 152
41 9.20 9.40 9.60 9.80
5000 95 m/z 95.00 64.88%
123134
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #24881: 2-Acetyl-4,4-dimethyl-cyclopent-2-enone
43 69 9.20 9.40 9.60 9.80
152 m/z 41.00 61.59%
137
5000
81 g5 109
"'w"'L'”ﬁl'”'NL'“Ll'm%ﬁ?"”l'“hl""w"'l'“' USRS R SRR
m/z--> 20 40 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80

SOM0O2.2-EPA-BG091015.M Thu Sep 17 15:34:50 2015 S Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091615\
Data File : BG018704.D

Acq On : 16 Sep 2015 12:32

Operator : TP

Sample : 63641-10DL 5X

Misc :

ALS Vial : 4 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 15 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 29

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

9.69 2.46 ng/ul 46548 Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 96
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
3 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
4 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 93

Abundance Scan 1166 (9.689 min): BG018704.D (-1161) (- m/z 119.05 100.00%
119
134
5000
39 53 g5 7 N 103 9.40 9.60 9.80 10.00
bbbt it et el | mZZz 134.00  53.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14355: Benzene, 1,2,4,5-tetramethyl-
119
134
5000
9.40 9.60 9.80 10.00
g1 m/z 91.00 13.14%
s el el el
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
9.40 9.60 9.80 10.00
5000 134 m/z 120.00 11.82%
27 51 55 65 77 98105112 | 127
wmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14370: Benzene, 1-ethyl-2,4-dimethyl-
119 9.40 9.60 9.80 10.00
m/z 133.00 11.39%
5000
91 134
s B R A el |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.40 9.60 9.80 10.00

SOM0O2.2-EPA-BG091015.M Thu Sep 17 15:34:52 2015 S Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091615\
Data File : BG018704.D

Acq On : 16 Sep 2015 12:32

Operator : TP

Sample : 63641-10DL 5X

Misc :

ALS Vial : 4 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 16 unknown-03 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.08 3.85 ng/ul 72835 Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,4,5-Trimethyl-4-heptanol 158 C10H220 060836-08-0 43
2 Silane, ethenylmethoxydimethyl- 116 C5H120Si 016546-47-7 38
3 4-Octanol, 2,4-dimethyl- 158 C10H220 033933-79-8 37
4 Hexadecanoic acid, 3,7,11,15-tet... 326 C21H4202 001118-77-0 32
5 1,2,4-Thiadiazole, 5-amino- 101 C2H3N3S 007552-07-0 32
Abundance Scan 1233 (10.082 min): BG018704.D (-1221) (-) m/z 101.00 100.00%
101
43
59
5000
9.80 10.00 10.20 10.40
m/z 43.00 77.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28266: 3,4,5-Trimethyl-4-heptanol
101
45
o e 7550 1000 1050 1040
69 &3 m/z 58.95 67.62%
15|||||||||||||||||||||||||||||:!-4|.O|||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
101
9.80 10.00 10.20 10.40
5000 57 m/z 85.10 48.58%
29 75
43 89
116
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28257: 4-Octanol, 2,4-dimethyl-
101 9.80 10.00 10.20 10.40
m/z 57.00 47 .61%
5000 57
83
‘H ‘ ‘ | 125 1‘43
m/z--> 20 ' ' 85 100 120 140 160 180 200 220 9.80 10.00 10.20 10.40

SOM0O2.2-EPA-BG091015.M Thu Sep 17 15:34:53 2015 S Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091615\
Data File : BG018704.D

Acq On : 16 Sep 2015 12:32

Operator : TP

Sample : 63641-10DL 5X

Misc :

ALS Vial : 4 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 17 unknown-04 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.21 4_.53 ng/ul 85631 Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 46
2 Benzene, 1l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 43
3 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 41
4 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 41
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 41
Abundance Scan 1255 (10.212 min): BG018704.D (-1247) (-) m/z 119.00 100.00%
119
78
5000 106 134
91
|| 63 71 | | | || ‘ 9.80 10.00 10.20 10.40 10.60
..,....,....,....'i."..'l". Ut gl Il '...',!'.'..,:'I'.'.,..!!,....",‘.l.l..l.. m/z 78.00 67.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 h
Abundance #14361: Benzene, 1,2,4,5-tetramethyl-
119
5000 134
9.80 10.00 10.20 10.40 10.60
. 91 m/z 117.00 58.72%
77
S YRRV .. RNV 14
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
9.80 10.00 10.20 10.40 10.60
5000 m/z 134.00 44 .06%
134
27 3 5165 77 b 105 127
wwwmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14353: Benzene, 1,2,3,4-tetramethyl-
119 9.80 10.00 10.20 10.40 10.60
m/z 106.00 37.90%
5000 134
27 39 51 65 17 o1
15 58 5 | 98105 | 127 |, ; ,
m/z--> 15 25 §0 Jo 55 éo fo 85 95 160 1i0 150 150 150 980 1000 10.20 10.40 10.60

SOMO2.2-EPA-BG091015.M Thu Sep 17 15:34:55 2015 S Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091615\
Data File : BG018704.D

Acq On : 16 Sep 2015 12:32

Operator : TP

Sample : 63641-10DL 5X

Misc :

ALS Vial : 4 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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 18 unknown-05 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.35 3.68 ng/ul 69508 Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,6-Octadiene, 3-ethoxy-3,7-dime... 182 C12H220 072845-33-1 27
2 4-1sopropoxy-2-butanone 130 C7H1402 032541-58-5 25
3 6-Ethoxy-6-methyl-2-cyclohexenone 154 C9H1402 1000132-02-5 25
4 Pentanoic acid, 2-hydroxy-4-meth... 132 C6H1203 013748-90-8 22
5 Hydrazine, 1,2-dipropyl- 116 C6H16N2 001615-83-4 16
Abundance Scan 1279 (10.353 min): BG018704.D (-1273) (-) m/z 43.00 100.00%
43
5000
119 463 10.00 10.20 10.40 10.60
dadan T —t m/z 87.00 69.91%
mz-> 0 100 150 200 250 300 350 400 450
Abundance #44074: 1,6-Octadiene, 3-ethoxy-3,7-dimethyl-
43
5000
10.00 10.20 10.40 10.60
121 m/z 73.00 66.90%
TR 150 182
m'z-> 0 160 1% 200 250 300 350 400 450
Abundance
43
10.00 10.20 10.40 10.60
5000 87 m/z 71.00 65.73%
15 115
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #26399: 6-Ethoxy-6-methyl-2-cyclohexenone
43 87 10.00 10.20 10.40 10.60
m/z 45.00 40.38%
5000
1
\H Wi, s |
m'z-> 0 100 150 200 250 300 350 400 450 10.00 10.20 10.40 10.60

SOM0O2.2-EPA-BG091015.M Thu Sep 17 15:34:56 2015 S Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091615\
Data File : BG018704.D

Acq On : 16 Sep 2015 12:32

Operator : TP

Sample : 63641-10DL 5X

Misc :

ALS Vial : 4 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 19 [1,4,5]0xadithiepane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.61 3.33 ng/ul 62981 Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 [1,4,5]0xadithiepane 136 C4H80S2 003886-40-6 95
2 [1,4,5]0xadithiepane 136 C4H80S2 003886-40-6 95
3 1,3-Dithiolane-2-thione 136 C3H4S3 000822-38-8 30
4 2-Methyl-1,3-oxathiolane 104 C4H80S 017642-74-9 22
5 1,3-Dithiolane-2-thione 136 C3H4S3 000822-38-8 14
Abundance Scan 1323 (10.611 min): BG018704.D (-1315) (-) s m/z 136.00 100.00%
136
60
5000 25
78 89 11 S A U
| |“ 69 ‘ h| 97 | 121 10.20 10.40 10.60 10.80 11.00
e e bl m/z 60.00 76.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15412: [1,4,5]Oxadithiepane
136
60
5000 43
10.20 10.40 10.60 10.80 11.00
27 78 89 m/z 63.90 55.16%
| s
"'I""I"”‘I""I"ll"l"'lI"l'I"'"i""l""'l"'ll""l""I" e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
136
60 10.20 10.40 10.60 10.80 11.00
5000 43 m/z 45.00 39.40%
21 T 108
35 51 69 99 119127

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15374: 1,3-Dithiolane-2-thione

10.20 10.40 10.60 10.80 11.00
m/z 43.00 34.45%

5000

I T I T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091615\
Data File : BG018704.D

Acq On : 16 Sep 2015 12:32

Operator : TP

Sample : 63641-10DL 5X

Misc :

ALS Vial : 4 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 21 unknown-06 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.13 10.03 ng/ul 189512 Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methyl-3-thiosemicarbazide 105 C2H7N3S 021185-13-7 43
2 Hydrazine, 1,1-dimethyl- 60 C2H8N2 000057-14-7 38
3 2-Methyl-1,3-oxathiolane 104 C4H80S 017642-74-9 27
4 Methyl 3-0O-acetyl-.beta.-d-xylop... 206 C8H1406 061553-49-9 23
5 1,2,4-Thiadiazole, 5-amino-3-(me... 147 C3H5N3S2 006913-13-9 23
Abundance Scan 1411 (11.128 min): BG018704d)D (-1404) () m/z 105.00 100.00%
105
5000 a6 60
73
87 o6 17 148 10.80 11.00 11.20 11.40
m/z 60.00 52.33%
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 : "|"'4¥""|""|""|
10.80 11.00 11.20 11.40
. €0 m/z 46.00 48.76%
18 || “ ‘w 71 89
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
60
42 UM SN IS IR
10.80 11.00 11.20 11.40
5000 30 m/z 45.00 43.43%
50
WWWTWWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4616: 2-Methyl-1,3-oxathiolane
60 10.80 11.00 11.20 11.40
28 m/z 61.00 32.66%
45
5000 104
15 76 g
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091615\
Data File : BG018704.D

Acq On : 16 Sep 2015 12:32

Operator : TP

Sample : 63641-10DL 5X

Misc :

ALS Vial : 4 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 22 unknown-07 Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
11.45  2.70 ng/ul 51112  Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 1,4-Oxathiane, 4,4-dioxide 136 C4HB03s 000107-61-9 47
2 Dimethylamine 45 C2H7N 000124-40-3 40

1000252-63-8 32

3 S-[Tri-t-butoxysilyl]-2-mercapto... 323 C14H33N0O3SSi

4 o-Methylisourea hydrogen sulfate 74 C2H6N20 029427-58-5 32
5 Butanal, 3-methyl- 86 C5H100 000590-86-3 28
Abundance Scan 1466 (11.451 min): BG018704.D (-1459) (-) m/z 44.00 100.00%

11.20 11.40 11.60 11.80

58.68%

11.20 11.40 11.60 11.80

36.08%

11.20 11.40 11.60 11.80

18.83%

11.20 11.40 11.60 11.80

16.39%

-

5000
T 109
142
m/z 43.00
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #15401: 1,4-Oxathiane, 4,4-dioxide
44
5000, 28
71
109 m/z 45.00
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
44
5000 m/z 41.00
28
m’wwmwwmwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129195: S-[Tri-t-butoxysilyl]-2-mercaptoethylamine
44
m/z 71.00
5000
77
109
| 60 ‘ | 137155 249 277293 323
R Aaaan m e e adRAsaamasarcauy Sl oo e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091615\
Data File : BG018704.D

Acq On : 16 Sep 2015 12:32

Operator : TP

Sample : 63641-10DL 5X

Misc :

ALS Vial : 4 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 23 Ethane, 1,2-bis(2-chloroeth... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.93 98.29 ng/ul 1857850 Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane, 1,2-bis(2-chloroethoxy)- 186 C6H12C1202 000112-26-5 91
2 Ethane, 1,2-bis(2-chloroethoxy)- 186 C6H12C1202 000112-26-5 90
3 Ethane, 1,2-bis(2-chloroethoxy)- 186 C6H12C1202 000112-26-5 90
4 Bis(2-chloroethyl) ether 142 C4H8CI20 000111-44-4 64
5 Bis(2-chloroethyl) ether 142 C4H8CI20 000111-44-4 64
Abundance Scan 1547 (11.927 min): BG018704.D (-1539) (-) m/z 63.00 100.00%
63
93
5000
> 9 11,60 11.80 12.00 12.20
137 : : : :
...,....,':|.'..', .J??...l,].]!..,....,.1.“?.2,....,.1.9.9,....,....,.... o1 297 m/z 93.00 58.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #47047: Ethane, 1,2-bis(2-chloroethoxy)-
63
93
5000 UL AR BN BN RN
11.60 11.80 12.00 12.20
45 m/z 64.95 33.83%
H P 17
IIII"''I""I""'I""I'l"'l""I""I""IIIII A B SR S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
63
11,60 11.80 12.00 12.20
s000{ 27 93 m/z 107.00 25.18%
45

78 109 137
mﬁmﬂwmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #47045: Ethane, 1,2-bis(2-chloroethoxy)- ..,....,....,.../\.,....,

68 11.60 11.80 12.00 12.20

m/z 95.00 19.15%
5000{ 57 93
45
| \‘ ‘ ° L

Y e S § U S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091615\
Data File : BG018704.D

Acq On : 16 Sep 2015 12:32

Operator : TP

Sample : 63641-10DL 5X

Misc :

ALS Vial : 4 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 24 Phenol, p-tert-butyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.14 9.92 ng/ul 187463 Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 97
2 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 93
3 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 91
4 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 90
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 86
Abundance Scan 1583 (12.139 min): BG018704.D (-1576) (-) m/z 135.00 100.00%
135
5000 107
" .o T 1180 1200 1220 1740 |
65 119 : : : :
- .,....','..5~.1.,.'...',?‘?'.J.,.:.~.-,...!,..|. 0 " "m/z 107.00  36.84%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22637: Phenol, p-tert-butyl-
135
5000 '|""|"/\|""|""|
107 11.80 12.00 12.20 12.40
150 m/z 150.10 20.28%
27 51 65 77 % 119
-}?u----U----.---J1?§“t|----|---l|----.----.
m/z--> 20 60 80 100 120 140 160
Abundance
135
11.80 12,00 12.20 12.40
5000 m/z 94.95 13.01%
107 150
41 95
27 51 65 17 gg 119
mz-> 20 40 60 80 100 120 140 160
Abundance #22638: Phenol, p-tert-butyl- TR
135 11.80 12.00 12.20 12.40
m/z 136.00 10.24%
5000
107
‘ 6 77 95 ‘ 150
|||||‘|‘||‘|||‘H “‘||“|86|‘|“|||‘;|:!-:!-Igllllllll|||||||
m/z--> 20 80 100 120 140 160 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091615\
Data File : BG018704.D

Acq On : 16 Sep 2015 12:32

Operator : TP

Sample : 63641-10DL 5X

Misc :

ALS Vial : 4 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 25 Propofol Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
12.34 2.66 ng/ul 50233 Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propofol 178 C12H180 002078-54-8 80
2 2,6-Diacetylpyridine 163 C9HONO2 001129-30-2 52
3 Pyrido[3,4-d]pyrimidine-2,4(1H,3... 163 C7H5N302 021038-67-5 50
4 6-Nitro-imidazo(l,2-a)pyridine 163 C7H5N302 025045-82-3 50
5 Benzenemethanol, 4-(1,1-dimethyl... 178 C12H180 034386-42-0 50

Abundance Scan 1617 (12.339 min): BG018704.D (-1614) (-) m/z 163.05 100.00%
163
5000
121
59 |A||||||||||||||||
74 91 105 145 178 12.00 12.20 12.40 12.60
,....'i..".".,'.'..'."','.".'l:'.i'."!'."'.','. it e m/z 43.00 95 _67%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41205: Propofol
163
5000
12.00 12.20 12.40 12.60
1 178 m/z 121.00 32.84%
27 Mo; es74 ST [T 135 w7 |
mz-> 20 40 60 80 100 120 140 160 180
Abundance
43 163
12.00 12.20 12.40 12.60
5000 m/z 59.00 17.34%
121
93 106 135
27 52 65 8 148
mz-> 20 40 60 80 100 120 140 160 180
Abundance #31365: Pyrido[3,4-d]pyrimidine-2,4(1H,3H)-dione e mamATEE SRR
163 12.00 12.20 12.40 12.60
m/z 164.00 16.08%
5000 120
79
52
T ﬁ% e |§§ e ?4| S |%%7"| U U IUNNUMUVSSR AR IR
m/z--> 20 40 60 80 100 120 140 160 180 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091615\
Data File : BG018704.D

Acq On : 16 Sep 2015 12:32

Operator : TP

Sample : 63641-10DL 5X

Misc :

ALS Vial : 4 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 26 Benzoic acid, 2,4,6-trimethyl- Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
13.63 3.02 ng/ul 118502 Acenaphthene-d10 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 93
2 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 90
3 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 52
4 Benzoic acid, 2,4,5-trimethyl- 164 C10H1202 000528-90-5 50
5 7-Methylindan-1-one 146 C10H100 039627-61-7 47

Abundance Scan 1837 (13.631 min): BG018704.D (-1833) (- m/z 146.00 100.00%
146
164
5000 117

13.40 13.60 13.80 14.00
m/z 164.00 65.80%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #31600: Benzoic acid, 2,4,6-trimethyl-
146 164
5000
119 13.40 13.60 13.80 14.00
7 o o m/z 117.00 42.23%
51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
146 164
13.40 13.60 13.80 14.00
5000 119 m/z 119.00 39.29%
91
77 105
39 51
18 27 & 135
WWWWWWWTWTWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #31590: Benzoic acid, 2,4,6-trimethyl-
146 164 13.40 13.60 13.80 14.00
m/z 118.05 31.88%
5000 119

91
7 103
39 51 65 ‘
18 27 Ll | Ml I ‘H ‘ ‘ ‘ | 133 M A

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091615\
Data File : BG018704.D

Acq On : 16 Sep 2015 12:32

Operator : TP

Sample : 63641-10DL 5X

Misc :

ALS Vial : 4 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 27 Benzenamine, 3,5-dichloro- Concentration Rank 32

R.T. EstConc Area Relative to ISTD R.T.
13.97 2.01 ng/ul 78817 Acenaphthene-d10 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine, 3,5-dichloro- 161 C6H5CI2N 000626-43-7 60
2 Benzenamine, 2,5-dichloro- 161 C6H5CI2N 000095-82-9 60
3 Benzenamine, 3,5-dichloro- 161 C6H5CI2N 000626-43-7 60
4 Benzenamine, 3,4-dichloro- 161 C6H5CI2N 000095-76-1 60
5 Benzenamine, 2,4-dichloro- 161 C6H5CI2N 000554-00-7 60
Abundance Scan 1895 (13.972 min): BG018704.D (-1890) (-) m/z 99.00 100.00%
o

5000

N
LN N I I I O

13.60 13.80 14.00 14.20
m/z 160.90  94.29%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #30142: Benzenamine, 3,5-dichloro-
161
5000
13.60 13.80 14.00 14.20
90 99 126 m/z 162.90 60.32%
28 41 52 J ‘ ‘\ 109 |, 136 1
T P T T T T R T T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170
Abundance
161
13.60 13.80 14.00 14.20
5000 m/z 63.00 16.96%
63 90 99 126
28 38 92 73 109 135144
WWTWWWTWWWFWWWWWWTWWW
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170
Abundance #30150: Benzenamine, 3,5-dichloro-
161 13.60 13.80 14.00 14.20
m/z 125.90 12.71%
5000
90 99
1w 230 2 T e P |
R R L a T R RAN LN n s arR Ry saa s naa ,,,,,,,
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160170 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091615\
Data File : BG018704.D

Acq On : 16 Sep 2015 12:32

Operator : TP

Sample : 63641-10DL 5X

Misc :

ALS Vial : 4 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 28 Carbamic acid, N-[1,1-bis(t... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
16.13 2.79 ng/ul 117878 Phenanthrene-d10 17.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbamic acid, N-[1,1-bis(triflu... 413 C19H25F6N02 296242-69-8 50
2 4-(3-Chloropropyl)-2,6-dimethylp... 198 C11H15CIO 111112-96-0 49
3 2-p-Nitrobenzoyl-1,3,5-tri-0O-ani... 701 C36H31N014 1000129-80-2 47
4 N-(3-Hydroxy-2,6-dimethyl-4-pyri... 300 C18H24N202 1000260-99-3 47
5 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 47
Abundance Scan 2262 (16.128 min): BG018704.D (-2257) (-) m/z 135.00 100.00%
135
91
5000
199 15:80 16.00 1620 16.40 _
...‘,lall.%.l,l.‘.:.‘,...U,.... e e M/Z 91.00  66.11%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 700
Abundance #158927: Carbamic acid, N-[1,1-bis(trifluoromethyl)ethyl]-...
135
5000 R AR PR IR RS
15,80 16.00 16.20 16.40
m/z 155.00 24 _45%
41 91| | 171206 247284

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 700
Abundance
135
15.80 16.00 16.20 16.40
5000 m/z 107.00 18.89%
91 198
41
mewwwwwmm
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 700
Abundance #174096: 2-p-Nitrobenzoyl-1,3,5-tri-O-anisoy!-.beta.-d-rib...
135 15.80 16.00 16.20 16.40
m/z 65.00 17 .55%
5000
77
411, 1l e: 285 382 535 701
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 700 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091615\
Data File : BG018704.D

Acq On : 16 Sep 2015 12:32

Operator : TP

Sample : 63641-10DL 5X

Misc :

ALS Vial : 4 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 29 unknown-08 Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
16.21 3.19 ng/ul 134585 Phenanthrene-d10 17.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 4-(2-Bromo-phenyl)-6-methyl-2-ox. ..
2 Butane, 2-methyl-3-(methylthio)-

3 Propanoic acid, 2-methyl-, tert-.._.
4 3-(Methylthio)-2-butanone

5 Chloromethyldimethylisopropoxysi...

384 C15H17BrN203S
118 C6H14S

202 C10H2202Si
118 C5H100S

166 C6H15CIOSi

1000296-75-4 32
053897-51-1 30
111864-21-2 27
053475-15-3 27
018171-11-4 27

Abundance Scan 2276 (16.210 min): BG018704.D (-2272) (-) m/z 75.00 100.00%
75
5000
107
45 15145 173 216 281 15.80 16.00 16.20 16.40 16.60
ARSI U NS . E— m/z 79.00 69.66%
m/z--> 50 100 150 200 250 300 350
Abundance #152285: 4-(2-Bromo-phenyl)-6-methyl-2-oxo-1,2,3,4-tetrahy ...
75
5000
15.80 16.00 16.20 16.40 16.60
47 155 m/z 74.00 67.82%
Lk 192128 | 185 213231 265 200309 384
e e A e e e Al B e T A
m/z--> 50 100 150 200 250 300 350
Abundance
75 q
T e
15.80 16.00 16.20 16.40 16.60
s000] 43 m/z 61.00 56.96%
118
L B LA
m/z--> 50 100 150 200 250 300 350 "
Abundance #57075: Propanoic acid, 2-methyl-, tert-butyldimethylsilyl... T e
75 15.80 16.00 16.20 16.40 16.60
m/z 107.00 33.72%
145
5000
41
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091615\
Data File : BG018704.D

Acq On : 16 Sep 2015 12:32

Operator : TP

Sample : 63641-10DL 5X

Misc :

ALS Vial : 4 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 30 unknown-09 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
17.16 2.09 ng/ul 88285 Phenanthrene-d10 17.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cyclopenta[c]furan, hexahydro... 152 C10H160 344294-72-0 38
2 Chloroethyl 2-hexyl ether 164 C8H17CIO 1000131-99-1 38
3 Bis(2-(2-chloroethoxy)ethyl)ether 230 C8H16CI1203 000638-56-2 32
4 Benzenemethanol, .alpha.-ethyl- 136 C9H120 000093-54-9 30
5 1-Hydroxy,1l-phenyl-2-propanone 150 C9H1002 1000222-86-8 27
Abundance Scan 2438 (17.162 min): BG018704.D (-2433) (-) m/z 107.00 100.00%
63
5000
45 VS M ol it Ll N,
16.80 17.00 17.20 17.40
m/z 79.00 95 .38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #24243: 4H-Cyclopenta[c]furan, hexahydro-1,1-dimethyl-4-me...
79 107
43 Nafonn
5000 122 NI U BRI SR
16.80 17.00 17.20 17.40
3 m/z 63.00 70.80%
27 59 T 137
II”II‘I\”UH\I\I\ .‘”...““..:H.l.‘l..l‘....‘l.%?z T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
107
16.80 17.00 17.20 17.40
5000 63 m/z 137.00 43_.07%
45
83 129 149164
mﬁmﬁwﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #76575: Bis(2-(2-chloroethoxy)ethyl)ether
63 16.80 17.00 17.20 17.40
m/z 65.00 29.64%
45
5000 107
27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091615\
Data File : BG018704.D

Acq On : 16 Sep 2015 12:32

Operator : TP

Sample : 63641-10DL 5X

Misc :

ALS Vial : 4 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 31 3-Amino-3-(4-chlorophenyl)p... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.07 8.75 ng/ul 369489 Phenanthrene-d10 17.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Amino-3-(4-chlorophenyl)propio... 199 C9H10CINO2 019947-39-8 58
2 Phosphinic acid amide, diisoprop... 225 C12H20NOP 176727-32-5 53
3 Acetamide, 2-(p-chloroanilino)-N._.. 212 C10H13CIN20 090875-42-6 45
4 2,5-Thiophenedicarboxaldehyde 140 C6H402S 000932-95-6 43
5 2,5-Thiophenedicarboxaldehyde 140 C6H402S 000932-95-6 43

Abundance Scan 2592 (18.067 min): BG018704.D (-2587) (-) m/z 140.00 100.00%

140

5000

17.80 18.00 18.20 18.40
m/z 225.00 34.02%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55723: 3-Amino-3-(4-chlorophenyl)propionic acid
140
5000 LI L L L L L LB LN LB
17.80 18.00 18.20 18.40
m/z 142.00 29.74%
42
w or 13 | 155 18 1
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
140
T
17.80 18.00 18.20 18.40
5000 225 m/z 43.00 20.54%
41
122
65 93 182

wwmmﬁwmmmm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #63932: Acetamide, 2-(p-chloroanilino)-N,N-dimethyl- R B LA R e
140 17.80 18.00 18.20 18.40

m/z 138.00 16.32%

5000

111
28 4458 77 g1 154 179194

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091615\
Data File : BG018704.D

Acq On : 16 Sep 2015 12:32

Operator : TP

Sample : 63641-10DL 5X

Misc :

ALS Vial : 4 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 32 unknown-11 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

18.44 3.55 ng/ul 150002 Phenanthrene-d10 17.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Chloromethyldimethylisopropoxysi... 166 C6H15CIOSi 018171-11-4 37
2 3-(Methylthio)-2-butanone 118 C5H100S 053475-15-3 35
3 Ethanethiol, 2-trimethylsiloxy- 150 C5H140SSi 037515-85-8 35
4 Butane, 2-methyl-3-(methylthio)- 118 C6H14S 053897-51-1 35

5 4-(2-Bromo-phenyl)-6-methyl-2-ox... 384 C15H17BrN203S 1000296-75-4 32

Abundance Scan 2655 (18.437 min): BG018704.D (-2651) (-) m/z 75.00 100.00%

5000

18.20 18.40 18.60 18.80
m/z 79.00 64.98%

45 61

127 150164178 202218

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #33482: Chloromethyldimethylisopropoxysilane
75
5000 117
18.20 18.40 18.60 18.80
103 m/z 107.00 49 _.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
75
ST T
18.20 18.40 18.60 18.80
5000 m/z 74.00 28.46%
41 118
27 | % 100
wwwmwrwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23036: Ethanethiol, 2-trimethylsiloxy-
75 18.20 18.40 18.60 18.80
m/z 92.00 28.27%
5000
103 135
\\ 8y | 119 | 150
”.P”.P”.P”.P”.P”q.”..”..”..”..”..”..”w.”q”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091615\
Data File : BG018704.D

Acq On : 16 Sep 2015 12:32

Operator : TP

Sample : 63641-10DL 5X

Misc :

ALS Vial : 4 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 22.3 ng/ul 315322 1 8.00 283201 20.0
unknown-01 5.44 28.1 ng/ul 398310 1 8.00 283201 20.0
1,4-Oxathiane 5.93 21.5 ng/ul 305014 1 8.00 283201 20.0
3,4-Dimethyl-3-he... 6.29 4.0 ng/ul 56005 1 8.00 283201 20.0
2-Pentanol, 3-eth... 6.53 2.4 ng/ul 34219 1 8.00 283201 20.0
unknown-02 8.08 4.8 ng/ul 67357 1 8.00 283201 20.0
Butane, 1,1"-[met... 8.54 18.5 ng/ul 262418 1 8.00 283201 20.0
Cyclopentanone, 2... 9.38 2.6 ng/ul 37467 1 8.00 283201 20.0
Bicyclo[2.2.1]hep... 9.51 3.8 ng/ul 70846 2 10.81 378026 20.0
Benzene, 1,2,4,5-._.. 9.69 2.5 ng/ul 46548 2 10.81 378026 20.0
unknown-03 10.08 3.9 ng/ul 72835 2 10.81 378026 20.0
unknown-04 10.21 4.5 ng/ul 85631 2 10.81 378026 20.0
unknown-05 10.35 3.7 ng/ul 69508 2 10.81 378026 20.0
[1,4,5]0xadithiepane 10.61 3.3 ng/ul 62981 2 10.81 378026 20.0
unknown-06 11.13 10.0 ng/ul 189512 2 10.81 378026 20.0
unknown-07 11.45 2.7 ng/ul 51112 2 10.81 378026 20.0
Ethane, 1,2-bis(2... 11.93 98.3 ng/ul 1857850 2 10.81 378026 20.0
Phenol, p-tert-bu... 12.14 9.9 ng/ul 187463 2 10.81 378026 20.0
Propofol 12.34 2.7 ng/ul 50233 2 10.81 378026 20.0
Benzoic acid, 2,4... 13.63 3.0 ng/ul 118502 3 14.63 783886 20.0
Benzenamine, 3,5-... 13.97 2.0 ng/ul 78817 3 14.63 783886 20.0
Carbamic acid, N-... 16.13 2.8 ng/ul 117878 4 17.37 844965 20.0
unknown-08 16.21 3.2 ng/ul 134585 4 17.37 844965 20.0
unknown-09 17.16 2.1 ng/ul 88285 4 17.37 844965 20.0
3-Amino-3-(4-chlo... 18.07 8.8 ng/ul 369489 4 17.37 844965 20.0
unknown-11 18.44 3.5 ng/ul 150002 4 17.37 844965 20.0
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