LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO061515\
Data File : BM001703.D

Acq On 15 Jun 2015 19:02

Operator : TP/1Z

Sample - G2610-07

Misc :

ALS Vial : 10 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_M\METHODS\SOMO2.2-EPA-BM061515.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 2.810 16 21 29 rvw 93885 137472 3.12% 0.217%
2 2.881 29 33 39 rVW 265075 313114 7.11% 0.494%
3 2.928 39 41 46 rvB 11892 14844 0.34% 0.023%
4 3.140 74 77 84 rvVB 14633 18218 0.41% 0.029%
5 3.410 119 123 128 rBvY 16051 22185 0.50% 0.035%
6 4.192 250 256 263 rBvV 56709 74305 1.69% 0.117%
7 4.787 353 357 367 rvB 66373 96053 2.18% 0.152%
8 4.945 380 384 389 rvB 13619 18260 0.41% 0.029%
9 6.175 589 593 601 rBV 118805 169162 3.84% 0.267%
10 6.834 698 705 706 rBV 292809 379842 8.62% 0.599%

11 6.857 706 709 718 rVB 456026 743229 16.87% 1.173%
12 7.004 728 734 741 rBV 197675 289297 6.57% 0.456%
13 7.198 760 767 774 rBV 271152 428587 9.73% 0.676%
14 7.257 774 777 785 rVB2 18950 26638 0.60% 0.042%
15 7.669 840 847 853 rvB 248979 390892 8.87% 0.617%

16 8.369 960 966 974 rVB 352879 542377 12.31% 0.856%
17 8.828 1037 1044 1047 rBvV 245203 396618 9.00% 0.626%
18 8.869 1047 1051 1059 rVvB 347782 549859 12.48% 0.868%
19 9.386 1132 1139 1147 rBV 652120 1013786 23.01% 1.599%
20 9.545 1160 1166 1172 rBV 210126 328435 7.46% 0.518%

21 9.698 1187 1192 1199 rVB 12078 17963 0.41% 0.028%
22 10.104 1250 1261 1270 rBV2 923915 1998777 45.37% 3.153%
23 10.457 1312 1321 1325 rBV 324453 545876 12.39% 0.861%
24 10.510 1325 1330 1338 rVVv 887315 1452995 32.98% 2.292%
25 10.598 1338 1345 1357 rVB 312950 510707 11.59% 0.806%

26 11.380 1469 1478 1492 rBV 279111 575952 13.07% 0.909%
27 11.780 1540 1546 1551 rBV 24704 37396 0.85% 0.059%
28 12.668 1691 1697 1703 rVB 55247 80862 1.84% 0.128%
29 12.745 1703 1710 1720 rVvVv 967167 1438302 32.65% 2.269%
30 12.921 1734 1740 1745 rVB 99892 135123 3.07% 0.213%

31 13.192 1779 1786 1796 rVB 1158894 1857001 42.15% 2.930%
32 13.733 1872 1878 1882 rBV 601972 804799 18.27% 1.270%
33 13.780 1882 1886 1893 rVV 179621 235407 5.34% 0.371%
34 14.010 1920 1925 1933 rVB 609462 909462 20.64% 1.435%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO061515\
Data File : BM001703.D

Acq On 15 Jun 2015 19:02

Operator : TP/1Z

Sample - G2610-07

Misc :

ALS Vial : 10 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_M\METHODS\SOMO2.2-EPA-BM061515.M
SVOA CALIBRATION

35 14.321 1972 1978 1985 rVB2 458785 680644 15.45% 1.074%

36 14.521 2006 2012 2021 rBV 388494 556537 12.63% 0.878%
37 14.586 2021 2023 2028 rVV2 14935 23794 0.54% 0.038%
38 14.745 2044 2050 2057 rVVv3 7503 16922 0.38% 0.027%
39 15.151 2112 2119 2126 rVB 1543827 1958822 44 .46% 3.090%
40 15.315 2141 2147 2155 rBVY 911518 1277117 28.99% 2.015%

41 15.439 2162 2168 2179 rVB2 361415 499545 11.34% 0.788%
42 15.586 2185 2193 2199 rBV 1111601 1405305 31.90% 2.217%

43 15.645 2199 2203 2206 rVV 11593 15325 0.35% 0.024%
44 15.686 2206 2210 2215 rVB 115835 153146 3.48% 0.242%
45 16.068 2272 2275 2281 rVB3 15067 21560 0.49% 0.034%
46 16.156 2285 2290 2294 rBV 11179 14785 0.34% 0.023%
47 16.215 2294 2300 2306 rVV3 23961 39658 0.90% 0.063%
48 16.274 2306 2310 2313 rVVv2 11452 16961 0.39% 0.027%
49 16.315 2313 2317 2321 rVV2 27477 38322 0.87% 0.060%

50 16.368 2321 2326 2330 rVV 862406 1248961 28.35% 1.970%

51 16.403 2330 2332 2337 rVV 144998 169060 3.84% 0.267%
52 16.480 2337 2345 2349 rVVv2 47872 109081 2.48% 0.172%
53 16.539 2349 2355 2360 rVV 1153122 1506292 34.19% 2.376%

54 16.833 2400 2405 2407 rBV 11351 14950 0.34% 0.024%
55 16.886 2410 2414 2416 rVV 18753 25791 0.59% 0.041%
56 16.921 2416 2420 2427 rVB2 38462 73714 1.67% 0.116%
57 17.027 2433 2438 2440 rBV 42829 50202 1.14% 0.079%

58 17.068 2440 2445 2448 rVV 576278 825564 18.74% 1.302%
59 17.109 2448 2452 2457 rVV 1463399 2005774 45.53% 3.164%
60 17.168 2457 2462 2470 rVB 1114367 1504563 34.15% 2.374%

61 17.333 2480 2490 2501 rBV 132673 245083 5.56% 0.387%
62 17.480 2502 2515 2520 rBV 2061115 2969680 67.41% 4.685%

63 17.562 2527 2529 2534 rVB2 12906 14451 0.33% 0.023%
64 17.662 2542 2546 2551 rBV 50764 61582 1.40% 0.097%
65 17.962 2592 2597 2606 rBV2 221296 316628 7.19% 0.500%
66 18.039 2606 2610 2614 rVB 20566 26187 0.59% 0.041%
67 18.262 2643 2648 2650 rBV2 10382 14867 0.34% 0.023%
68 18.827 2739 2744 2747 rBV 111758 149147 3.39% 0.235%
69 19.056 2779 2783 2788 rVVv4 14379 29462 0.67% 0.046%
70 19.103 2788 2791 2792 rVV3 12779 14292 0.32% 0.023%

71 19.150 2792 2799 2804 rVB 105270 143407 3.26% 0.226%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO061515\
Data File : BM001703.D

Acq On 15 Jun 2015 19:02

Operator : TP/1Z

Sample - G2610-07

Misc :

ALS Vial : 10 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:\HPCHEM1I\BNA_M\METHODS\SOMO02.2-EPA-BM061515.M

= SVOA CALIBRATION

72 19.244 2810 2815 2824 rBV3 60147 100588 2.28% 0.159%
73 19.468 2846 2853 2858 rBV 1436410 1959285 44.48% 3.091%

74 19.980 2936 2940 2943 rBV4 35302 46268 1.05% 0.073%
75 20.015 2943 2946 2952 rVVv2 41025 49505 1.12% 0.078%
76 20.080 2955 2957 2962 rVB4 10700 14089 0.32% 0.022%
77 20.197 2974 2977 2984 rVBS8 9272 17371 0.39% 0.027%

78 20.344 2998 3002 3007 rVB 96180 106521 2.42% 0.168%
79 20.403 3007 3012 3017 rVB 1631498 1844817 41.88% 2.911%

80 20.580 3039 3042 3046 rVB 15616 19273 0.44% 0.030%
81 20.909 3094 3098 3100 rvVv 15722 19845 0.45% 0.031%
82 20.968 3104 3108 3119 rVvVv 888460 1017796 23.10% 1.606%
83 21.050 3120 3122 3126 rVB5 16142 22019 0.50% 0.035%
84 21.174 3140 3143 3150 rVB 35777 49977 1.13% 0.079%

85 21.256 3152 3157 3160 rVvVv 879789 1172756 26.62% 1.850%

86 21.297 3160 3164 3173 rVB 2653285 3203255 72.71% 5.054%

87 21.415 3180 3184 3188 rBV5 19595 26675 0.61% 0.042%
88 21.856 3254 3259 3264 rBV2 63111 96185 2.18% 0.152%
89 22.050 3287 3292 3298 rBV 2711669 3419295 77.62% 5.395%
90 22.344 3339 3342 3348 rVv4 37911 59621 1.35% 0.094%

91 22.427 3352 3356 3363 rVB 90489 128108 2.91% 0.202%
92 22.821 3415 3423 3427 rBV 2507244 4405319 100.00% 6.950%
93 22.862 3427 3430 3440 rVB 1827463 2859014 64.90% 4.511%
94 23.262 3494 3498 3504 rVB2 82084 121899 2.77% 0.192%
95 23.344 3504 3512 3522 rBV2 1227055 2213568 50.25% 3.492%

96 23.485 3529 3536 3542 rBV 639903 1174593 26.66% 1.853%
97 24.003 3620 3624 3630 rVB3 26415 41425 0.94% 0.065%
98 24.085 3632 3638 3646 rBV2 157331 323521 7.34% 0.510%
99 25.750 3916 3921 3934 rVB6 59917 156769 3.56% 0.247%
100 26.432 4022 4037 4050 rBV 1282747 3923360 89.06% 6.190%

Sum of corrected areas: 63383693
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO061515\
Data File : BM001703.D

Acq On 15 Jun 2015 19:02

Operator : TP/1Z

Sample : G2610-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM061515_M
Quant Title : SVOA CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM001703.D
2500000
2000000
1500000
1000000 10.10 10,51
9.39
500000 686
2.88 730520 7,67 837 887 055 104660 11.38
617
02' 93.143.21 419 47Pgs ﬂ [l9.70 ]l /\
S P B A B R . ....,....,....,....,....,....,.... L LA
Time--> 300 350 400 450 500 550 600 650 7.00 7.50 800 850 9.00 950 10.00 1050 11.00
Abundance TIC: BM001703.D
2500000
17.48
2000000
15.15 204
1500000 ' 17.11 19.47
13.19 15.59 16.54  1[.17
1000000 12.74 15.32 16.37
13.734.01 ‘ } 17ld7
14,
500000 l 252 54
18.78 l 11 I | 17.96 )
32 92 5,69 Sons - amatis 266 1k 18.8319d54
o178 1267 I 1 AB874 Bo4 16uEeHEN5 18EEKIY ) 111560 1B.08 26 ~ y IWOUH
Time--> 12.00 12.50 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
Abundance TIC: BM001703.D
21,30 22.05 22.82
2500000
2000000 29.86
1500000
23.34 2643
1000000 20.921[p6
3.49
500000
24.09
0582003050 41 21.8G| 22343 2306\  2a@0 2575
e T T T e T T T o T e e T e e e
Time--> 21.00 21.50 22.00 2250 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO061515\
Data File : BM001703.D

Acq On 15 Jun 2015 19:02

Operator : TP/1Z

Sample : G2610-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM061515_M
Quant Title : 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.

2.88 16.02 ng/ul 313114 1,4-Dichlorobenzene-d4 7.67
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 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 17

Abundance Scan 33 (2.881 min): BM001703.D (-29) (-) m/z 73.10 100.00%
3 h
5000 43
55 87
37 50| 7 2.802.903.003.103.203.30
e b S0 e | m/Zz 43.10  37.38%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4391: Butane, 2-methoxy-2-methyl-
73
5000
43 55 2.802.903.003.10 3.203.30
- 87 m/z 55.05 27 .68%
T "|"'H“%% ,JJIJ,??,H,,QQ '§?itl "|"'L|""lp}"'|
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
2.802.903.003.103.203.30
5000 m/z 87.10 26.31%
43 55 g7
29
35 67 80
miz--> 10 2 30 40 50 60 70 8 90 100
Abundance #13286: 2,2,4-Trimethyl-3-pentanol
73 2.802.903.003.103.203.30
m/z 41.05 11.63%
41 55 87
5000
29
— .%?., ...H‘ﬂ... e .??i‘.a.., i ,..?Z, e
m/z--> 10 20 30 40 50 60 70 80 90 100 2.802.903.003.103.203.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO061515\
Data File : BM001703.D

Acq On 15 Jun 2015 19:02

Operator : TP/1Z

Sample : G2610-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM061515_M
Quant Title : 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 3-Penten-2-one, 4-methyl- Concentration Rank 11

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

4.19 3.80 ng/ul 74305 1,4-Dichlorobenzene-d4 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 94
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
4 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86

Abundance Scan 256 (4.192 min): BM001703.D (-250) (-) m/z 83.10 100.00%
55 83
5000 43 o8
| | e . 380 4.00 420 4.40 4.60
B e I i m/z 55.10 92 .84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 NSRS R L
98 3.80 4.00 4.20 4.40 4.60
m/z 43.10 37.41%
'|'”'|'”'|§1'|'“'|'”'|"”|"”|"”|"”|"”
m/z--> 60 80 100 120 140 160 180 200
Abundance
83
55
43 3.80 4.00 4.20 4.40 4.60
5000 m/z 98.10 34_47%
29
98
69
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #3179: 3-Penten-2-one, 4-methyl- A L B
55 83 3.80 4.00 4.20 4.40 4.60
43 m/z 39.10 28.28%
5000 29 98
\‘\ | \‘\ M‘ ! 67 | n
m/z--> 20 40 60 80 100 120 140 160 180 200 380 400 420 440 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO061515\
Data File : BM001703.D

Acq On 15 Jun 2015 19:02

Operator : TP/1Z

Sample : G2610-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM061515_M
Quant Title : 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

4.79 4.91 ng/ul 96053 1,4-Dichlorobenzene-d4 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
4 Acetic acid, 1,l1-dimethylethyl e... 116 C6H1202 000540-88-5 38
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35

Abundance Scan 358 (4.792 min): BM001703.D (-353) (-) m/z 43.10 100.00%
a3
59
5000
i o 15 4k sho 5k
il s e T eeli0 59,907
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
A
5000 59 AR SRR RN LR L
440 4.60 4.80 5.00 5.20
m/z 101.10 22 _.29%
25 31 37 83 g3 101
miz--> T 20 30 40 0 60 70 8 90 100 110
Abundance
43
440 460 480 500 520
5000 5 m/z 58.10 17 .86%
15 101
25 3L 37 53 83
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7949: 2-Pentanone, 4-hydroxy-4-methyl- A e B
43 440 4.60 4.80 5.00 5.20
m/z 41.10 9.17%
5000
58
28 ‘ 101
“'l"“|"““""H"'|“"|"“|??“|??'w""ﬂ"'|' AR SRR RN LR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO061515\
Data File : BM001703.D

Acq On 15 Jun 2015 19:02

Operator : TP/1Z

Sample : G2610-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM061515_M
Quant Title : 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 Ethanol, 2-(2-methoxyethoxy)- Concentration Rank 3

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

6.17 8.66 ng/ul 169162 1,4-Dichlorobenzene-d4 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 90
2 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 90
3 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 83
4 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 74
5 _beta.-Methoxyethoxymethyl chloride 124 C4H9CI02 003970-21-6 64

Abundance Scan 592 (6.169 min): BM001703.D (-589) (-) m/z 45.10 100.00%
45
5000 59
| o 580 600 6.20 640 660
et el kel ey || M7z 59.10  45.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8972: Ethanol, 2-(2-methoxyethoxy)-
45
5000 59 R LR L R
5.80 6.00 6.20 6.40 6.60
31 90 m/z 58.10 26.05%
15 ‘ 75
'"|""|'%$d|"'??'h"|"" |""|'J"|"'Jl""|qg"|""|""|
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
45
580 6.00 6.20 640 660
5000 59 m/z 43.00 16.63%
31
75 90
18 39 102 121
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8975: Ethanol, 2-(2-methoxyethoxy)- e e e
45 5.80 6.00 6.20 6.40 6.60
m/z 90.10 15.23%
5000 59
I T T
\ \ \
m/z--> 10 20 30 40 50 6|O 70 8 90 100 110 120 580 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO061515\
Data File : BM001703.D

Acq On 15 Jun 2015 19:02

Operator : TP/1Z

Sample : G2610-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM061515_M
Quant Title : 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 Propanoic acid, 2-methyl-, ... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.67 2.38 ng/ul 80862 Acenaphthene-d10 14.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid, 2-methyl-, 2,2-d... 216 C12H2403 074367-33-2 72
2 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 50
3 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 43
4 3-Hexenoic acid, 5-hydroxy-2-met... 144 C7H1203 110678-36-9 42
5 Trans-3-methylpent-3-ene-5-0l 100 C6H120 030801-95-7 38
Abundance Scan 1697 (12.668 min): BM001703.D (-1691) (-) m/z 71.10 100.00%
43 7
5000
56 83
| m % "1240 12,60 1280 1300
143 173 : : : :
SN W[ ,.'.|. L M8 B w7 43.10  87.20%
m/z--> 20 40 60 80 100 120 140 160
Abundance #66734: Propanoic acid, 2-methyl-, 2,2-dimethyl-1-(2-hydro...
71
43
5000 RN BAREN RARAN RARAR AR
56 12.40 12.60 12.80 13.00
83 m/z 83.10 36.37%
98
S .‘,“l‘..‘.‘, ol |"‘ .‘. L 11 — |1|4|3| — -1-7:-3|
m/z--> 20 40 60 80 100 120 140 160
Abundance
43 71
12,40 1260 12.80 13.00
5000 56 m/z 41.10 32.36%
29 89
15 101 414 129
miz--> 20 40 60 8 100 120 140 160
Abundance #1804: Butane, 2,2—dimethy|— L L B |ml T lr\l
43 g7 12.40 12.60 12.80 13.00
1 m/z 56.10 31.45%
5000
29
15 || [l I | e
m/z--> 20 40 60 80 100 120 140 160 ' 12.40 12.60 12.80 13.00

SOMO2.2-EPA-BM061515.M Tue Jun 16 13:18:11 2015 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO061515\
Data File : BM001703.D

Acq On 15 Jun 2015 19:02

Operator : TP/1Z

Sample : G2610-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM061515_M
Quant Title : 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 Propanoic acid, 2-methyl-, ... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.92 3.97 ng/ul 135123 Acenaphthene-d10 14.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid, 2-methyl-, 3-hyd... 216 C12H2403 074367-34-3 90
2 Propanoic acid, 2-methyl-, butyl._.. 144 C8H1602 000097-87-0 56
3 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 56
4 Butanoic acid, hexyl ester 172 C10H2002 002639-63-6 56
5 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 53
Abundance Scan 1740 (12.921 min): BM001703.D (-1734) (-) m/z 71.10 100.00%
43 g5 T
89
5000
J 143 173 12.60 12.80 13.00 13.20
SN— el L8 m/z 43.10 89.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #66733: Propanoic acid, 2-methyl-, 3-hydroxy-2,4,4-trimeth...
71
56
43
5000 89 A BRAR BB RN RARRS
12.60 12.80 13.00 13.20
m/z 56.10 81.92%
R .‘,‘w. Lol ma  143ss 173
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43
57 1 RN LR IR
89 12.60 12.80 13.00 13.20
5000 - m/z 89.10 68.42%
101
mz> 20 40 60 80 100 120 140 160 180 A
Abundance #20037: Butanoic acid, butyl ester T A RN VR S
7 12.60 12.80 13.00 13.20
s 8 m/z 41.10 37.94%
5000
29
101
T }?I' H"‘“" 'dl "l"l' frr }%ﬁ T %44 S SN "|""|“"'|"'m|""|
m/z--> 20 40 60 80 100 120 140 160 180 12.60 12.80 13.00 13.20

SOM02.2-EPA-BM061515.M Tue Jun 16 13:18:12 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO061515\
Data File : BM001703.D

Acq On 15 Jun 2015 19:02

Operator : TP/1Z

Sample : G2610-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM061515_M
Quant Title : 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 Benzophenone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.69 4_.50 ng/ul 153146 Acenaphthene-d10 14.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Benzophenone 182 C13H100 000119-61-9 95
3 Benzophenone 182 C13H100 000119-61-9 95
4 Benzophenone 182 C13H100 000119-61-9 91
5 Benzophenone 182 C13H100 000119-61-9 91
Abundance Scan 2211 (15.692 min): BM001703.D (-2206) (-) m/z 105.00 100.00%
105
& 182
5000
51
152 15.40 15.60 15.80 16.00
e 83 BT e | Tw/z 77.05  70.69%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44108: Benzophenone
105
77
182 A
5000 L A S SO B
15.40 15.60 15.80 16.00
o1 m/z 182.05 63.63%
27 39 “ 63 . 126 152
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105
R RRRT T
77 182 15.40 15.60 15.80 16.00
5000 m/z 51.00 30.21%
51
27 39 63 87 115 126 139 192 165
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #44106: Benzophenone R B
77 105 15.40 15.60 15.80 16.00
m/z 50.10 10.69%
51
5000
182
15 2739 | 63 || 87 | 115126 130 152 165 | )
m/z--> 20 40 60 80 100 120 140 160 180 15.40 15.60 15.80 16.00

SOM02.2-EPA-BM061515.M Tue Jun 16 13:18:13 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO061515\
Data File : BM001703.D

Acq On 15 Jun 2015 19:02

Operator : TP/1Z

Sample : G2610-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM061515_M
Quant Title : 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 unknown-01 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.48 2.64 ng/ul 109081 Phenanthrene-d10 17.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiazole, 2,4-dimethyl- 113 C5H7NS 000541-58-2 43
2 2-Propenoic acid, (1-methyl-1,2-._.. 300 C15H2406 042978-66-5 40
3 Thiazole, 2,4-dimethyl- 113 C5H7NS 000541-58-2 37
4 1H-Pyrazole, 4-nitro- 113 C3H3N302 002075-46-9 32
5 (S)-2,6-Dioxohexahydro-4-pyrimid... 158 C5H6N204 005988-19-2 32
Abundance Scan 2345 (16.480 min): BM001703.D (-2337) (-) m/z 55.00 100.00%
56 113
5000
41 3 o 06 135 149 173 186 201 16.20 16.40 16.60 16.80
e b e B L L ST e Tm/z 113.10  89.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6733: Thiazole, 2,4-dimethyl-
72 113
5000 T |-/¥-|----|----|---
45 16.20 16.40 16.60 16.80
m/z 41.05 13.24%
'|"'w"'??“'|"“|"'w""w"'|'“'|"'w""w
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
55 113
16.20 16.40 16.60 16.80
5000 m/z 149.10 11.93%
41
73 85 99 126 143 157 175 199 215
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6739: Thiazole, 2,4-dimethyl-
7 113 16.20 16.40 16.60 16.80
m/z 107.00 11.64%
5000
45
AP hes e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.20 16.40 16.60 16.80

SOMO2.2-EPA-BM061515.M Tue Jun 16 13:18:14 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO061515\
Data File : BM001703.D

Acq On 15 Jun 2015 19:02

Operator : TP/1Z

Sample : G2610-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM061515_M
Quant Title : 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 2-Propenoic acid, (1-methyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.33 5.94 ng/ul 245083 Phenanthrene-d10 17.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenoic acid, (1-methyl-1,2-... 300 C15H2406 042978-66-5 59
2 2-Propenoic acid, (1-methyl-1,2-... 300 C15H2406 042978-66-5 45
3 Dispiro[l,3-dioxolane-2,2"-bicyc... 254 C14H2204 024022-14-8 36
4 Heptyl ethylphosphonofluoridate 210 C9H20F02P 162085-85-0 36
5 Heptyl ethylphosphonofluoridate 210 C9H20F02P 162085-85-0 33
Abundance Scan 2490 (17.333 min): BM001703.D (-2480) (-) m/z 55.05 100.00%
55 113
5000
141
41 6|9 85 99 | 127 | 157171 17.00 17.20 17.40 17.60
b A e e e e || M7z 113.10 0 9436%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #117414: 2-Propenoic acid, (1-methyl-1,2-ethanediyl)bis[ox...
113
55
5000
17.00 17.20 17.40 17.60
m/z 141.10 18.88%
27 41 | 73 87100 | 127 143157171185199 215228
m/z--> 20 40 éo 80 100 120 140 1éo 180 200 220 240
Abundance
55 113
17.00 17.20 17.40 17.60
5000 m/z 69.00 14.67%
41 7399 126 143157 175 109 215
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90657: Dispiro[1,3-dioxolane-2,2'-bicyclo[2.2.1]heptane-3...
99 113 17.00 17.20 17.40 17.60
m/z 41.05 10.96%
5000
41 g5
127141
et ke D 170183106 211204239254 | W el M A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 17.00 17.20 17.40 17.60

SOM02.2-EPA-BM061515.M Tue Jun 16 13:18:15 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO061515\
Data File : BM001703.D

Acq On 15 Jun 2015 19:02

Operator : TP/1Z

Sample : G2610-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM061515_M
Quant Title : 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.96 7.67 ng/ul 316628 Phenanthrene-d10 17.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Pentadecanoic acid 242 C15H3002 001002-84-2 74

Abundance Scan 2597 (17.962 min): BM001703.D (-2592) (-) m/z 73.00 100.00%

43 g0 73
5000 129
143

17.60 17.80 18.00 18.20
m/z 43.05 85.81%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000 29 256 L B e B
129 17.60 17.80 18.00 18.20
213 m/z 60.00 82.50%
157171185
b AL AL \\u e M e | 2T
m/z--> 20 40 60 80 lOO 120 140 160 180 200 220 240 260
Abundance
43
e e
60 17.60 17.80 18.00 18.20
5000 7 m/z 55.10 73.56%
87101115129143157171185199213227242256
A e R R i L R E R e Ea R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75070: Tetradecanoic acid T T
3 60 73 17.60 17.80 18.00 18.20
m/z 57.05 73.16%
5000 29 129
185
228
MH e e AL e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17. 60 17. 80 18. OO 18 20

SOMO2.2-EPA-BM061515.M Tue Jun 16 13:18:16 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO061515\
Data File : BM001703.D

Acq On 15 Jun 2015 19:02

Operator : TP/1Z

Sample : G2610-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM061515_M
Quant Title : 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 1-Heptadecanol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.83 3.61 ng/ul 149147 Phenanthrene-d10 17.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptadecanol 256 C17H360 001454-85-9 94
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 5-Octadecene, (E)- 252 C18H36 007206-21-5 91
4 3-Chloropropionic acid, heptadec... 346 C20H39CI102 1000283-05-1 90
5 1-Hexadecanol 242 C16H340 036653-82-4 87
Abundance Scan 2745 (18.833 min): BM001703.D (-2739) (-) m/z 55.05 100.00%
56 83
4

5000

18.60 18.80 19.00 19.20
m/z 43.10 87.44%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92320: 1-Heptadecanol

69 83

97

18.60 18.80 19.00 19.20
m/z 83.05 85.80%

5000

125

139154168182 210 238

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

43 5; 83 97

111 18.60 18.80 19.00 19.20
5000 10 m/z 57.05 83.46%
- 125
15 139154168182196210224238 266
SN | | R N A St i S
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #89785: 5-Octadecene, (E)- e LR S aa e
55 18.60 18.80 19.00 19.20
m/z 41.10 80.57%
41 | %9 g3
5000
) 111
ﬁ | j‘ 125139 154168181105 204 252
S - SN MR
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18/60 18.80 19.00 19.20

SOMO2.2-EPA-BM061515.M Tue Jun 16 13:18:16 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO061515\
Data File : BM001703.D

Acq On 15 Jun 2015 19:02

Operator : TP/1Z

Sample : G2610-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM061515_M
Quant Title : 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 1-Octadecanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

20.97 17.36 ng/ul 1017800 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 94
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91
4 Cycloeicosane 280 C20H40 000296-56-0 91
5 1-Hexadecanol 242 C16H340 036653-82-4 90

Abundance Scan 3108 (20.968 min): BM001703.D (-3104) (-) m/z 55.10 100.00%

5b 83

5000

20.60 20.80 21.00 21.20
m/z 57.10 93.17%

139154169184 210 236 261 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #100813: 1-Octadecanol
43

5000 LA L L L L L L I
6 20.60 20.80 21.00 21.20
m/z 43.05 92.18%
m | ‘ 196 224 252
— e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 97
69 IIIIIIIIIIIIIIIIIIIIIII
20.60 20.80 21.00 21.20
5000 m/z 83.05 89.62%
125
27 140 188 196 222238 266

memwmwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154046: Bromoacetic acid, octadecyl ester R R e R REREE N
20.60 20.80 21.00 21.20

69 m/z 69.05 82.27%
97

5000

139
154 181 208224 250
e e Rl

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 20 60 20. 80 21. OO 21.20

SOMO2.2-EPA-BM061515.M Tue Jun 16 13:18:17 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO061515\
Data File : BM001703.D

Acq On 15 Jun 2015 19:02

Operator : TP/1Z

Sample : G2610-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM061515_M
Quant Title : 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 2,6,10-Dodecatrien-1-ol, 3,... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

22.43 2.18 ng/ul 128108 Perylene-di12 23.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 000106-28-5 87
2 Squalene 410 C30H50 007683-64-9 87
3 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 86
4 Squalene 410 C30H50 007683-64-9 86

5 Farnesol isomer a 222 C15H260 1000108-92-4 80

Abundance Scan 3357 (22.433 min): BM001703.D (-3352) (-) m/z 69.10 100.00%
69
5000
41
9 137
\ d h ‘ 161 203 31 22.20 22.40 22.60 22.80
e e A e o e e T L o o e m/z 81.05 54 _.72%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #70995: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-, (E,E)-
69
5000 41 L L B L
22. 20 22. 40 22 60 22. 80
m/z 41.05 26.62%
20, |, il Iy ap ‘\ 4116136 161 191 222
L A : — T T T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
69
R o EEEEEEES
22.20 22.40 22.60 22.80
5000 41 m/z 95.05 16.29%
9% 137
161 191 217 273299 341367 410
— T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #158521: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23... B Al EREEEEETS S
69 22.20 22.40 22.60 22.80
m/z 68.05 14 .57%
5000 a1
95
5 |, L“H d d161 191 231 273299 341367 410
LA fr e A e o e O I A
m/z--> 0 50 100 150 200 250 300 350 400 22.20 22.40 22.60 22.80

SOMO2.2-EPA-BM061515.M Tue Jun 16 13:18:18 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO061515\
Data File : BM001703.D

Acq On 15 Jun 2015 19:02

Operator : TP/1Z

Sample : G2610-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM061515_M
Quant Title : 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-02 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
23.26 2.08 ng/ul 121899 Perylene-d12 23.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 [1,1"-Biphenyl]-2,2"-diamine 184 C12H12N2 001454-80-4 46
2 [1,1"-Biphenyl]-2,2"-diamine 184 C12H12N2 001454-80-4 38
3 Thiazolidine-2,4-dione, 2-[5-(4-... 363 C14H10BrN302S 311331-15-4 38
4 Dibenzo-p-dioxin 184 C12H802 000262-12-4 35
5 2-Dibenzofuranol 184 C12H802 000086-77-1 35

Abundance Scan 3498 (23.262 min): BM001703.D (-3494) (-) m/z 184.05 100.00%
184
365
5000
s T, 120 18 - " T o0 7
4 s m/z 365.10  55.54%
m/z--> 50 100 150 200 250 300 350
Abundance #45370: [1,1'-Biphenyl]-2,2'-diamine
184
5000 VAU SRR AR
23.00 23.20 23.40 23.60
- 166 m/z 363.05 53.13%
65 o us 1 |
m/z--> 5|0 l(I)O 150 2CI)O ZéO 300 35|O
Abundance
184
123.00 23.20 23.40 23.60
5000 m/z 167 .05 38.86%
166
27 517 b 117139
m/z--> B I5|0I - Il(I)OI - I15|OI B IZCI)OI B IZéOI - I3OOI - I35|OI -
Abundance #145805: Thiazolidine-2,4-dione, 2-[5-(4-bromophenyl)furfu... R R o
363 23.00 23.20 23.40 23.60
m/z 77.10 19.48%
5000
127
46 ‘ 185 oo 249
_ )Ayht,m,hl?éﬁ,‘u l,h. L 2Ly | 268 292 318336
m/z--> 50 100 150 200 250 300 350 23.00 23.20 23.40 23.60

SOM02.2-EPA-BM061515.M Tue Jun 16 13:18:19 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO061515\
Data File : BM001703.D

Acq On 15 Jun 2015 19:02

Operator : TP/1Z

Sample : G2610-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM061515_M
Quant Title : 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 (DEL) Alkane: Cyclic-01 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
24.09  5.51 ng/ul 323521 perylene-di2 23.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 17-Pentatriacontene 491 c35H70 006971-40-0 91

001599-67-3 90
1000282-97-3 74
088104-31-8 72
038775-38-1 58

2 1-Docosene 308 C22H44

3 Heptafluorobutanoic acid, heptad... 452 C21H35F702
4 2- Chloropropionic acid, octadec... 360 C21H41Cl102
5 1-Hexadecanesulfonyl chloride 324 C16H33CI102S

Abundance Scan 3639 (24.091 min): BM001703.D (-3632) (-) m/z 57.05 100.00%
57 97
5000
PT a0 24100 2470 2alda
153 181207 251 327 415 : : : :
A s A m/z 97.10 87.44%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43
5000 83 I B e
23. 80 24 00 24. 20 24. 40
11 m/z 83.10 83.92%
M‘Md \ ﬁ39167196224 267292 321 462 490
e e s
m/z--> 0 5 150 200 250 300 350 400 450
Abundance
55
AR s
97 23.80 24.00 24.20 24.40
5000 m/z 69.05 78.94%
29
125
153 181 308
e A e e B i
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester B LR s B e
57 23.80 24.00 24.20 24.40
83 m/z 43.10 77.57%
5000
111
29
169 238
MRS B0 2 | e e
m/z--> 0 50 100 150 200 250 300 350 400 450 23. 80 24 00 24. 20 24. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO061515\
Data File : BM001703.D

Acq On 15 Jun 2015 19:02

Operator : TP/1Z

Sample : G2610-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM061515_M
Quant Title : 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 18 (DEL) Alkane: Cyclic-02 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
25.75 2.67 ng/ul 156769 Perylene-di12 23.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 90
2 1-Docosene 308 C22H44 001599-67-3 80
3 E-15-Heptadecenal 252 C17H320 1000130-97-9 80
4 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 80
5 Acetic acid, chloro-, octadecyl ... 346 C20H39CI02 005348-82-3 72
Abundance Scan 3921 (25.750 min): BM001703.D (-3916) (-) m/z 57.10 100.00%
57 83
5000 111
129 0 o 327 25.40 25.60 25.80 26.00
— .-&",'..'..J,....',.?7.8.,....3]5?...,....,...., m/z 83.05 88.54%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #168065: 17-Pentatriacontene
57
5000
25.40 25.60 25.80 26.00
29 125 m/z 97.05 87.71%
L H “H \‘H mw u‘h “\. s ?1?99‘?36 267292 320 348 376 406 434462 490
m/z--> 0 50 250 300 350 400 450
Abundance
55
97 25.40 25.60 25.80 26.00
5000 m/z 55.05 75 .39%
29
125
153 181 308
m/iz--> 0 50 100 150 200 250 300 350 400 450 '
Abundance #89757: E-15-Heptadecenal LA B B
43 25.40 25.60 25.80 26.00

m/z 43.10 68.29%

83
5000
111
| 139 168 196 224 252

m/z--> 0 50 100 150 200 250 300 350 400 450 25 40 25 60 25. 80 26. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO061515\
Data File : BM001703.D

Acq On 15 Jun 2015 19:02

Operator : TP/1Z

Sample - G2610-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM061515 .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... 2.88 16.0 ng/ul 313114 1 7.67 390892 20.0
3-Penten-2-one, 4... 4.19 3.8 ng/ul 74305 1 7.67 390892 20.0
2-Pentanone, 4-hy... 4.79 4.9 ng/ul 96053 1 7.67 390892 20.0
Ethanol, 2-(2-met... 6.17 8.7 ng/ul 169162 1 7.67 390892 20.0
Propanoic acid, 2... 12.67 2.4 ng/ul 80862 3 14.32 680644 20.0
Propanoic acid, 2... 12.92 4.0 ng/ul 135123 3 14.32 680644 20.0
Benzophenone 15.69 4.5 ng/ul 153146 3 14.32 680644 20.0
unknown-01 16.48 2.6 ng/ul 109081 4 17.07 825564 20.0
2-Propenoic acid, ... 17.33 5.9 ng/ul 245083 4 17.07 825564 20.0
n-Hexadecanoic acid 17.96 7.7 ng/ul 316628 4 17.07 825564 20.0
1-Heptadecanol 18.83 3.6 ng/ul 149147 4 17.07 825564 20.0
1-Octadecanol 20.97 17.4 ng/ul 1017800 5 21.26 1172760 20.0
2,6,10-Dodecatrie... 22.43 2.2 ng/ul 128108 6 23.49 1174590 20.0
unknown-02 23.26 2.1 ng/ul 121899 6 23.49 1174590 20.0
(DEL) Alkane: Cyc... 24.09 5.5 ng/ul 323521 6 23.49 1174590 20.0
(DEL) Alkane: Cyc... 25.75 2.7 ng/ul 156769 6 23.49 1174590 20.0
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