LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM0O05127.D

Aca On : 28 Apr 2016 23:17

Operator : UM/SJ

Sample : H2639-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 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-BM042516 .M

Title - SVOA CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.369 281 286 293 rVB 35355 46799 2.35% 0.201%
2 5.851 534 538 548 rVB 73699 110146 5.54% 0.472%
3 6.822 692 703 710 rBB2 24939 54617 2.75% 0.234%
4 6.957 719 726 732 rBV 37240 61568 3.10% 0.264%
5

7.122 748 754 760 rBV 111524 169580 8.53% 0.727%

7.322 782 788 796 rBB 127589 196360 9.88% 0.842%
7.404 796 802 806 rBV 46865 66642 3.35% 0.286%
rBv 164080 262541 13.21% 1.126%
8.157 924 930 937 rBB 84387 129157 6.50% 0.554%
8.322 952 958 964 rBV 236390 381079 19.17% 1.635%
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11 8.492 964 987 998 rvB2 261751 1192782 60.00% 5.116%
12 8.945 1058 1064 1074 rVB2 152628 293911 14.78% 1.261%
13 9.098 1084 1090 1093 rBV2 31160 51053 2.57% 0.219%
14 9.139 1093 1097 1104 rVB 70001 106406 5.35% 0.456%
15 9.263 1108 1118 1124 rBV2 83567 183029 9.21% 0.785%

16 9.322 1124 1128 1135 rVB 30145 45550 2.29% 0.195%
17 9.663 1180 1186 1193 rBB 124313 200596 10.09% 0.860%
18 9.828 1208 1214 1223 rBV2 17665 33127 1.67% 0.142%
19 9.928 1223 1231 1235 rVV2 42000 84003 4.23% 0.360%

20 9.986 1235 1241 1251 rVV5 145359 279347 14.05% 1.198%

21 10.075 1251 1256 1267 rVB3 9471 25779 1.30% 0.111%
22 10.204 1272 1278 1285 rBV 207395 349499 17 .58% 1.499%
23 10.581 1335 1342 1345 rBvV 257380 436839 21.97% 1.874%
24 10.628 1345 1350 1362 rVV 727389 1283951 64.58% 5.507%
25 10.745 1362 1370 1379 rVB 322662 566395 28.49% 2.429%

26 11.163 1432 1441 1449 rBV 26509 50000 2.51% 0.214%
27 11.251 1449 1456 1466 rVB4 16122 32060 1.61% 0.138%
28 11.398 1469 1481 1485 rBV 81298 159479 8.02% 0.684%
29 11.475 1485 1494 1524 rVV 923675 1988108 100.00% 8.527%

30 11.692 1525 1531 1540 rVB 27769 58892 2.96% 0.253%
31 11.933 1565 1572 1581 rVB 41426 75398 3.79% 0.323%
32 12.133 1601 1606 1616 rVB 40887 69994 3.52% 0.300%
33 12.239 1619 1624 1632 rVB 45194 65932 3.32% 0.283%

34 12.463 1649 1662 1677 rVB 282903 504781 25.39% 2.165%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM0O05127.D

Aca On : 28 Apr 2016 23:17

Operator : UM/SJ

Sample : H2639-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 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:\HPCHEM1I\BNA M\METHODS\SOMO2.2-EPA-BM042516.M
Title = SVOA CALIBRATION
35 12.810 1717 1721 1729 rBV 19724 28798 1.45% 0.124%

36 13.257 1790 1797 1804 rBV 203675 310796 15.63% 1.333%
37 13.474 1823 1834 1845 rBV 245200 492823 24.79% 2.114%

38 13.751 1875 1881 1886 rBV 16424 24139 1.21% 0.104%
39 13.839 1886 1896 1902 rBV 409599 716768 36.05% 3.074%
40 14.027 1924 1928 1933 rVB2 26454 37587 1.89% 0.161%

41 14.121 1938 1944 1955 rVB 422402 678397 34.12% 2.910%
42 14.298 1963 1974 1987 rvv2 103707 180014 9.05% 0.772%
43 14.427 1989 1996 2002 rVV2 416197 679604 34.18% 2.915%
44 14.492 2002 2007 2015 rVB 381814 606631 30.51% 2.602%
45 14.639 2027 2032 2039 rBV3 43194 77287 3.89% 0.331%

46 14.827 2058 2064 2068 rBVY 414925 640637 32.22% 2.748%
47 14.910 2074 2078 2088 rVB2 77438 155880 7.84% 0.669%
48 15.033 2096 2099 2107 rVB4 10845 21141 1.06% 0.091%
49 15.257 2132 2137 2146 rVB4 45375 104712 5.27% 0.449%
50 15.421 2156 2165 2171 rVV 530819 852140 42.86% 3.655%

51 15.474 2171 2174 2181 rVVv4 28390 53060 2.67% 0.228%
52 15.545 2181 2186 2192 rVB 181112 242631 12.20% 1.041%
53 15.674 2203 2208 2214 rVB6 10088 23073 1.16% 0.099%
54 15.768 2220 2224 2231 rVB4 22536 38996 1.96% 0.167%
55 15.880 2238 2243 2246 rBV4 15922 25438 1.28% 0.109%
56 15.915 2246 2249 2256 rVB3 21475 37664 1.89% 0.162%
57 16.010 2260 2265 2272 rBV5 12528 23472 1.18% 0.101%
58 16.157 2281 2290 2302 rVB3 69874 157297 7.91% 0.675%
59 16.345 2317 2322 2327 rBV 65595 91000 4._.58% 0.390%
60 16.392 2327 2330 2334 rVV2 22677 31869 1.60% 0.137%
61 16.451 2337 2340 2348 rVB3 15900 31099 1.56% 0.133%
62 16.580 2357 2362 2370 rBV3 21102 33420 1.68% 0.143%
63 16.710 2377 2384 2389 rBV 45735 70488 3.55% 0.302%
64 16.927 2416 2421 2426 rBV3 20074 30167 1.52% 0.129%

65 17.021 2426 2437 2441 rVV2 50316 117331 5.90% 0.503%

66 17.074 2441 2446 2453 rVV 87407 152350 7.66% 0.653%
67 17.139 2453 2457 2458 rVV2 13966 20125 1.01% 0.086%
68 17.180 2458 2464 2467 rVV 523662 806892 40.59% 3.461%
69 17.215 2467 2470 2475 rVV 278304 412776 20.76% 1.770%
70 17.274 2475 2480 2490 rVV2 623394 949453 47.76% 4.072%

71 17.380 2494 2498 2501 rVvVv 15315 22710 1.14% 0.097%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM0O05127.D

Aca On : 28 Apr 2016 23:17

Operator : UM/SJ

Sample : H2639-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 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:\HPCHEM1I\BNA M\METHODS\SOMO2.2-EPA-BM042516.M
Title = SVOA CALIBRATION
72 17.509 2516 2520 2524 rVV2 16321 24288 1.22% 0.104%

73 17.580 2524 2532 2543 rVV 193483 292235 14.70% 1.253%
74 18.068 2608 2615 2618 rBV3 99510 173875 8.75% 0.746%

75 18.139 2624 2627 2631 rVB 32148 36923 1.86% 0.158%
76 18.245 2640 2645 2649 rBV3 11726 20275 1.02% 0.087%
77 18.962 2763 2767 2779 rVB5 20120 42476 2.14% 0.182%
78 19.203 2804 2808 2810 rBVZ2 17223 24044 1.21% 0.103%
79 19.233 2810 2813 2819 rVB 33815 52128 2.62% 0.224%

80 19.351 2826 2833 2839 rBV 72609 120209 6.05% 0.516%

81 19.574 2865 2871 2881 rBV 689768 1014370 51.02% 4_.351%

82 20.109 2958 2962 2967 rVB 21731 27885 1.40% 0.120%
83 20.303 2990 2995 3008 rBvV 97992 222771 11.21% 0.955%
84 20.509 3026 3030 3034 rVB 83414 93334 4.69% 0.400%
85 20.603 3043 3046 3050 rVB2 34153 37331 1.88% 0.160%
86 21.068 3121 3125 3136 rVB2 97120 131041 6.59% 0.562%
87 21.274 3156 3160 3164 rBV 18257 22512 1.13% 0.097%
88 21.362 3170 3175 3188 rVB 610966 850358 42.77% 3.647%
89 21.503 3196 3199 3204 rVV 24583 26454 1.33% 0.113%
90 21.950 3271 3275 3280 rBV2 25652 38031 1.91% 0.163%

91 23.497 3531 3538 3552 rVB2 374753 760762 38.27% 3.263%
92 23.644 3556 3563 3573 rvB2 338118 673548 33.88% 2.889%
93 24.162 3646 3651 3658 rVB 19585 35778 1.80% 0.153%

Sum of corrected areas: 23314693
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005127.D

Aca On : 28 Apr 2016 23:17

Operator : UM/SJ

Sample : H2639-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

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

Abundance TIC: BM005127.D
114

800000
10.63

600000

400000

83349 105

200000
713.32 .9 8.95 9.66 9:99
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Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BM005127.D

800000
19.57

17.27

600000
15.42 17.18

13.844.1214.43 14.83
400000 14.49

12.46
13.47

13.26 5.54

200000
20.30
18.07 1935

1-6’91'9321\324 12.81 13. db,  18.989 20.1

Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM005127.D

800000

21.36
600000

23,50
400000 3.64

200000
1 21.07

5
0.60 |1 #4.50 21.95 24.16
A A\

R

Time--> 21.00 2150 22.00 2250 23.00 2350 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\BM042816\
Data File : BM005127.D

Aca On : 28 Apr 2016 23:17

Operator : UM/SJ

Sample : H2639-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Hexanal Concentration Rank 22

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

4_37 3.57 ng/ul 46799 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 90
2 Hexanal 100 C6H120 000066-25-1 90
3 Hexanal 100 C6H120 000066-25-1 90
4 Hexanal 100 C6H120 000066-25-1 64
5 1,5-Pentanediol 104 C5H1202 000111-29-5 33

Abundance Scan 286 (4.369 min): BM005127.D (-281) (-) m/z 44.10 100.00%
41 561
5000
21 g1 AR R U L
| | || | 4.00 420 4.40 4.60 4.80
o 14114 Y m/z 56.10 96.60%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3695: Hexanal
44.0
56.0
27.0
5000 AR R U LR

4.00 4.20 4.40 4.60 4.80
m/z 41.10 93.03%

720 g0
0 ‘ ‘ il \\‘ ‘
R LA B e e B L
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
44.0 56.0
R
4.00 420 4.40 4.60 4.80
5000 m/z 57.10 70.89%
27.0
72.0 82.0
15.0 100.0
o RIS eI VSRS 1 1B 1) VARSI AN, SN SO
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3694: Hexanal s e e R o
44.0 56.0 4.00 420 4.40 4.60 4.80
m/z 43.10 67.03%
5000 29.0
720 g0
. | U ] O Y 1000
TR B B B L B R e e R
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005127.D

Aca On : 28 Apr 2016 23:17

Operator : UM/SJ

Sample : H2639-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 Heptanal Concentration Rank 8

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

5.85 8.39 ng/ul 110146 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanal 114 C7H140 000111-71-7 64
2 Heptanal 114 C7H140 000111-71-7 59
3 Heptanal 114 C7H140 000111-71-7 52
4 2-Pentene. (E)- 70 C5H10 000646-04-8 43
5 Heptanal 114 C7H140 000111-71-7 43

Abundance Scan 538 (5.851 min): BM005127.D (-534) (-) m/z 55.05 100.00%
41.0 58.0 70.1
5000
811 98.1 I B W
ol ”| | | 560 5.80 6.00 6.20
| B — 11 e AV | i S  E— m/z 70.10 90.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7233: Heptanal
44.0
270 70.0
5000 5.0 IR RN AR LR
5.60 5.80 6.00 6.20
810 m/z 41.05 86.18%
: 96.0
0..,”..“.:wu.”g...,nH:,”.$Jh..“.lw..h,.”.}?fQ,”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
44.0
70.0 LR R UL UL IR
29.0 55.0 560 580 6.00 6.20
5000 ' m/z 43.10 79.64%
81.0
0 "|'%§'9|"" [N SIS SO SURL I "'I'?él?l"' '%}?3q|'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7232: Heptanal e R Ry m
44.0 70.0 5.60 5.80 6.00 6.20
m/z 44.05 75.68%
55.0
5000 29.0
0 "|}ﬁq|""|""w "I""I"”""I""I”"I""%}?RI" IR SRR AR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005127.D

Aca On : 28 Apr 2016 23:17

Operator : UM/SJ

Sample : H2639-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 Hexanoic acid Concentration Rank 17

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

6.82 4.16 ng/ul 54617 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 90
2 Hexanoic acid 116 C6H1202 000142-62-1 83
3 Hexanoic acid 116 C6H1202 000142-62-1 83
4 Pentanoic acid 102 C5H1002 000109-52-4 64
5 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 64

Abundance Scan 703 (6.822 min): BM005127.D (-692) (-) m/z 60.00 100.00%
60.0
5000 730
411
| ‘” | | 87.1 6.40 6.60 6.80 7.00 7.20
0 ..,....,....,....,....,..!'. bt e . m/Zz 73.00 51.30%
m/z--> 10 20 30 40 60 70 80 90 100 110 120
Abundance #7851. Hexanoic acid
60.0
[
73.0 SEBERARAS AR B R
5000 270 410 640 6.60 6.80 7.00 7.20
m/z 41.10 28.93%
87.0
sl TP e
0"|“"w"w"“|'“'|“' AU LR SRR SRR S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
60.0
6.40 6.60 6.80 7.00 7.20
5000 730 m/z 43.10 19.62%
210 m.0 '
87.0
0 51.0 1010 115.0
m/z--> fo 25 35 4b 55 éo fo 85 do 100 110 150 /\ /
Abundance #7849: Hexanoic acid ,....,....,.[\..,....,...
60.0 6.40 6.60 6.80 7.00 7.20
m/z 55.00 18.59%
5000 73.0
270 40 87.0
0 "|"%§ ?"'M“ ""“LL"'I"HM ""'W'l "|"'t| "??]q" '|}}§:?"' NSRS R SR
m/z--> 10 20 30 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005127.D

Aca On : 28 Apr 2016 23:17

Operator : UM/SJ

Sample : H2639-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

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-Octanol Concentration Rank 14

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

7.40 5.08 ng/ul 66642 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octanol 130 C8H180 000123-96-6 83
2 2-Octanol. (3)- 130 C8H180 006169-06-8 83
3 2-Octanol. (3)- 130 C8H180 006169-06-8 83
4 2-Octanol. (R)- 130 C8H180 005978-70-1 83
5 2-Octanol, (S)- 130 C8H180 006169-06-8 83

Abundance Scan 801 (7.398 min): BM005127.D (-796) (-) m/z 45.10 100.00%
451
5000
55.1 B 5 U
|| 69.1 841 971 .4 7.00 7.20 7.40 7.60 7.80
L | N S it m/z 55.10 25.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13180: 2-Octanol
45.0
5000
7.00 7.20 7.40 7.60 7.80
55.0 m/z 43.10 17.13%
ol 150 H ‘\‘ 700 840 970 1120 1990
s B B 40 . 6 o 8 % 160 10 130 1
Abundance
45.0
7.00 7.20 7.40 7.60 7.80
5000 m/z 41.10 15.28%
55.0
ol 150 29.0 700 840 970 1120 1290
mmmwwwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13205: 2-Octanol, (S)-
48.0 7.00 7.20 7.40 7.60 7.80
m/z 97.10 8.90%
5000
55.0
29.0
ol 150 ST [l |, 790 840 970 1150 1399
O e S S S S ST 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005127.D

Aca On : 28 Apr 2016 23:17

Operator : UM/SJ

Sample : H2639-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 Indane Concentration Rank 7

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

8.16 9.84 ng/ul 129157 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Indane 118 C9H10 000496-11-7 91
3 Indane 118 C9H10 000496-11-7 87
4 Deltacvclene 118 C9H10 007785-10-6 83
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 74

Abundance Scan 930 (8.157 min): BM005127.D (-924) (-) m/z 117.10 100.00%
117.1
5000
91.1 L L R L I
39.1 51.0 630 474 | 103.1 7.80 8.00 8.20 8.40
R L s e ERNST NI Seiis A M M 1 R m/z 118.10 55.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8676: Indane
117.0
5000 A N R I
7.80 8.00 8.20 8.40
910 m/z 115.10 33.60%
oL 150 270 390 510 630 770 | 1030 |
miz--> S A
Abundance
117.0
7.80 8.00 8.20 8.40
5000 m/z 91.10 16.60%
39.0 58.0 91.0
ol 130 21.0 77.0 103.0
miz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8673: Indane R
117.0 7.80 8.00 8.20 8.40
m/z 63.00 8.00%
5000
58.0 91.0
0 27.0 39\'0 oy, 710 | 1030 | N
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|O 9'0 1(')0 11'0 150 7.1'30 8.IOO 8.|20 8.110 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005127.D

Aca On : 28 Apr 2016 23:17

Operator : UM/SJ

Sample : H2639-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 Indene Concentration Rank 2

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

8.32 29.03 ng/ul 381079 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9HS8 000095-13-6 97
2 Indene 116 C9HS8 000095-13-6 95
3 Benzene. l1l-propvnvl- 116 C9H8 000673-32-5 94
4 Indene 116 C9HS8 000095-13-6 93
5 Benzene, l-propynyl- 116 C9HS8 000673-32-5 91

Abundance Scan 958 (8.322 min): BM005127.D (-952) (-) m/z 115.10 100.00%
115,
5000
21 511 O g 800 820 840 8.60
oS ' v BB SRR Y VRIS SN 1) NS m/z 116.10 93.37%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8166: Indene
116.0
5000 NN SR LA AR
8.00 8.20 8.40 8.60
8.0 m/z 89.10 13.44%
o 210 30 s00 % 740 P |
mz-> 20 30 40 50 60 70 80 90 100 110 120
Abundance
116.0
800 820 840 8.60
5000 m/z 63.10 11.67%
63.0
270 390 510 740 %99 9501070
mz-> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8172: Benzene, 1-propynyl- s
115.0 8.00 8.20 8.40 8.60
m/z 117.10 9.06%
5000
oJ 270 390 510 630 720 %9 g5 1L
m/z--> 20 30 40 50 60 70 8 90 100 110 120 800 820 840 860

SOMO2.2-EPA-BM042516.M Fri Apr 29 12:52:24 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005127.D

Aca On : 28 Apr 2016 23:17

Operator : UM/SJ

Sample : H2639-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 unknown-01 Concentration Rank 19

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

9.10 3.89 ng/ul 51053 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonen-1-ol. (E)- 142 C9H180 031502-14-4 25
2 2-Hexene. 5-methvl-. (E)- 98 C7H14 007385-82-2 22
3 2-Heptene 98 C7H14 000592-77-8 18
4 2-Heptene. (E)- 98 C7H14 014686-13-6 18
5 2-Nonen-1-ol 142 C9H180 022104-79-6 16

Abundance Scan 1090 (9.098 min): BM005127.D (-1084) (-) m/z 57.10 100.00%
7.1
41.1
5000
m1821 98.1 S U A |
8.80 9.00 9.20 9.40
o} m/z 41.10 77 .25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19157: 2-Nonen-1-ol, (E)-
57.0
41.0
5000 29.0 L IS LR L
8.80 9.00 9.20 9.40
69.0 82.0 o590 m/z 43.10 66.55%
150 \‘ ‘ ‘\ I “ ‘\ mm“w \‘\\ M L 1090 1240 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
56.0
41.0
8.80 9.00 9.20 9.40
5000 m/z 55.10 60.62%
27.0
70.0 98.0
15.0 83.0
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3237: 2-Heptene m e A a
41.0 56.0 8.80 9.00 9.20 9.40
m/z 56.10 56.13%
5000 270 69.0 98.0
15.0 ‘ ! 83.0
L R A A RN RN AR RAARA RSN LSS RARAY SARAN AARA RARAS L IS LR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.80 9.00 9.20 9.40

SOMO2 .2-EPA-BM042516.M Fri Apr 29 12:52:25 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005127.D

Aca On : 28 Apr 2016 23:17

Operator : UM/SJ

Sample : H2639-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 Benzofuran, 7-methyl- Concentration Rank 10

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

9.14 8.11 ng/ul 106406 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzofuran. 7-methvl- 132 C9H80 017059-52-8 94
2 Benzofuran. 2-methvl- 132 C9H80 004265-25-2 91
3 Benzofuran. 2-methvl- 132 C9H80 004265-25-2 91
4 3-Phenvl-2-propvn-1-ol 132 C9H80 001504-58-1 90
5 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 90

Abundance Scan 1097 (9.139 min): BM005127.D (-1093) (-) m/z 131.10 100.00%
1341
5000 /\J\
77.0 103.1
51.0 B L
30.0 63.0 || 8.0 ” 8.80 9.00 9.20 9.40
Obrrrrrrrprrrr e e ettt e e e e || M7z 13205 92.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14040: Benzofuran, 7-methyl-
132.0
5000 "|"'4\|""|' T T
51.0 8.80 9.00 9.20 9.40
77.0 103.0 m/z 77.05 25.18%
27.0 39.0
NS O YO A -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
131.0 A
'8.80 9.00 920 9.40
5000 m/z 103.05 23.67%
51.0 77.0 103.0
oL 150 27.0 39.0 63.0 89.0 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14037: Benzofuran, 2-methyl- e e
131.0 8.80 9.00 9.20 9.40
m/z 104.05 22 .86%
5000
51.0 77.0 103.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.80 9.00 9.20 9.40

SOMO2 .2-EPA-BM042516.M Fri Apr 29 12:52:25 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005127.D

Aca On : 28 Apr 2016 23:17

Operator : UM/SJ

Sample : H2639-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 Benzofuran, 2-methyl- Concentration Rank 9

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

9.26 8.38 ng/ul 183029 Naphthalene-d8 10.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzofuran. 2-methvl- 132 C9H80 004265-25-2 93
2 Benzofuran. 2-methvl- 132 C9H80 004265-25-2 90
3 Benzofuran. 2-methvl- 132 C9H80 004265-25-2 90
4 2-Propenal. 3-phenvl- 132 C9H80 000104-55-2 87
5 3-Phenyl-2-propyn-1-ol 132 C9H80 001504-58-1 87

Abundance Scan 1117 (9.257 min): BM005127.D (-1108) (-) m/z 131.10 100.00%
131.1
5000
51.1 77.1 104.1 NS L W S U
39.0 63.1 | 9.00 9.20 9.40 9.60
0 ..,....,....,....',-.'=..l|!'.|..,:'.~:.',.:':I,..E.‘.g,".’..'.,!”n.,l.l.“_’.'.l,....,.'...,.. m/z 132.10 88.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14037: Benzofuran, 2-methyl-
131.0
5000 "'1\|""|" T
9.00 9.20 9.40 9.60
510 270 103.0 m/z 77.10 25.14%
ol 150 27.0 390 | 630 | 89.0 | 114.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
131.0
©'9.00 920 940 9.60
5000 m/z 104.10 24 .40%
51.0
39.0 630 (70 103.0
0 27.0 89.0 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14042: Benzofuran, 2—methy|— LA BN {l\l L
131.0 9.00 9.20 9.40 9.60

m/z 51.10 22.62%

5000

51.0 77.0 103.0
15.0 27.0 39.0 | 630 89.0 | 1150

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.00 9.20 9.40 9.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005127.D

Aca On : 28 Apr 2016 23:17

Operator : UM/SJ

Sample : H2639-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 Octanoic Acid Concentration Rank 20

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

9.93 3.85 ng/ul 84003 Naphthalene-d8 10.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic Acid 144 C8H1602 000124-07-2 91
2 Octanoic Acid 144 C8H1602 000124-07-2 78
3 Octanoic Acid 144 C8H1602 000124-07-2 78
4 Hexanoic acid 116 C6H1202 000142-62-1 53
5 Hexanoic acid 116 C6H1202 000142-62-1 53

Abundance Scan 1231 (9.928 min): BM005127.D (-1223) (-) m/z 60.10 100.00%
60.1
73.1
5000 43.1
101.1 SMMMSHY S SN, S
7.0 1151 9.60 9.80 10.00 10.20
o} m/z 73.10 71.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19986: Octanoic Acid
60.0
73.0
5000 S SRR AR SR AR
430 9. éso 9. 80 10 00 10. 20 !
0.0 850 1010 m/z 43.10  41.95%
115.0
o8 12701440
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
60.0
730 55 55 1000 1020
5000 43.0 m/z 55.10 39.18%
29.0 85.0 101.0
oL 180 1150 1590 1440
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19985: Octanoic Acid A A R R
60.0 9.60 9.80 10.00 10.20
m/z 41.05 36.09%
73.0
5000 7o 30
‘ 850 101.0
0 R | 1150 1290 144.0 A
m/z--> 15 50 §0 Jo 55 60 75 85 gb 160 1io 150 150 150 1éo 960 980 1050 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005127.D

Aca On : 28 Apr 2016 23:17

Operator : UM/SJ

Sample : H2639-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 2-Nonenal, (E)- Concentration Rank 6

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

9.99 12.79 ng/ul 279347 Naphthalene-d8 10.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonenal. (E)- 140 C9H160 018829-56-6 74
2 2-Nonenal. (B)- 140 C9H160 018829-56-6 64
3 2-Nonenal. (2)- 140 C9H160 060784-31-8 64
4 2-Nonenal. (E)- 140 C9H160 018829-56-6 59
5 2-Decenal, (E)- 154 C10H180 003913-81-3 53

Abundance Scan 1242 (9.992 min): BM005127.D (-1235) (-) m/z 55.05 100.00%
410 540 494
83.1
5000
%1 1151 1301 R R RN IR B
|| h I || ||“ | | 9.60 9.80 10.00 10.20 10.40
) S 1 11 ) 1 M T m/z 41.05 96.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17962: 2-Nonenal, (E)-
43.0 55.0 70.0
83.0
5000 29.0 AR R AR N
96.0 9.60 9.80 10.00 10.20 10.40
' m/z 43.05 91.25%
111.0
0 ”,%%9,”..,”..P..w..”,.”.,”..,”..“..w..”,.”%?%9.“.?ﬁ¥9.,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
41.0
550 950 550 1000 1020 1040
5000 29.0 83.0 m/z 70.10 82 .52%
96.0
ol 150 11101220 139.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17958: 2-Nonenal, (Z)- T l/\l T rl\| LI
29.0 41.0 9.60 9.80 10.00 10.20 10.40
m/z 83.10 69.39%
55.0
70.0
5000 83.0
obrrprerepeibprreslib g Ul il 21101220 1400 NN  E
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.60 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005127.D

Aca On : 28 Apr 2016 23:17

Operator : UM/SJ

Sample : H2639-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 2-Benzothiophene # Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.75 25.93 ng/ul 566395 Naphthalene-d8 10.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Benzothiophene # 134 C8H6S 000270-82-6 97
2 Benzolblthiophene 134 C8H6S 000095-15-8 95
3 Benzolblthiopnhene 134 C8H6S 000095-15-8 94
4 Benzolblthiophene 134 C8H6S 000095-15-8 90
5 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 90
Abundance Scan 1371 (10.751 min): BM005127.D (-1362) (-) m/z 134.10 100.00%
134.1
5000
A e
89.1
45.0 63.1 740 108.0 10.40 10.60 10.80 11.00
Ol prrrr preripte s i el bl 28 Tm/z 89.10  12.51%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14747: 2-Benzothiophene #
134.0
5000 '|""/X"'|""|""|'
10.40 10.60 10.80 11.00
89.0 m/z 135.10 9.72%
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
134.0
10.40 10.60 10.80 11.00
5000 m/z 90.10 9.70%
ol 270 450 67.0 890 1080449
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14745: Benzo[b]thiophene T |/\| L L L L B
134.0 10.40 10.60 10.80 11.00

m/z 63.10 7.09%

5000

67.0 89.0
ol 260 450 560 O 780 | 10801190 |
e B SRR/ AR

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005127.D

Aca On : 28 Apr 2016 23:17

Operator : UM/SJ

Sample : H2639-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 1,2-Octanediol Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
11.16 2.29 ng/ul 50000 Naphthalene-d8 10.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Octanediol 146 C8H1802 001117-86-8 72
2 4-Decanol 158 C10H220 002051-31-2 64
3 1-Decvn-4-ol 154 C10H180 027907-00-2 64
4 1-Bromo-2-octanol 208 C8H17Bro 026818-06-4 64
5 6-Dodecanol 186 C12H260 006836-38-0 64

Abundance Scan 1441 (11.163 min): BM005127.D (-1432) (-) m/z 55.10 100.00%

549.1

97.1

5000

-

10.80 11.00 11.20 11.40

0 m/z 97.10 58.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21153: 1,2-Octanediol
55.0
97.0
5000
43.0 10.80 11.00 11.20 11.40
200 69.0 115.0 m/z 43.10 33.51%
0 15'Q \“l\ ! \‘m “ “‘ 830 | 129.0 145.0
TR T T T T T I [
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55.0
73.0 10.80 11.00 11.20 11.40
5000 97.0 m/z 41.10 22.82%
200 43.0 115.0
0 ' 85.0 140.0 157.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25412: 1-Decyn-4-ol
55.0 10.80 11.00 11.20 11.40
m/z 69.10 18.05%
5000 430 97.0
29.0 69.0 115.0
o LMy 810 | 128.0
P T R T T e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005127.D

Aca On : 28 Apr 2016 23:17

Operator : UM/SJ

Sample : H2639-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 Nonanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.40 7.30 ng/ul 159479 Naphthalene-d8 10.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 86
2 Pentanoic acid. 3-methvl- 116 C6H1202 000105-43-1 43
3 Heptanoic acid 130 C7H1402 000111-14-8 43
4 Octanoic Acid 144 C8H1602 000124-07-2 42
5 Octanoic Acid 144 C8H1602 000124-07-2 40
Abundance Scan 1481 (11.398 min): BM005127.D (-1469) (-) m/z 60.10 100.00%
60.1 73.1
5000 41.1
1511201 AL AL DR MR
UL | Pl 0 11.00 11.20 11.40 11.60 11.80
0 ..,....,....,....;.:..,.':.:-...-:|-....,-.'.'.. | ¥ S A S m/z 73.10 86.14Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28744: Nonanoic acid
60.0 730
41.0
5000 R SR S UL B
27.0 11.00 11.20 11,40 11.60 11.80
670 1150 ;1590 m/z 57.10 60.28%
15.0 H Ll L 1p1.0 ‘ | 158.0
O.WHLPAWMHPL.M..”J””.Hq”hh”.””.”q””“”q“”“”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
60.0
11.00 11.20 11.40 11.60 11.80
5000 m/z 41.10 48 _.52%
41.0 87.0
o 73.0 101.0 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #12980: Heptanoic acid REEaEEERE A L
60.0 11.00 11.20 11.40 11.60 11.80

m/z 55.10 45_46%

5000 73.0

87.0
101.0

15.0 \\ \H\ “\ 115.0 130.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11. 00 11. 20 11. 40 11. 60 11.80

o
N
[
o

SOMO2 .2-EPA-BM042516.M Fri Apr 29 12:52:30 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005127.D

Aca On : 28 Apr 2016 23:17

Operator : UM/SJ

Sample : H2639-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 1
R.T. EstConc Area Relative to ISTD R.T.
11.47 91.02 ng/ul 1988110 Naphthalene-d8 10.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenoic acid. octvl ester 184 C11H2002 002499-59-4 43
2 2-Octanol 130 C8H180 000123-96-6 43
3 Octane. 2-chloro- 148 C8H17ClI 000628-61-5 38
4 trans-1-Butvl-2-methvlcvclopropane 112 C8H16 038851-70-6 38
5 4-Octene, (E)- 112 C8H16 014850-23-8 38
Abundance Scan 1493 (11.469 min): BM005127.D (-1485) (-) m/z 55.05 100.00%
540 .44
43.0
5000
97.1
m h # | 112.2 11.20 11.40 11.60 11.80
Ol :,...'.',!:..,.'.'.!,..!:,-....,.-...,....,....,....,...., m/z 73.10 81.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #45194: 2-Propenoic acid, octyl ester
55.0
5000 L B B B S
41.0 70.0 1120 11,40 11.60 11.80
21.0 84.0 m/z 45.05 71.25%
o ‘ \‘ \‘\ 970 112.0

o

Abundance

“ | ‘ . 127.0
.w”.w””,””“.”“”.“”.“”w.”w”.w””,””,””“.”“”.“”w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
45.0

11.20 11. 40 11. 60 11.80

5000 m/z 43.05 66.88%
o 15.0 29.0 57.0 70.0 84.0 97.0 1120 129.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22133: Octane, 2-chloro-
70.0 11.20 11.40 11.60 11.80
43.0 m/z 70.10 53.77%

55.0
83.0
5000
29.0
112.0
15.0 “ A1 L oo, 135.0147.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11. 20 11. 40 11. 60 11. 80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005127.D

Aca On : 28 Apr 2016 23:17

Operator : UM/SJ

Sample : H2639-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 Benzo[b]thiophene, 2,3-dihy... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
11.69 2.70 ng/ul 58892 Naphthalene-d8 10.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblthiophene. 2.3-dihvdro- 136 C8H8S 004565-32-6 87
2 Benzolblthiophene. 2.3-dihvdro- 136 C8H8S 004565-32-6 87
3 Benzolclthiophene. 1.3-dihvdro- 136 C8H8S 002471-92-3 80
4 Benzene. (ethenvlthio)- 136 C8H8S 001822-73-7 72
5 Benzene, (ethenylthio)- 136 C8H8S 001822-73-7 72
Abundance Scan 1531 (11.692 min): BM005127.D (-1525) (-) m/z 135.10 100.00%
136.1
5000
91.1
300 510 620 770 80 | "4 1160 1150 1200
Obrr et e et el || M/z 136.10  70.60%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15790: Benzo[b]thiophene, 2,3-dihydro-
135.0
5000 LI LN UL I B
9L.0 1140 11.60 11.80 12.00
390 m/z 91.10 33.47%
o FO T T e o o )
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
135.0 |
11,40 1160 11.80 12.00
5000 91.0 m/z 134.00 15.09%
oL 270 390 510 670 770 1020 121.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15789: Benzo[c]thiophene, 1,3-dihydro- R e R EER
135.0 11.40 11.60 11.80 12.00
m/z 137.00 11.27%
5000
91.0
0 27.0 39\0 1 5:}\.0 \6\7“‘0 7Z'O In 103.0 121.0 I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005127.D

Aca On : 28 Apr 2016 23:17

Operator : UM/SJ

Sample : H2639-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

SVOA CALIBRATION

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

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 unknown-03

Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
11.93 3.45 ng/ul 75398 Naphthalene-d8 10.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. hexvl ester 200 C12H2402 006378-65-0 38
2 Hexanoic acid. hexvl ester 200 C12H2402 006378-65-0 35
3 Hexane. 2-chloro- 120 C6H13ClI 000638-28-8 35
4 3-Hexene. (2)- 84 C6H12 007642-09-3 30
5 3-Hepten-1-ol, (2)- 114 C7H140 001708-81-2 27

Abundance Scan 1571 (11.928 min): BM005127.D (-1565) (-) m/z 43.05 100.00%
43.0
73.0
5000 9.1
11.60 11.80 12,00 12.20
0 L B e m/z 55.05 76.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56067: Hexanoic acid, hexyl ester
43.0
84.0 117.0
5000 9.0 SR NI PR BRI I
0 11.60 11.80 12.00 12.20
L m/z 41.05 71.76%
7o | L
0|||||‘|‘ﬁ|‘|l||‘|‘l||‘l“||‘|H|‘||i|||2‘|||||1|4|4.|0|||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
1160 11.80 12,00 12.20
5000 ga0 99.0 117.0 m/z 73.00 69.67%
27.0 61.0
O e |""1ﬁﬁf{' }?%"9 T ?P?${
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9023: Hexane, 2-chloro- LI L L L L B
o 56.0 11.60 11.80 12.00 12.20
aL m/z 56.10 51.32%
84.0
5000
O'y%?""l”'I""I”"I""I”"I""P"'I"'W"
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20

SOMO2 .2-EPA-BM042516.M Fri Apr 29 12:52:32 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005127.D

Aca On : 28 Apr 2016 23:17

Operator : UM/SJ

Sample : H2639-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM042516_.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 19 Benzo[b]thiophene, 6-methyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
12.13 3.20 ng/ul 69994 Naphthalene-d8 10.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblthiophene. 6-methvl- 148 C9HS8S 016587-47-6 91
2 Benzolblthiophene. 2-methvl- 148 C9HS8S 001195-14-8 91
3 Benzolblthiophene. 2-methvl- 148 C9HS8S 001195-14-8 91
4 3-Methvlbenzothiophene 148 C9H8S 001455-18-1 91
5 Benzo[b]thiophene, 4-methyl- 148 C9H8S 014315-11-8 91
Abundance Scan 1605 (12.127 min): BM005127.D (-1601) (-) m/z 147.10 100.00%
147.1
5000
50 690 go 1030 1210 | 1180 1260 1220 12.40
] e St | S B BB RS- m/z 148.10 83.66%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22278: Benzo[b]thiophene, 6-methyl-
148.0
5000 SR N I "|"'<\|""|
11.80 12.00 12.20 12.40
450 m/z 149.00 12.98%
0 T S0 Y eeo 1030 121045, )
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
147.0
1180 12.00 12.20 1240
5000 m/z 121.00 8.85%
oL 270 450 630 40 ggo 10301150 4,
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22279: Benzo[b]thiophene, 2-methyl- e
147.0 11.80 12.00 12.20 12.40
m/z 69.00 8.29%
5000
450  63.0 ‘7‘}-0 go.0 103.0115.0
o) A ”\”w”” rr .‘.‘.‘. ””"”” k‘... S S || FE—
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005127.D

Aca On : 28 Apr 2016 23:17

Operator : UM/SJ

Sample : H2639-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 20 Naphthalene, l1-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.46 23.11 ng/ul 504781 Naphthalene-d8 10.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1l-methvl- 142 C11H10 000090-12-0 97
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 97
3 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 94
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 94
5 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 91
Abundance Scan 1662 (12.463 min): BM005127.D (-1649) (-) m/z 142.10 100.00%
142.1
5000 1151
391 510 630 740 87.0 12.20 12.40 12.60 12.80
Obrrrrrrprrerrre bbbt roe0 e 2201 Wl Tm/z 141.10 90.61%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18499: Naphthalene, 1-methyl-
142.0
JAN
5000 LI SRR B SUULL SO
115.0 12.20 1240 12.60 12.80
m/z 115.10 37.87%
270 390 510 630 740 890 10090 | 1260 |
URSRSUNRRS IR NN IR NN LR LSS LA SRASS BN SN SRS SR

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

Abundance
142.0
s
12.20 12.40 12.60 12.80
5000 m/z 139.10 11.74%
115.0
27.0 39.0 51.0 630 720 89.0 10979 126.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 /\
Abundance #18498: Naphthalene, 1-methyl- e e p
142.0 12.20 12.40 12.60 12.80

m/z 143.10 11.64%

5000

115.0

71.0
270 390 510 ) 89.0 102.0 1%0 L

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12. 20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005127.D

Aca On : 28 Apr 2016 23:17

Operator : UM/SJ

Sample : H2639-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 Decanoic acid, 2-hydroxy- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.47 14.50 ng/ul 492823 Acenaphthene-d10 14.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decanoic acid. 2-hvdroxv- 188 C10H2003 005393-81-7 64
2 dI-Malic disodium salt 134 C4H605 000617-48-1 56
3 Propanoic acid. 2-methvl-., 2-eth._.. 216 C12H2403 074367-31-0 50
4 2-Cvclopentene. 1.4-bis(methoxve... 276 C13H2406 1000156-00-3 45
5 Propanoic acid, 2-methyl-, 2-eth... 216 C12H2403 074367-31-0 45

Abundance Scan 1833 (13.469 min): BM005127.D (-1823) (-) m/z 89.00 100.00%

89.0

71.0
5000 43.0

:%

5.1

13.20 13.40 13.60 13.80
115.1 141.1156.1
0 H—‘A—h—v—v“‘v—‘—v—v—v—vﬁ‘—v—v—v—v—y—v—v—v—v—y—v—v—v—v—‘—v m/z 71.05 65.87%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47724: Decanoic acid, 2-hydroxy-
89.0
41.0
71.0
5000
27,0 55.0 13.20 13.40 13.60 13.80

m/z 43.05 47 .12%

‘\‘\u Lol o 11\90 129.0 15\20 170.0
LI

L, .H“‘. -“H‘l .
m/z--> 20 40 60 80 100 120 140 160 180 200

Oy B B A BAA A B S o
Abundance
43.0 71.0 89.0
13.20 13.40 13.60 13.80
5000 m/z 55.05 41 .57%
27.0
116.0 135.0
Ol e e A e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66730: Propanoic acid, 2-methyl-, 2-ethyl-3-hydroxyhexyl ...
71.0 89.0 13.20 13.40 13.60 13.80
m/z 41.05 25.45%
43.0
5000
5.0
0 Ll “ Al L) 1080 12&014%0 174.0 195.0
e e AR E e i B RN
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005127.D

Aca On : 28 Apr 2016 23:17

Operator : UM/SJ

Sample : H2639-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

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-04 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.30 5.30 ng/ul 180014 Acenaphthene-d10 14.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvltrivinvlsilane 124 C7H12Si 018244-95-6 27
2 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 27
3 Heptanoic acid. 2-methvl-2-butvl... 200 C12H2402 1000160-11-4 22
4 1-Methyvl-cvclohexvl propionate 170 C10H1802 091328-37-9 16
5 1,6-Octadiene, 3-ethoxy-3,7-dime... 182 C12H220 072845-33-1 16
Abundance Scan 1974 (14.298 min): BM005127.D (-1963) (-) m/z 55.10 100.00%
54.1
2y 981
5000
138.1 U AN B B SURRA
1}‘]?'1 | 1400 14.20 14.40 14.60
0 T m/z 43.10 92.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10057: Methyltrivinylsilane
96.0
71.0
5000 LN BRI
45.0 14.00 14.20 14.40 14.60
m/z 96.10 79.99%
28.0 ‘ | 123.0
O'VV“WH'”W“M”W“'HV”'W"“l'”'l“"w"w"“l'“
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
43.0
A"I”"P"W"”I'”?
14.00 14.20 14.40 14.60
5000 69.0 m/z 71.10 72.96%
97.0
o 210 1250 1550 196.0  224.0
m/z--> 26 Jo éo 85 160 150 150 1éo 1éo 260 250
Abundance #56111: Heptanoic acid, 2-methyl-2-butyl ester
43.0 14.00 14.20 14.40 14.60
m/z 41.05 68.25%
5000 710
27.0
113.0
0 L 1, “M L .95.0 130.0 171.0
m/z--> 2'0 4'0 6|0 8|0 1(')0 150 14'10 160 180 2(')0 22'0 14.'00 14.'20 14.'40 14.I60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005127.D

Aca On : 28 Apr 2016 23:17

Operator : UM/SJ

Sample : H2639-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 (DEL) Alkane: Cyclic-14.91 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.91 4_.59 ng/ul 155880 Acenaphthene-d10 14.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2.4-trimethvl-., ... 112 C8H16 016883-48-0 37
2 Cvclopentane. 1.2.4-trimethvl- 112 C8H16 002815-58-9 37
3 Octane. 3-methvl-6-methvilene- 140 C10H20 074630-07-2 25
4 Cvclopentane. 1.2.4-trimethvl-. ... 112 C8H16 004850-28-6 25
5 Tetrahydro-3,3,5,5-tetramethyl-6... 246 C15H1803 026735-88-6 25
Abundance Scan 2078 (14.910 min): BM005127.D (-2074) (-) m/z 70.10 100.00%
70.1
55.1 J\
5000
117.1
41.1 P e
831 or.0 131.0 162.1 14.60 14.80 15.00 15.20
0 : m/z 55.10 52.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6659: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4...
70.0
55.0
5000 L DA SO B B
41.0 14.60 14.80 15.00 15.20
27.0 1120 m/z 117.10 34.51%
97.0 :
0”}ﬂ9PJm“”MMW“JW“J“”?i?'”H“”J”W“”P“W“”P”W“”P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
70.0
AL AR AR RS
55.0 14.60 14.80 15.00 15.20
5000 m/z 41.10 20.44%
41.0
o 27.0 83.0 97.0 112.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17349: Octane, 3-methyl-6-methylene- L
70.0 14.60 14.80 15.00 15.20
55.0 m/z 43.10 19.03%
5000 41.0
270
0 “ | 890 g70 1110 140.0
m/z--> 10 20 3'0 40 50 60 70 80 90 100 110 120 130 14'10 150 160 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005127.D

Aca On : 28 Apr 2016 23:17

Operator : UM/SJ

Sample : H2639-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 unknown-05 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
15.26 3.08 ng/ul 104712 Acenaphthene-d10 14.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Pvran-2-one. 5.6-dihvdro-6-pe... 168 C10H1602 051154-96-2 38
2 Cvclopentane. 1.1"-ethvlidenebis- 166 C12H22 004413-21-2 32
3 Oxazole. 2.4-dimethvl- 97 C5H7NO 007208-05-1 32
4 Pvridine. 2-fluoro- 97 C5H4FN 000372-48-5 27
5 4,7-Ethanopyrazolo[l,5-a]pyridin... 176 C11H16N2 1000221-84-8 27
Abundance Scan 2138 (15.263 min): BM005127.D (-2132) (-) m/z 97.10 100.00%
o1 1
68.0
5000

15.00 15.20 15.40 15.60

0 m/z 68.00 56.98%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #34427: 2H-Pyran-2-one, 5,6-dihydro-6-pentyl-, (R)-
97.0
68.0
5000 (\lf\llllllllllllflj\lllllllll
43.0 15.00 15.20 15.40 15.60
‘ m/z 57.10 34 .39%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
97.0
55.0 IIIIIIIIIIIIIIIIIIIIIII
41.0 15.00 15.20 15.40 15.60
5000 ‘ m/z 41.05 28.85%
68.0
81.0

110.0123.0 137.0 151.0 166.0

SRR KA LARAN RARAA LA RAAEN NARAN RS LARRS RS SN LA RARAN SRS SN LAAAN AR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #2910: Oxazole, 2,4-dimethyl- e LA
917.0 15.00 15.20 15.40 15.60
m/z 149.00 22 _.31%
5000 42.0 68.0
55.0
29@ ‘
Ottt Hprr e b L AR S IO B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005127.D

Aca On : 28 Apr 2016 23:17

Operator : UM/SJ

Sample : H2639-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 1(2H)-Acenaphthylenone Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
16.16 3.90 ng/ul 157297 Phenanthrene-d10 17.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(2H)-Acenaphthvlenone 168 C12H80 002235-15-6 93
2 3-Fluorosalicvlaldehvde 140 C7H5F02 000394-50-3 38
3 Benzaldehvde. 2-fluoro-3-hvdroxv- 140 C7H5F02 103438-86-4 38
4 Dibenzofuran 168 C12H80 000132-64-9 38
5 1H-Inden-1-one, 4,7-difluoro-2,3... 168 C9H6F20 130408-16-1 38

Abundance Scan 2291 (16.163 min): BM005127.D (-2281) (-) m/z 140.10 100.00%
140.1 168.1
5000
57.1 711
43.0 91.1 R R s mam e T
131,57 | 15.80 16.00 16.20 16.40
0 e m/z 168.10 92.27%
m/z--> 20 40 60 80 100 120 140 160
Abundance #34859: 1(2H)-Acenaphthylenone
140.0 168.0
5000 “A- U RN B B
15.80 16.00 16.20 16.40
69.0 m/z 139.10 85.92%
"~ 87.0 113.0
ob—— R ISIC\)\'IOI I“' .h.“. I l”l‘ IJ'IQIOIOI .“. T le‘l e ‘. ;
m/z--> 20 40 60 80 100 120 140 160
Abundance
140.0
15.80 16.00 16.20 16.40
5000 m/z 161.10 53.79%
57.0 83.0
111.0
26.0 39.0 70.0
L B L L W WL B S|
m/z--> 20 40 60 80 100 120 140 160
Abundance #17631: Benzaldehyde, 2-fluoro-3-hydroxy- R BA e m e ST
140.0 15.80 16.00 16.20 16.40
m/z 132.10 45 _.65%
5000
57.0 83.0 111.0
0 44"'0\ \ \‘ \\“70'0 m‘ “\ 124.0 |
m/z--> 20 40 60 80 100 120 140 160 ' 15.80 16.00 16,20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005127.D

Aca On : 28 Apr 2016 23:17

Operator : UM/SJ

Sample : H2639-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 Cyclopropanamine, 2-phenyl-_.._. Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
16.34 2.26 ng/ul 91000 Phenanthrene-d10 17.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropanamine. 2-phenvl-. tra... 133 C9H11N 000155-09-9 55
2 Quinoline. 1.2.3.4-tetrahvdro- 133 C9H11N 000635-46-1 55
3 Quinoline. 1.2.3.4-tetrahvdro- 133 C9H11N 000635-46-1 50
4 5-Aminoindan 133 C9H11N 024425-40-9 50
5 Quinoline, 1,2,3,4-tetrahydro- 133 C9H11N 000635-46-1 50
Abundance Scan 2321 (16.339 min): BM005127.D (-2317) (-) m/z 161.10 100.00%
132.1 1611
5000
: - : 12366'1&356'1&346'1&566"
o m/z 132.10 82.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14297: Cyclopropanamine, 2-phenyl-, trans-(.+/-.)-
132.0
115.0
5000 - ---- AR AR
56.0 16.00 16,20 16.40 16.60
770 910 m/z 133.10 52 .68%
30.0
O”P”W””P”ﬂae'“W““P”W“”'”'””'”W””I”W””P”W””P“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
132.0
16.00 '1&5 20 16.40 16,60
5000 m/z 91.10 36.14%
118.0
270 510 gag /70 9101040
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14276: Quinoline, 1,2,3,4-tetrahydro-
132.0 16.00 16.20 16.40 16.60
m/z 116.10 30.33%
5000
117.0
77.0
51.0 91.0 104.0
onpuwfiﬁnhuuwufﬁgpjwnqhni%.”&“”ﬂwupuq””“”q”. S G S —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005127.D

Aca On : 28 Apr 2016 23:17

Operator : UM/SJ

Sample : H2639-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 2-Naphthalenol, 1-amino- Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
17.02 2.91 ng/ul 117331 Phenanthrene-d10 17.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

-Naphthalenol. 1-amino- 159 C10H9NO 002834-92-6 68

-Amino-1-naphthol

159 C10HS9NO

-Naphthalenol. 6-amino-

12
25
3 4-Quinoli
4 1
5 8

nol. 2-methvl-

159 C10H9NO
159 C10H9NO

000083-55-6 64
000607-67-0 64
023894-12-4 52

-Quinolinol, 2-methyl- 159 C10H9NO 000826-81-3 50
Abundance Scan 2437 (17.021 min): BM005127.D (-2426) (-) m/z 159.10 100.00%
159.1
5000 130.1
89.1
421 630 115.0 186.1 16.80 17.00 17.20 17.40
0 Al m/z 130.10  46.40%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28971: 2-Naphthalenol, 1-amino-
159.0
130.0
5000
16.80 17.00 17.20 17.40
103.0 m/z 89.10 20.77%
39.0 77.0 .
O N:.ﬁ%g S PN — ,.Nt.lﬁﬂp..w. ——
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
159.0
130.0 16.80 17.00 17.20 17.40
5000 m/z 115.00 11.02%
103.0
o 270 510 7.0 144.0
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28952: 4-Quinolinol, 2-methyl-
159.0 16.80 17.00 17.20 17.40
m/z 158.10 10.80%
5000 130.0
18'0 39\.0 Il 63\\.\0 77‘.0 Ly 10‘3.0 ‘ 144'0 “ VAN
L e B e B e e B T ELALAN e o o e e e S R
m/z--> 20 40 60 80 100 120 140 160 180 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005127.D

Aca On : 28 Apr 2016 23:17

Operator : UM/SJ

Sample : H2639-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 3-Phenpropanol, 2"-hydroxy-... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.

17.07  3.78 ng/ul 152350  Phenanthrene-d10 17.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Phenpropanol. 2°-hvdroxv-3".4"... 180 C11H1602 040614-18-4 64

2 Benzeneacetic acid. 4-methoxv-.a...

C9H804

3 7H-Purinium.
4 1H-Purine.
5 9H-Purine,

6-mercapto-7.9-dime... 180 C7H8N4S
2-methvl-6-(methvlthio)- 180 C7H8N4S
9-methyl-6-(methylthio)- 180 C7H8N4S

007099-91-4 59
005752-11-4 43
001008-47-5 43
001127-75-9 43

Abundance

5000

(o]

Scan 2445 (17.068 min): BM005127.D (-2441) (-)
135.1 180.1

161.0
il

m/z 180.05 100.00%

L,

16. 80 17. 00 17. 20 17. 40

m/z 135.05 97 .72%

L

16.80 17.00 17.20 17.40

m/z 91.05 43 .86%

16.80 17.00 17.20 17.40

m/z 134.10 23.99%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42497: 3-Phenpropanol, 2-hydroxy-3',4'-dimethyl-
135.0 180.0
5000 910 162.0
77.0
41.0 550 ‘ 105.0119.0 148.0
! R I YR M ) PRI RS P N I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
135.0
5000
77.0
92.0 107.0 180.0
64.0
ol 27.0 50.0 121.0 152.0 167.0
T e T e e e
m/z--> 20 40 60 80 100 120 140 160 180

16.80 17.00 17.20 17.40

m/z 181.10

12_.17%

Abundance #43072: 7H-Purinium, 6-mercapto-7,9-dimethyl-, hydroxide, ...

180.0
5000 107.0
42.0 134.0 166.0
80.0
| P70 w0 M 152.0 ‘
Ol bl ity e S
m/z--> 20 40 60 80 100 120 140 160 180

16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005127.D

Aca On : 28 Apr 2016 23:17

Operator : UM/SJ

Sample : H2639-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 Tridecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.07 4_.31 ng/ul 173875 Phenanthrene-d10 17.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 70

Abundance Scan 2615 (18.068 min): BM005127.D (-2608) (-) m/z 73.05 100.00%

431 730
5000 129.1
213.2
or.1 1571 1851

256.3 17.80 18.00 18.20 18.40
0 m/z 60.00 89.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid
73.0
43.0
5000 129.0 -----------'--------
17. 80 18. 00 18. 20 18 40
m/z 43.10 86.57%
0 r l ‘ ‘\ H ‘ M :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
T T
43.0 17.80 18.00 18.20 18.40
5000 m/z 57.05 73.35%
129.0
%6.0 710 2140
18.0 ) 152.0
(0 o B L IS B e e e e R R A R m e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid A i
73.0 17.80 18.00 18.20 18.40
43.0 m/z 55.10 70.07%
5000 129.0
185.0 228.0
97.0
A Al I W 166.0
0 .,”..J”. e e A A L L L A,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17. 80 18. 00 18. 20 18 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005127.D

Aca On : 28 Apr 2016 23:17

Operator : UM/SJ

Sample : H2639-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

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 Tetradecanoic acid Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
19.35 2.83 ng/ul 120209 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 53
2 Tetradecanoic acid 228 C14H2802 000544-63-8 52
3 Tetradecanoic acid 228 C14H2802 000544-63-8 50
4 Pentadecanoic acid 242 C15H3002 001002-84-2 49
5 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 43
Abundance Scan 2833 (19.351 min): BM005127.D (-2826) (-) m/z 73.05 100.00%
43.0 73.0
5000 129.1 ~_,"vwm,¢*,,m}\\v»v-4»vMW\~
19.00 19.20 19.40 19.60
b m/z 43.05 90.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75070: Tetradecanoic acid
43.0 | 73.0
5000 USSR
129.0 19100 1920 19.40 19.60
185.0 m/z 60.00 88.17%
97.0 228.0
ol 18.0 157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
43.0 19.00 19.20 19.40 19.60
m/ 57.05 83.20%
5000 129.0 z 0
185.0 228.0
97.0
o 157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 ﬂwwjkm~d\/“Aka\ANAbvfkw«\
Abundance #75072: Tetradecanoic acid  BE AR BEEEE RS
73.0 19.00 19.20 19.40 19.60
43.0 m/z 55.05 76.17%
5000 129.0 KNANN”“NH\KJKXWNMAMWAWNh
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1doo 1950 19h0 1deo
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042816\
Data File : BM0O05127.D

Acq On : 28 Apr 2016 23:17

Operator : UM/SJ

Sample : H2639-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM042516 .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]
Hexanal 4.37 3.6 ng/ul 46799 1 7.79 262541 20.0
Heptanal 5.85 8.4 ng/ul 110146 1 7.79 262541 20.0
Hexanoic acid 6.82 4.2 ng/ul 54617 1 7.79 262541 20.0
2-0ctanol 7.40 5.1 ng/ul 66642 1 7.79 262541 20.0
Indane 8.16 9.8 ng/ul 129157 1 7.79 262541 20.0
Indene 8.32 29.0 ng/ul 381079 1 7.79 262541 20.0
unknown-01 9.10 3.9 ng/ul 51053 1 7.79 262541 20.0
Benzofuran, 7-met... 9.14 8.1 ng/ul 106406 1 7.79 262541 20.0
Benzofuran, 2-met... 9.26 8.4 ng/ul 183029 2 10.58 436839 20.0
Octanoic Acid 9.93 3.9 ng/ul 84003 2 10.58 436839 20.0
2-Nonenal, (E)- 9.99 12.8 ng/ul 279347 2 10.58 436839 20.0
2-Benzothiophene # 10.75 25.9 ng/ul 566395 2 10.58 436839 20.0
1,2-Octanediol 11.16 2.3 ng/ul 50000 2 10.58 436839 20.0
Nonanoic acid 11.40 7.3 ng/ul 159479 2 10.58 436839 20.0
unknown-02 11.47 91.0 ng/ul 1988110 2 10.58 436839 20.0
Benzo[b]thiophene... 11.69 2.7 ng/ul 58892 2 10.58 436839 20.0
unknown-03 11.93 3.5 ng/ul 75398 2 10.58 436839 20.0
Benzo[b]thiophene... 12.13 3.2 ng/ul 69994 2 10.58 436839 20.0
Naphthalene, 1-me... 12.46 23.1 ng/ul 504781 2 10.58 436839 20.0
Decanoic acid, 2-... 13.47 14.5 ng/ul 492823 3 14.43 679604 20.0
unknown-04 14.30 5.3 ng/ul 180014 3 14.43 679604 20.0
(DEL) Alkane: Cyc... 14.91 4.6 ng/ul 155880 3 14.43 679604 20.0
unknown-05 15.26 3.1 ng/ul 104712 3 14.43 679604 20.0
1(2H)-Acenaphthyl... 16.16 3.9 ng/ul 157297 4 17.18 806892 20.0
Cyclopropanamine,... 16.34 2.3 ng/ul 91000 4 17.18 806892 20.0
2-Naphthalenol, 1... 17.02 2.9 ng/ul 117331 4 17.18 806892 20.0
3-Phenpropanol, 2... 17.07 3.8 ng/ul 152350 4 17.18 806892 20.0
Tridecanoic acid 18.07 4.3 ng/ul 173875 4 17.18 806892 20.0
Tetradecanoic acid 19.35 2.8 ng/ul 120209 5 21.36 850358 20.0
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