LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM081816\
Data File : BM0O07194.D

Acq On : 18 Aug 2016 00:09

Operator : UM/SJ

Sample - H4470-08

Misc :

ALS Vial : 49 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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-BM081116.M
Title : SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.128 88 92 97 rBvV 129887 171441 3.02% 0.212%
2 3.940 226 230 239 rvVB 177858 246630 4._34% 0.305%
3 4.234 275 280 284 rBvY 159602 226650 3.99% 0.280%
4 4.381 299 305 316 rVB7 111204 268148 4.72% 0.332%
5 4.946 395 401 407 rBY 835786 1172357 20.62% 1.449%
6 5.322 450 465 476 rBv2 830756 1772752 31.18% 2.192%
7 5.663 518 523 528 rBY 148280 223276 3.93% 0.276%
8 5.834 546 552 556 rBv2 156831 240125 4.22% 0.297%
9 5.875 556 559 571 rvB2 83432 138148 2.43% 0.171%
10 6.910 707 735 739 rBV2 1149990 4259701 74.92% 5.266%

11 6.975 743 746 758 rVB2 215634 488041 8.58% 0.603%
12 7.140 768 774 780 rBV 480992 759527 13.36% 0.939%
13 7.263 788 795 802 rBv2 183909 309257 5.44% 0.382%
14 7.340 802 808 818 rVvB 600857 983953 17.31% 1.217%
15 7.428 818 823 830 rvB2 102470 161474 2.84% 0.200%

16 7.498 830 835 844 rBv2 103612 202300 3.56% 0.250%
17 7.804 879 887 892 rBvV 905597 1473143 25.91% 1.821%
18 8.498 979 1005 1008 rvv2 1416105 5685493 100.00% 7.029%
19 8.534 1008 1011 1018 rVvVv 796410 1328138 23.36% 1.642%
20 8.622 1021 1026 1034 rVB 382516 638785 11.24% 0.790%

21 8.875 1061 1069 1076 rVB3 148043 299252 5.26% 0.370%
22 8.957 1076 1083 1091 rBV 671858 1156677 20.34% 1.430%
23 9.034 1091 1096 1101 rvv4 54648 106993 1.88% 0.132%
24 9.116 1101 1110 1119 rVV2 183764 343369 6.04% 0.425%
25 9.198 1119 1124 1130 rVB2 80677 134279 2.36% 0.166%

26 9.263 1130 1135 1145 rVB2 51751 94927 1.67% 0.117%
27 9.387 1145 1156 1163 rBv4 112604 217960 3.83% 0.269%
28 9.504 1170 1176 1184 rBV3 84646 185713 3.27% 0.230%
29 9.575 1184 1188 1195 rVB4 54682 104365 1.84% 0.129%
30 9.675 1198 1205 1214 rBV 527313 961544 16.91% 1.189%

31 9.975 1231 1256 1262 rBV 905926 2937374 51.66% 3.632%
32 10.116 1274 1280 1291 rBV3 493915 1183369 20.81% 1.463%
33 10.210 1291 1296 1306 rVB 837010 1427371 25.11% 1.765%
34 10.369 1317 1323 1327 rBV2 111386 209472 3.68% 0.259%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM081816\
Data File : BM0O07194.D

Acq On : 18 Aug 2016 00:09

Operator : UM/SJ

Sample - H4470-08

Misc :

ALS Vial : 49 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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
Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM081116.M
SVOA CALIBRATION

35 10.445 1332 1336 1341 rVB 151379 227939 4.01% 0.282%

36 10.586 1349 1360 1367 rBV 1118923 1946701 34.24% 2.407%
37 10.651 1367 1371 1372 rVV2 67009 94925 1.67% 0.117%
38 10.681 1373 1376 1382 rVB2 117927 168919 2.97% 0.209%
39 10.751 1382 1388 1394 rBV2 67246 120375 2.12% 0.149%
40 10.816 1394 1399 1405 rBV4 90986 176865 3.11% 0.219%

41 10.975 1420 1426 1433 rBV4 68030 123052 2.16% 0.152%
42 11.398 1489 1498 1507 rBVY 441436 915185 16.10% 1.131%
43 11.486 1508 1513 1519 rVV 127965 237241 4_.17% 0.293%
44 11.622 1531 1536 1546 rvv4 286141 684739 12.04% 0.847%
45 11.839 1567 1573 1579 rBV3 176617 299079 5.26% 0.370%

46 11.922 1582 1587 1591 rVV 136664 181551 3.19% 0.224%
47 12.045 1598 1608 1611 rBV6 51641 137588 2.42% 0.170%
48 12.086 1611 1615 1617 rVV3 74570 135358 2.38% 0.167%
49 12.139 1621 1624 1628 rVV3 115372 207127 3.64% 0.256%
50 12.192 1628 1633 1642 rVV3 206909 487750 8.58% 0.603%

51 12.710 1716 1721 1728 rBV 92794 164603 2.90% 0.204%
52 12.786 1728 1734 1739 rVV2 82862 137338 2.42% 0.170%
53 12.880 1745 1750 1755 rVB2 114617 189035 3.32% 0.234%
54 12.945 1755 1761 1768 rBV4 166369 400363 7.04% 0.495%
55 13.128 1786 1792 1798 rVB4 157059 306583 5.39% 0.379%

56 13.198 1798 1804 1807 rBV 130286 205286 3.61% 0.254%
57 13.227 1807 1809 1815 rVB3 136460 186361 3.28% 0.230%
58 13.327 1819 1826 1829 rBV4 151290 293084 5.15% 0.362%
59 13.369 1829 1833 1837 rVV3 139387 254966 4.48% 0.315%
60 13.433 1837 1844 1856 rVB2 332942 689515 12.13% 0.852%

61 13.845 1908 1914 1918 rBV 1504869 2094808 36.84% 2.590%
62 13.892 1918 1922 1930 rVB 561094 793060 13.95% 0.981%
63 14.086 1943 1955 1957 rBV3 235215 560073 9.85% 0.692%
64 14.127 1957 1962 1968 rVB 1640955 2489797 43.79% 3.078%
65 14.233 1975 1980 1983 rBV3 123437 196490 3.46% 0.243%

66 14.269 1983 1986 1991 rVVv2 95397 186458 3.28% 0.231%
67 14.322 1991 1995 2002 rVB5 126688 257160 4._.52% 0.318%
68 14.433 2002 2014 2025 rBV2 1602171 2936524 51.65% 3.631%
69 14.522 2025 2029 2037 rVB2 217887 321591 5.66% 0.398%
70 14.633 2044 2048 2058 rVvVv 150695 289510 5.09% 0.358%

71 14.851 2078 2085 2088 rBV6 46472 99483 1.75% 0.123%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM081816\
Data File : BM0O07194.D

Acq On : 18 Aug 2016 00:09

Operator : UM/SJ

Sample - H4470-08

Misc :

ALS Vial : 49 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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
Title

= Z:\HPCHEM1I\BNA_M\METHODS\SOMO02.2-EPA-BM081116.M

= SVOA CALIBRATION

72 15.098 2123 2127 2132 rBV2 88723 133983 2.36% 0.166%
73 15.174 2135 2140 2145 rBV 807411 1029603 18.11% 1.273%
74 15.227 2145 2149 2152 rVV3 63290 98553 1.73% 0.122%
75 15.286 2156 2159 2164 rVB 156721 193678 3.41% 0.239%

76 15.427 2177 2183 2189 rVB 2116348 2972069 52.27% 3.675%
77 15.545 2197 2203 2210 rBV 519782 740374 13.02% 0.915%
78 15.757 2232 2239 2242 rBV6 87660 216202 3.80% 0.267%
79 15.921 2263 2267 2272 rBvV4 127730 234200 4.12% 0.290%
80 16.033 2280 2286 2290 rVB6 66027 140217 2.47% 0.173%

81 16.151 2301 2306 2314 rBV 157859 254741 4.48% 0.315%
82 16.686 2390 2397 2400 rBV7 54723 116549 2.05% 0.144%
83 16.763 2406 2410 2413 rVV 83637 108539 1.91% 0.134%
84 16.821 2416 2420 2426 rVB6 67118 105325 1.85% 0.130%
85 16.939 2435 2440 2443 rBV 105375 137553 2.42% 0.170%

86 17.174 2474 2480 2490 rVB2 2055704 3040829 53.48% 3.760%
87 17.274 2490 2497 2506 rBV2 2181573 3147376 55.36% 3.891%
88 17.463 2526 2529 2538 rVB3 75000 139962 2.46% 0.173%
89 17.545 2538 2543 2547 rBV2 151229 261350 4.60% 0.323%
90 17.792 2581 2585 2590 rVV2 122926 165747 2.92% 0.205%

91 17.957 2607 2613 2619 rBV6 69421 155936 2.74% 0.193%
92 18.068 2625 2632 2640 rBV2 342581 580961 10.22% 0.718%
93 18.827 2756 2761 2770 rBV 854249 1123588 19.76% 1.389%
94 19.351 2845 2850 2854 rVV3 77644 126139 2.22% 0.156%
95 19.568 2881 2887 2893 rVV 2700231 3730231 65.61% 4.612%

96 21.068 3138 3142 3150 rBV 290595 448104 7.88% 0.554%
97 21.356 3186 3191 3198 rBV 3288023 4127580 72.60% 5.103%
98 21.998 3297 3300 3305 rVB6 72024 100751 1.77% 0.125%
99 23.486 3546 3553 3565 rvVB2 1980348 3929111 69.11% 4._.858%
100 23.627 3570 3577 3588 rVB 2062031 4015372 70.62% 4.964%

Sum of corrected areas: 80883109
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\Data\BM081816\
Data File : BM0O07194.D

Acq On : 18 Aug 2016 00:09

Operator : UM/SJ

Sample - H4470-08

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

04
Time-->

TIC: BM007194.D

4.95 5.32

3.13 3.944.2838
L

300 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00
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3000000

2500000

2000000

1500000

1000000
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500000

TIC: BM007194.D
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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

3000000

2500000

2000000

1500000

1000000

500000

TIC: BM007194.D
21136

23949093

21.07
22.00 U

0%

Time--> 20

.50 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\BM081816\
Data File : BM0O07194.D

Acq On : 18 Aug 2016 00:09

Operator : UM/SJ

Sample - H4470-08

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 2-Pentanone Concentration Rank 26

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

3.13 2.33 ng/ul 171441 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone 86 C5H100 000107-87-9 80
2 2-Pentanone 86 C5H100 000107-87-9 72
3 2-Pentanone 86 C5H100 000107-87-9 72
4 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 53
5 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 53

Abundance Scan 92 (3.128 min): BM007194.D (-88) (-) m/z 43.00 100.00%
48
o -~_w_wdA~_\~j\\J\_,\“J\,d\
39 71 86 2.80 3.00 3.20 3.40
58 . . : )
50 55 65
I””PmP“W”W””P“W“hh'W”P”W“M”“P”J”W“W““J“W”W“ m/z  85.95 18.08%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1706: 2-Pentanone
43
5000 SRR SRR SRR
2.80 3.00 3.20 3.40
. o 86 m/z 41.05 13.11%
15 27 31 3?‘ . 50 55| 62 67 |
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
280 3.00 3.0 340
5000 m/z 71.00 11.38%
27 58 71 8
1518 31 ¥ 49853 61 67
AR L R RN RN LR LR L) LAALN LEAR) LRALN RN AL ALY LERA) RERAN RRARA LS AN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1710: 2-Pentanone
43 2.80 3.00 3.20 3.40
m/z 39.00 7.74%
5000
86
2731 36| 505506 ¢
m/z--> é 15 fs 25 2% §0 §5 40 45 éo 5% éo 85 75 7% éo 8% 95 55 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM081816\
Data File : BM0O07194.D

Acq On : 18 Aug 2016 00:09

Operator : UM/SJ

Sample - H4470-08

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 1-Pentanol Concentration Rank 17

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

3.94 3.35 ng/ul 246630 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentanol 88 C5H120 000071-41-0 90
2 1-Pentanol 88 C5H120 000071-41-0 78
3 1-Pentanol 88 C5H120 000071-41-0 74
4 1-Pentene 70 C5H10 000109-67-1 64
5 1-Pentene 70 C5H10 000109-67-1 59

Abundance Scan 230 (3.940 min): BM007194.D (-226) (-) m/z 42.05 100.00%

42 55
70
5000
39

|45 50 |lbs &7 3.60 3.80 4.00 4.20
AR SRS LA A BARA BAAS AL SRR AR KA '|"'I""I""|I""'I""I""I""I""I' m/z 55.05 94.71%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2088: 1-Pentanol
42 55
5000 70

31 3.60 3.80 4.00 4.20

27 39 m/z 41.10 74 .85%
1519 |, /45 51 5861 67, 87
e .. ——
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
42
55 360 3.80 4.00 4.20
5000 31 70 m/z 70.10 56.51%
27 39
1518 4 51 58 67, 75 87
wquwququrrrmmwm
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 A
Abundance #2091: 1-Pentanol S S L S
42 3.60 3.80 4.00 4.20
55 m/z 57.10 28.09%
70
5000 31
27
39
45
P e e
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM081816\
Data File : BM0O07194.D

Acq On : 18 Aug 2016 00:09

Operator : UM/SJ

Sample - H4470-08

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116.M
= SVOA CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 (DEL) Alkane: Straight-Chai... Concentration Rank 16

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

4._.38 3.64 ng/ul 268148 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane 114 C8H18 000111-65-9 62
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 59
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 50
4 Hexane, 3-ethyl- 114 C8H18 000619-99-8 50
5 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 50

Abundance Scan 305 (4.381 min): BM007194.D (-299) (-) m/z 43.05 100.00%
a3
85
5000
‘ 114 207 4.00 420 4.40 4.60 4.80
e ...,”..,.”.,.”h,.”.,.”.,..”,..”,..” m/z 41.10 56 .85%
m/z--> 20 40 100 120 140 160 180 200
Abundance #7620: Octane
43
5000
57 4.00 420 4.40 4.60 4.80
29 85 m/z 85.10 55.43%
"W""I'”'I""P"'I'}}ﬁ""I'”'I""P"'I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
400 420 440 4.60 4.80
5000 a5 m/z 57.05 44 _37%
57 71
29
99 113 128
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #7642: Hexane, 2,4-dimethyl-
43 57 4.00 420 4.40 4.60 4.80
m/z 71.10 31.36%
85
5000
29
T }?I'LL J“"'hl 'JM'IE"'??"%lﬁI"" [P SN S S
m/z--> 20 40 80 100 120 140 160 180 200 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM081816\
Data File : BM0O07194.D

Acq On : 18 Aug 2016 00:09

Operator : UM/SJ

Sample - H4470-08

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.95 15.92 ng/ul 1172360 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
5 Acetone 58 C3H60 000067-64-1 10

Abundance Scan 402 (4.952 min): BM007194.D (-395) (-) m/z 43.00 100.00%
43
59
5000
101
460 4.80 5.00 5.20
83
....,....','...~!~|,..7.1.,-....-,....,....,....,....,....,2.97.. m/z 59.10 62.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR A RS SR
460 4.80 5.00 5.20
59 101 m/z 101.10 25.69%
T |??"|""|'?Q' F?""”"' S UL DAL AL S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
460 480 500 520
5000 5 m/z 58.10 16.73%
15 101
31 83
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R e R E
50 460 4.80 5.00 5.20
m/z 41.10 9.27%
5000 41
T "“Hm' “bi"zq RS ""|1?§"ﬁ4?"'|' R B B
m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM081816\
Data File : BM0O07194.D

Acq On : 18 Aug 2016 00:09

Operator : UM/SJ

Sample - H4470-08

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 1-Hexanol Concentration Rank 3

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

5.32 24 .07 ng/ul 1772750 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol 102 C6H140 000111-27-3 53
2 1-Hexanol 102 C6H140 000111-27-3 53
3 Hexyl chloroformate 164 C7H13CI02 006092-54-2 50
4 1-Butanol 74 C4H100 000071-36-3 50
5 1-Hexanol 102 C6H140 000111-27-3 50

Abundance Scan 465 (5.322 min): BM007194.D (-450) (-) m/z 56.10 100.00%
96
4
5000
3
5.00 520 5.40 5.60
g 207 281 | "m/z 55.10 62.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4412: 1-Hexanol
56
5000 4 ARRARNSRARNAREERSRARSY
5.00 520 5.40 5.60
0
zﬂ a4 m/z 43.05 59.46%
IIII"""IIII ‘I"(')'Il"'l""l""l"" IR SR SR S D B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56
31 5.00 520 5.40 5.60
5000 m/z 41.10 54 _74%
70 8% 101
WWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #34018: Hexy!| chloroformate
56 5.00 520 5.40 5.60
m/z 60.00 50.57%
5000 4
27
|l L 70 | 107121135
m/z--> 20 45 60 86 100 120 140 160 180 200 220 240 260 280 500 5.20 540 5.60

SOM02 .2-EPA-BM081116.M Wed Aug 31 07:40:40 2016 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM081816\
Data File : BM0O07194.D

Acq On : 18 Aug 2016 00:09

Operator : UM/SJ

Sample - H4470-08

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 2-Heptanone Concentration Rank 21

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

5.66 3.03 ng/ul 223276 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanone 114 C7H140 000110-43-0 91
2 2-Heptanone 114 C7H140 000110-43-0 90
3 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 90
4 2-Heptanone 114 C7H140 000110-43-0 90
5 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 83

Abundance Scan 522 (5.657 min): BM007194.D (-518) (-) m/z 43.00 100.00%
43
58
5000
it 540 5.60 5.80 6.00
99 : : : :
....,....',':..l.',..|:.,5?5...]..1}.4,....,....,....,....,2.0.7.. m/z 58.05 66.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7431: 2-Heptanone
43
58
5000 RN R LS RN AR
540 5.60 5.80 6.00
m/z 71.05 19.26%
27 71
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
58 540 5.60 5.80 6.00
5000 m/z 41.05 12.07%
27
71
5 g5 99 114
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #7507: 2-Hexanone, 5-methyl-
43 540 5.60 5.80 6.00
m/z 59.10 12.04%
5000
58
27
‘\‘ ‘ ‘\ I H‘ ‘ 7‘1 \85 99 1:!-4
m/z--> 20 40 60 80 100 120 140 160 180 200 540 5.60 5.80 6.00

SOM02 .2-EPA-BM081116.M Wed Aug 31 07:40:41 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM081816\
Data File : BM0O07194.D

Acq On : 18 Aug 2016 00:09

Operator : UM/SJ

Sample - H4470-08

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 (DEL) Alkane: Straight-Chai... Concentration Rank 18

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

5.83 3.26 ng/ul 240125 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane 128 C9H20 000111-84-2 90
2 Nonane 128 C9H20 000111-84-2 87
3 Nonane 128 C9H20 000111-84-2 78
4 Octane 114 C8H18 000111-65-9 59
5 Octane 114 C8H18 000111-65-9 59

Abundance Scan 551 (5.828 min): BM007194.D (-546) (-) m/z 43.05 100.00%
43 57
5000 85
| || | 128 007 540 5.60 5.80 6.00 6.20
”.,.”.,..nu..”,uJ”W..”,...w...w...w...w.... m/z 57.10 92.17%
m/z--> 20 40 100 120 140 160 180 200
Abundance #12664: Nonane
a3
5000
540 5.60 5.80 6.00 6.20
29 71 8 m/z 41.10 60.20%
T .-U--H‘---Lw- N"Ily '?f"' '|}%§' DR N S B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
57
540 5.60 5.80 6.00 6.20
5000 m/z 85.10 38.90%
29 71 8
15 99 128
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12663: Nonane
43 540 5.60 5.80 6.00 6.20
57 m/z 71.10 27 .53%
5000
29
O O I S
m/z--> 20 40 60 80 100 120 140 160 180 200 540 5.60 5.80 6.00 6.20

SOM02.2-EPA-BM081116.M Wed Aug 31 07:40:42 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM081816\
Data File : BM0O07194.D

Acq On : 18 Aug 2016 00:09

Operator : UM/SJ

Sample - H4470-08

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 1

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

6.91 57.83 ng/ul 4259700 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 47
2 Cyanic acid, sec-butyl ester 99 C5H9NO 001873-13-8 43
3 1-Heptanol 116 C7H160 000111-70-6 35
4 1-Heptanol 116 C7H160 000111-70-6 35
5 Cyclobutanone, 3-ethyl- 98 C6H100 056335-73-0 35

Abundance Scan 735 (6.910 min): BM007194.D (-707) (-) m/z 60.00 100.00%
60
41
70
5000
87 ISR SRS LS SRR
6.60 6.80 7.00 7.20
bl e ws 193 m/z 41.05 73.24%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8071: Hexanoic acid
60
5000 73
a1 6.60 6.80 7.00 7.20
m/z 55.05 59.64%
27 ‘ 87
--1-5.-‘-‘--‘.”-‘--‘”‘--”--.-‘---9?----.----.----.----.----.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
70
41 6.60 6.80 7.00 7.20
5000 56 m/z 70.10 58.23%
28
84 o9
mz-> 20 40 60 80 100 120 140 160 180
Abundance #8319: 1-Heptanol
56 70 6.60 6.80 7.00 7.20
41 m/z 73.00 56.15%
5000
31
83
T }?I""I T '|t' '?ﬁ' '%%ﬁ R DN SN S BESE AR NAARA NAAREUARRE
m/z--> 20 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20

SOM02 .2-EPA-BM081116.M Wed Aug 31 07:40:43 2016

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM081816\
Data File : BM0O07194.D

Acq On : 18 Aug 2016 00:09

Operator : UM/SJ

Sample - H4470-08

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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-Octanone Concentration Rank 13

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

7.26 4.20 ng/ul 309257 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octanone 128 C8H160 000111-13-7 80
2 2-Octanone 128 C8H160 000111-13-7 72
3 2-Octanone 128 C8H160 000111-13-7 72
4 2-Heptanone, 6-methyl- 128 C8H160 000928-68-7 72
5 2-Heptanone, 6-methyl- 128 C8H160 000928-68-7 64

Abundance Scan 794 (7.257 min): BM007194.D (-788) (-) m/z 43.00 100.00%
a3
58

5000

7.00 7.20 7.40 7.60
m/z 58.05 73.67%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12428: 2-Octanone
43 58
5000 ‘-’F-/T'-/\|----|----|----|---

7.00 7.20 7.40 7.60
m/z 71.00 19.89%

M ‘ ‘ 8 99113128

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
58 7.00 7.20 7.40 7.60
5000 m/z 41.10 19.61%
27

85 99113128
mﬁmﬁmﬁmﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #12436: 2-Octanone

43 7.00 7.20 7.40 7.60

m/z 55.05 16.34%
58
5000
27
I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.00 7.20 7.40 7.60

SOM02.2-EPA-BM081116.M Wed Aug 31 07:40:44 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM081816\
Data File : BM0O07194.D

Acq On : 18 Aug 2016 00:09

Operator : UM/SJ

Sample - H4470-08

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 (DEL) Alkane: Straight-Chai... Concentration Rank 28

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

7.43 2.19 ng/ul 161474 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 70
2 Silane, trichlorooctadecyl- 386 C18H37CI3Si 000112-04-9 50
3 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 50
4 Octane, 4-ethyl- 142 C10H22 015869-86-0 49
5 Undecane, 3,7-dimethyl- 184 C13H28 017301-29-0 47

Abundance Scan 823 (7.428 min): BM007194.D (-818) (-) m/z 57.10 100.00%
57
5000
85
113 142 7.00 7.20 7.40 7.60 7.80
—— J.IJLﬁ.n — T m/z 43.05 92 .86%
m/z--> 50 100 150 200 250 300 350
Abundance #19158: Decane
43
5000 R R I S
71 7.00 7.20 7.40 7.60 7.80
‘ m/z 41.10 51.13%
,15\‘\,‘,'\\‘ J,J,?ﬁ_llﬁﬁuullm I
m/z--> 50 100 150 200 250 300 350
Abundance
57
7.00 7.20 7.40 7.60 7.80
5000 m/z 44.95 42 _.90%
- 85
113135155175 203 231 259 303 331 357 386
m/z--> 50 100 150 200 250 300 350 '
Abundance #12684: Heptane, 2,4-dimethyl-
43 7.00 7.20 7.40 7.60 7.80
m/z 71.05 40.92%
5000 85
15‘\‘} \64 - 113
m/z--> 50 100 150 200 250 300 350 ' 7.00 7.20 7.40 7.60 7.80

SOM02.2-EPA-BM081116.M Wed Aug 31 07:40:45 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM081816\
Data File : BM0O07194.D

Acq On : 18 Aug 2016 00:09

Operator : UM/SJ

Sample - H4470-08

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Octanal Concentration Rank 22

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

7.50 2.75 ng/ul 202300 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanal 128 C8H160 000124-13-0 91
2 Octanal 128 C8H160 000124-13-0 87
3 Octanal 128 C8H160 000124-13-0 86
4 Octanal 128 C8H160 000124-13-0 80
5 Octanal 128 C8H160 000124-13-0 50

Abundance Scan 835 (7.498 min): BM007194.D (-830) (-) m/z 41.05 100.00%
4
57
84
5000 69
100 110 720 7.40 7.60 7.80
S .|.?,‘?.|!.!~,..:”,l':.??,“-.L.,..".-.-I....:....,....,...1.‘,‘9..., m/z 43.05 81.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12423: Octanal
43
29 56
5000 84 HR A IR I
69 7.20 7.40 7.60 7.80
‘ 100 m/z 57.05 73.11%
110
"|"'w"'*l'“'i'ﬂ"vw'll"jLH'??j'A'l'J"L"'l""v'%%?'“'l""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
41 57
84 7.20 7.40 7.60 7.80
5000 29 69 m/z 56.05 70.71%
100
15 50 77 110
Wmmmmwwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12425: Octanal
43 56 84 7.20 7.40 7.60 7.80
m/z 55.05 68.18%
5000 29 69
100
‘ 110
..,”..,”..,”..i”..,ﬂ.l,”l.JL??,Nu.?4j”\..”l.”.,.}%?.”.,.”., R L IR I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80

SOM02.2-EPA-BM081116.M Wed Aug 31 07:40:46 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM081816\
Data File : BM0O07194.D

Acq On : 18 Aug 2016 00:09

Operator : UM/SJ

Sample - H4470-08

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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-Nonanone Concentration Rank 14

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

8.87 4.06 ng/ul 299252 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonanone 142 C9H180 000821-55-6 91
2 2-Nonanone 142 C9H180 000821-55-6 87
3 2-Nonanone 142 C9H180 000821-55-6 80
4 2-Nonanone 142 C9H180 000821-55-6 72
5 11-Dodecen-2-one 182 C12H220 005009-33-6 64

Abundance Scan 1068 (8.869 min): BM007194.D (-1061) (-) m/z 43.05 100.00%
43 58
5000
71 AN N AN
83 127 8.60 8.80 9.00 9.20
51 101 113 142
..,....,....,....',!:~..,.~..'||,...-.|,|:|...,:|'.-.'.,....',~....,....,...'.,....,.-...,. m/z 58.10 88.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19938: 2-Nonanone
58
43
5000
8.60 8.80 9.00 9.20
71 m/z 55.10 29.59Y%
s 2 s o ug w7 @
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
43 58
8.60 8.80 9.00 9.20
5000 m/z 41.10 28.23%
7 71
15 85 99 113 127 142
WWWWTWWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19937: 2-Nonanone
43 58 8.60 8.80 9.00 9.20
m/z 71.00 24 .48%
5000
27 71
ol T e e ws 17 e
HUUNERIURLRE INLA R AR SRR NN ALARA RRASS SRS RS SASH SRR AR

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.60 8.80 9.00 9.20

SOM02.2-EPA-BM081116.M Wed Aug 31 07:40:47 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM081816\
Data File : BM0O07194.D

Acq On : 18 Aug 2016 00:09

Operator : UM/SJ

Sample - H4470-08

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Nonanal Concentration Rank 12

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

9.12 4.66 ng/ul 343369 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanal 142 C9H180 000124-19-6 74
2 Nonanal 142 C9H180 000124-19-6 74
3 (S)-(+)-6-Methyl-1-octanol 144 C9H200 110453-78-6 46
4 trans-1,2-Cyclohexanediamine 114 C6H14N2 001121-22-8 27
5 (1S,2S)-(+)-1,2-Diaminocyclohexane 114 C6H14N2 021436-03-3 27

Abundance Scan 1111 (9.122 min): BM007194.D (-1101) (-) m/z 55.10 100.00%
a P
97
5000
0 g VARSI
114 207 8.80 9.00 9.20 9.40
e B B e B m/z 57.10 87 .55%
m/z--> 20 40 60 80 100 120 180 200
Abundance #19921: Nonanal
57
41
5000 L L UL UL IR
29 70 g 98 880 9.00 9.0 9.40
m/z 41.10 81.55%
LA kL e
"%%I 'l"i'M ﬂﬂl'”‘l'lm”' “I'“'M }??"%4?"'|" B Y S
m/z--> 20 40 60 80 100 120 180 200
Abundance
41 57
29 NSRS RN AR
8.80 9.00 9.20 9.40
5000 70 m/z 97.05 61.34%
82 o8
14,0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #21160: (S)-(+)-6-Methyl-1-octanol
5 97 8.80 9.00 9.20 9.40
70 m/z 43.05 56.62%
5000
41
29 83
™ '}?""I" T |"1L'|wl"l‘|'%%l'|%%7"14% U SN SR SR NSRS AR
m/z--> 20 40 60 80 100 120 180 200 8.80 9.00 9.20 9.40

SOM02.2-EPA-BM081116.M Wed Aug 31 07:40:48 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM081816\
Data File : BM0O07194.D

Acq On : 18 Aug 2016 00:09

Operator : UM/SJ

Sample - H4470-08

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 unknown-02 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
9.39 2.24 ng/ul 217960 Naphthalene-d8 10.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cyclohexyl-2-nitro-3-(tetrahyd... 287 C14H25N05 1000194-56-8 27
2 3-[2-Tetrahydropyranyloxy]-1-butyne 154 C9H1402 1000227-17-0 27
3 2H-Pyran, 2-[(4-chloro-2-butynyl... 188 C9H13CI02 067727-01-9 27
4 Octanoic acid, 8-[(tetrahydro-2H... 244 C13H2404 054699-43-3 22
5 Sulfurous acid, hexyl nonyl ester 292 C15H3203S 1000309-13-1 14
Abundance Scan 1157 (9.392 min): BM007194.D (-1145) (-) m/z 73.00 100.00%
73
43

5000

9.00 9.20 9.40 9.60 9.80
m/z 85.10 81.75%

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

Abundance #133436: 1-Cyclohexyl-2-nitro-3-(tetrahydropyran-2-yloxy)p..
56 85
41
5000
0 9.00 9.20 9.40 9.60 9.80
) 1o m/z 43.05 70.66%
128
42158 174 204 229 286
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
85
R e o o R
9.00 9.20 9.40 9.60 9.80
5000 m/z 55.05 70.52%
55 101
41
L 125139154

mﬁ#ﬁwﬁwﬁwmm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #52033: 2H-Pyran, 2-[(4-chloro-2-butynyl)oxy]tetrahydro- R s B e e
5 9.00 9.20 9.40 9.60 9.80
m/z 41.00 65.25%

5000

I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.00 9.20 9.40 9.60 9.80

SOM02.2-EPA-BM081116.M Wed Aug 31 07:40:49 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM081816\
Data File : BM0O07194.D

Acq On : 18 Aug 2016 00:09

Operator : UM/SJ

Sample - H4470-08

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Octanoic acid Concentration Rank 2

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

9.97 30.18 ng/ul 2937370 Naphthalene-d8 10.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 98
2 Octanoic acid 144 C8H1602 000124-07-2 90
3 Octanoic acid 144 C8H1602 000124-07-2 86
4 Octanoic acid, silver(l+) salt 250 C8H15Ag02 024927-67-1 86
5 Hexanoic acid 116 C6H1202 000142-62-1 47

Abundance Scan 1255 (9.969 min): BM007194.D (-1231) (-) m/z 60.00 100.00%
60
73
5000 41
‘ 84 101 SR AU
115 9.60 9.80 10.00 10.20
...,....|i|.|..'!||.-.|~.'.,-'I||...'~,|...'.,.1.2?.,..1.5.4,....,....,?95?. m/z 73.00 74.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20837: Octanoic acid
60
73
5000 43 A AR A
9.60 9.80 10.00 10.20
29 gs 101 m/z 41.05 45.05%
--1?.-‘-‘--‘1‘-‘--‘1“‘--‘-‘-.“-“---.‘---‘-.-1-29-.1‘-“?--.----.----.----
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60
73 9.60 9.80 10.00 10.20
5000 43 m/z 43.05 42 .43%
29 85 101
18 115 109 144
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #20839: Octanoic acid
60 9.60 9.80 10.00 10.20
m/z 55.05 41.91%
73
5000 27
‘ 85 101
S 2= S
m/z--> 20 40 60 80 100 120 140 160 180 200 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM081816\
Data File : BM0O07194.D

Acq On : 18 Aug 2016 00:09

Operator : UM/SJ

Sample - H4470-08

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 1-Nonanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.12 12.16 ng/ul 1183370 Naphthalene-d8 10.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonanol 144 C9H200 000143-08-8 91
2 1-Nonanol 144 C9H200 000143-08-8 86
3 Cycloheptane 98 C7H14 000291-64-5 74
4 Cyclopropane, l-ethyl-2-heptyl- 168 C12H24 074663-86-8 72
5 Isopropylcyclobutane 98 C7H14 000872-56-0 68
Abundance Scan 1281 (10.122 min): BM007194.D (-1274) (-) m/z 55.05 100.00%
41 5p
70
5000
83
98
9.80 10.00 10.20 10.40
..:"-,.1.1.1.,1.2.6..,....,....,....,?97.. m/z 56.05 95.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21105: 1-Nonanol
56
41
70
5000
83 o 9.80 10.00 10.20 10.40
29 ‘ m/z 41.05 84.51%
.%?,.W..\H..w T O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56
43
70 9.80 10.00 10.20 10.40
5000 m/z 70.05 75.58%
29 83 og
15 111 126
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance #3301: Cycloheptane
96 70 9.80 10.00 10.20 10.40
4 o5 m/z 69.10 70.13%
5000 83
29
..1.5|....|...|....|....|....|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM081816\
Data File : BM0O07194.D

Acq On : 18 Aug 2016 00:09

Operator : UM/SJ

Sample - H4470-08

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 3-Decanone Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
10.37 2.15 ng/ul 209472 Naphthalene-d8 10.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Decanone 156 C10H200 000928-80-3 55
2 3-Decanone 156 C10H200 000928-80-3 43
3 3-Decanone 156 C10H200 000928-80-3 43
4 2,2-Dimethyl-3-octanone 156 C10H200 005340-64-7 38
5 Heptane, 3-bromo- 178 C7H15Br 001974-05-6 35
Abundance Scan 1323 (10.369 min): BM007194.D (-1317) (-) m/z 57.10 100.00%
g7
99
5000 43 72
127
85 10.00 10.20 10.40 10.60
...,....',".'.-.-J!-,.'.'-|.'.,~.":.'.-;..?‘.1.4,....,...1“?‘?....,....,2]0.7.. m/z 99.05 61.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28208: 3-Decanone
57
72
5000
10.00 10.20 10.40 10.60
29 41 127 m/z 43.05 42.56%
85
‘ \‘ 99 109 ‘ 156
m/z--> 25 ' eb éo 160 150 150 1éo 1éo 260
Abundance
57
29 10,00 10.20 10.40 10.60
5000 43 m/z 72.00 42 .41%
72
85 g9109 127 156
m/z--> 25 Jo eb éo 160 150 150 160 1éo 260
Abundance #28215: 3-Decanone
57 10.00 10.20 10.40 10.60
72 m/z 41.05 30.23%
5000
127
85
‘ ‘ ‘ 99 109 138 156
m/z--> ' ' 6|0 8|0 1(')0 12'0 14'10 1('30 15';0 2(')0 10.00 10 20 10.40 10.60 '

SOM02.2-EPA-BM081116.M Wed Aug 31 07:40:53 2016 Page: 21



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM081816\
Data File : BM0O07194.D

Acq On : 18 Aug 2016 00:09

Operator : UM/SJ

Sample - H4470-08

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 2-Decanone Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
10.45 2.34 ng/ul 227939 Naphthalene-d8 10.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Decanone 156 C10H200 000693-54-9 87
2 2-Decanone 156 C10H200 000693-54-9 83
3 2-Decanone 156 C10H200 000693-54-9 74
4 2-0Octanone 128 C8H160 000111-13-7 72
5 2-Octanone 128 C8H160 000111-13-7 56
Abundance Scan 1337 (10.451 min): BM007194.D (-1332) (-) m/z 58.05 100.00%
a3 OB
5000 71
99 113 156 10.20 10.40 10.60 10.80
el 82 M8 27 a1 W8 a7 743,00 80.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28216: 2-Decanone
43 58
5000 LS B B IR B
71 mmmmmmmm
- m/z 71.10 38.34Y%
1 J‘ L ‘ 85 96 113 127 141 156
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance
58
43 ERIRR UM BN BRI SR
10.20 10.40 10.60 10.80
5000 m/z 41.10 22.81%
71
15 22 85 98 113 127 141 156
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance #28209: 2-Decanone B EEEEEEL LS S
43 58 10.20 10.40 10.60 10.80
m/z 59.05 16.15%
5000 71
15 2 \‘ 1 85 96 113 197 141 156
m/z--> 2'0 ' I0 8|0 1(')0 12'0 14'10 1('30 15';0 2(')0 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM081816\
Data File : BM0O07194.D

Acq On : 18 Aug 2016 00:09

Operator : UM/SJ

Sample - H4470-08

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Nonanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.40 9.40 ng/ul 915185 Naphthalene-d8 10.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 91
2 Nonanoic acid 158 C9H1802 000112-05-0 90
3 n-Decanoic acid 172 C10H2002 000334-48-5 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 1498 (11.398 min): BM007194.D (-1489) (-) m/z 60.00 100.00%
6o 73
5000 A
115 129 VMNP S S
| T% | hm1% 2 1100 11,20 11.40 11.60 11.80
,, bl ol bl g L 141 158 207 sz 73,00 90.00%
m/z--> 60 80 100 120 140 160 180 200
Abundance #30180: Nonanoic acid
60 73
41
5000
29 11.00 11.20 11.40 11.60 11.80
H 87 o8 115 159 m/z 57.05 58.10%
..1.5|.‘l‘. "iH .Hl“.‘.“‘.‘.l‘l‘...“l‘...‘.|..‘..|...1.5|8....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60
3 N UL DR UL BN
11.00 11.20 11.40 11.60 11.80
5000 m/z 41.05 54 _.38%
41
29 gg 115 129
87
18 141 158
m/z--> 25 Jo eb éo 160 150 140 1éo 1éo 260
Abundance #39470: n-Decanoic acid e e,
60 73 11.00 11.20 11.40 11.60 11.80
m/z 55.05 46 .09%
41
5000 - 129
87
115 172
Y Y O W o ) A
m/z--> 200 40 60 80 mon01m1m1m 200 nmnmnmnmnm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM081816\
Data File : BM0O07194.D

Acq On : 18 Aug 2016 00:09

Operator : UM/SJ

Sample - H4470-08

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 1-Butanone, 1-phenyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
11.49 2.44 ng/ul 237241 Naphthalene-d8 10.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanone, 1l-phenyl- 148 C10H120 000495-40-9 55
2 1-Butanone, 1-phenyl- 148 C10H120 000495-40-9 46
3 1-Butanone, 1-phenyl- 148 C10H120 000495-40-9 46
4 1,2-Propanedione, l1l-phenyl- 148 C9H802 000579-07-7 45
5 1-Propanone, 3-chloro-1-phenyl- 168 C9HOCIO 000936-59-4 41
Abundance Scan 1514 (11.492 min): BM007194.D (-1508) (-) m/z 105.00 100.00%
105
5000 "
51 148 T T T T T T
39 120 11.20 11.40 11.60 11.80
65 8 130
el 82 ER LD U0 188 07 05 50, 35%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22629: 1-Butanone, 1-phenyl-
105
5000 & IR B R
11.20 11.40 11.60 11.80
51 148 m/z 85.00 50.23%
120
1827 39 | e | 91 | | 133
miz--> 20 40 60 80 100 120 140 160
Abundance
105
11.20 11.40 11.60 11.80
5000 77 m/z 51.05 14 .84%
148
51
18 27 39 63 91 120 153
miz--> 20 40 60 80 100 120 140 160
Abundance #22632: 1-Butanone, 1-phenyl-
105 11.20 11.40 11.60 11.80
77 m/z 148.10 13.15%
5000
51
S -0 TS e e SN () R | S
m/z--> 20 40 60 80 100 120 140 160 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM081816\
Data File : BM0O07194.D

Acq On : 18 Aug 2016 00:09

Operator : UM/SJ

Sample - H4470-08

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Dichloroacetic acid, decyl ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

1162  7.03 ng/ul 684739  Naphthalene-d8 10.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Dichloroacetic acid, decyl ester 268 C12H22CI1202 083005-00-9 58
2 Trichloroacetic acid, tridecyl e... 344 C15H27C1302 074339-51-8 49
3 Trichloroacetic acid, decyl ester 302 C12H21CI1302 065611-33-8 46
4 Trichloroacetic acid, dodecyl ester 330 C14H25CI1302 074339-50-7 43

5 1-Tetradecene 196 C14H28 001120-36-1 43
Abundance Scan 1536 (11.622 min): BM007194.D (-1531) (-) m/z 43.10 100.00%
55

5000

11.40 11.60 11.80 12.00
m/z 41.10 93.97%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #116851: Dichloroacetic acid, decyl ester
43 g7
70
83
5000 IIIIIIIIIIIIIIIIIIIII
97 11.40 11.60 11.80 12.00
29 112 m/z 55.05 80.78%
140
T R e e M 129 e

m/z--> 20 40 60 80 100 140 160 180 200
Abundance

43 57 69 g3

97 11.40 11.60 11.80 12.00
5000 m/z 57.05 79.33%
29 111
126
140 154 182
m/z--> 2I0 4I0 6IO 8I0 lCI)O léO léIlO l(ISO 18IO 2CI)O
Abundance #145830: Trichloroacetic acid, decyl ester R e RE R
43 11.40 11.60 11.80 12.00
it m/z 69.10 68.51%
71 83
5000
29
112
H | M\ I T
URRRAS RARES A rhe-r! T R IR SR SN B
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM081816\
Data File : BM0O07194.D

Acq On : 18 Aug 2016 00:09

Operator : UM/SJ

Sample - H4470-08

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 unknown-03 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.84 3.07 ng/ul 299079 Naphthalene-d8 10.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Imidazol-4-one, 2-amino-1,5-d... 99 C3H5N30 000503-86-6 38
2 4-Methylthiazole 99 C4H5NS 000693-95-8 38
3 2-Ethylbutyric acid, 2,4,4-trime... 228 C14H2802 1000369-49-3 35
4 Pentanoic acid, 1,l1-dimethylprop... 172 C10H2002 117421-32-6 35
5 1-lodoundecane 282 C11H23l1 004282-44-4 35
Abundance Scan 1573 (11.839 min): BM007194.D (-1567) (-) m/z 99.00 100.00%

43 59 41 g5 P

5000
141
113 105 185 11.60 11.80 12.00 12.20
m/z 43.05 84._71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3444: 4H-Imidazol-4-one, 2-amino-1,5-dihydro-
43 99
5000 IIII|IIII|IIII|IIII|III
71 11.60 11.80 12.00 12.20

56 ‘ m/z 59.05 84 .58%
|

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance
71 99
11.60 11.80 12.00 12.20
5000 45 m/z 85.05 80.62%
27
57 85
e L B B B e R B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #84521: 2-Ethylbutyric acid, 2,4,4-trimethylpentyl ester e EEEAE mE RS ST B
57 71 99 11.60 11.80 12.00 12.20
m/z 71.05 80.21%
5000 43
131
29 83 112
oty s 20213 e b YA
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM081816\
Data File : BM0O07194.D

Acq On : 18 Aug 2016 00:09

Operator : UM/SJ

Sample - H4470-08

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 (DEL) Alkane: Straight-Chai... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
12.14 2.13 ng/ul 207127 Naphthalene-d8 10.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 14
2 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 14
3 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 14
4 Nonadecane 268 C19H40 000629-92-5 12
5 Heptacosane 380 C27H56 000593-49-7 12
Abundance Scan 1624 (12.139 min): BM007194.D (-1621) (-) m/z 57.10 100.00%
g7
5000

11.80 12.00 12.20 12.40
m/z 85.10 43.77%

LUy L
T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #38335: Undecane, 3-methyl-

57

43

5000 n R R
85 11.80 12.00 12.20 12.40
29

m/z 41.10 38.64%
\‘ ‘ if 9 112 126 141 155 170

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

Abundance
57
L B R B
43 71 11.80 12.00 12.20 12.40
5000 85 m/z 55.00 35.35%
29 113
99
mmmmwwmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #48909: Decane, 6-ethyl-2-methyl- R AR RRRE
57 11.80 12.00 12.20 12.40
43 m/z 113.00 35.00%
5000 71
85
1 ‘ %? u3 126 141 155

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 11.80 12.00 12.20 12.40

SOM02 .2-EPA-BM081116.M Wed Aug 31 07:40:59 2016 Page: 27



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM081816\
Data File : BM0O07194.D

Acq On : 18 Aug 2016 00:09

Operator : UM/SJ

Sample - H4470-08

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 2,5-Octanedione Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.19 5.01 ng/ul 487750 Naphthalene-d8 10.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,5-Octanedione 142 C8H1402 003214-41-3 59
2 4-Heptanone 114 C7H140 000123-19-3 59
3 4-Heptanone 114 C7H140 000123-19-3 59
4 2,3-Octanedione 142 C8H1402 000585-25-1 53
5 Hexanoic acid, thio-, S-butyl ester 188 C10H200S 002432-79-3 53
Abundance Scan 1633 (12.192 min): BM007194.D (-1628) (-) m/z 43.10 100.00%
48
71 9
5000
11:80 12,00 12.20 12.40 12.60
m/z 71.05 76 .35%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19623: 2,5-Octanedione
43
5000 DU DU SRR B
71 99 11.80 12.00 12.20 12.40 12.60
m/z 99.05 69.14%
M J S 8l 1}4124 142
miz--> B 40 e 80 100 1% 10 1o 10
Abundance
43 71
11.80 12.00 12.20 12.40 12.60
5000 m/z 114.05 42 .33%
114
27
58 86 99
miz--> 20 40 60 80 100 120 140 160 180
Abundance #7434:4—Heptanone RN AL B LN B
43 71 11.80 12.00 12.20 12.40 12.60
m/z 41.05 13.13%
5000
114
\ ‘ ‘ \ 5‘8 | 86 99
m/z--> 2'0 ' 6|0 8|0 1(')0 12'0 14'10 1éo 15';0 11. 80 12. 00 12 20 12. 40 12. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM081816\
Data File : BM0O07194.D

Acq On : 18 Aug 2016 00:09

Operator : UM/SJ

Sample - H4470-08

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
12.95 2.73 ng/ul 400363 Acenaphthene-d10 14.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 58
2 Sulfurous acid, 2-ethylhexyl oct... 446 C26H5403S 1000309-20-1 50
3 Tetracosane 338 C24H50 000646-31-1 43
4 Octane, 2-bromo- 192 C8H17Br 000557-35-7 38
5 Octane, 2-bromo- 192 C8H17Br 000557-35-7 38
Abundance Scan 1762 (12.951 min): BM007194.D (-1755) (-) m/z 57.10 100.00%
g7
4
5000
us 11 . 1260 1280 1300 1320 "
m/z 43.10 87 .24%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #19195: Octane, 3,5-dimethyl-
57
5000 RPRRSUAARSARARAABAREE
12.60 12.80 13.00 13.20
29 a5 m/z 41.05 66.30%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
12:60 12:80 13.00 13.20
5000 m/z 71.10 59.54%
113
85
29 141 169 197 253
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane R R e R E
57 12.60 12.80 13.00 13.20
m/z 55.05 50.67%
5000 85
29
) 1 141 169 197 225 253 281 309 338
m/z--> %$eb%ﬁmmmmmmmnmmmmmmmﬁo 1260 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM081816\
Data File : BM0O07194.D

Acq On : 18 Aug 2016 00:09

Operator : UM/SJ

Sample - H4470-08

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 unknown-04 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
13.13 2.09 ng/ul 306583 Acenaphthene-d10 14.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Buten-2-ol, 2,3-dimethyl- 100 C6H120 010473-13-9 38
2 1-Pyrrolidinecarboxaldehyde 99 C5H9NO 003760-54-1 27
3 Fumaric acid, di(3-methylbut-2-e... 252 C14H2004 1000345-26-5 27
4 Silane, ethenyltrimethyl- 100 C5H12Si 000754-05-2 27
5 2H-Pyran-2-one, tetrahydro-6-(2-... 168 C10H1602 025524-95-2 27
Abundance Scan 1792 (13.128 min): BM007194.D (-1786) (-) m/z 85.05 100.00%
43 oo B
99
5000
) e L L LR
139 155 12.80 13.00 13.20 13.40
15 169 19 m/z 43.10  84.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #3924: 3-Buten-2-ol, 2,3-dimethyl-
59 85
43
5000 UL AR LN B
12.80 13.00 13.20 13.40
m/z 59.05 78.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43
99
28 71 12.80 13.00 13.20 13.40
5000 m/z 71.05 75.60%
15
56
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #103759: Fumaric acid, di(3-methylbut-2-en-1-yl) ester R AR R
69 85 12.80 13.00 13.20 13.40
m/z 99.00 66 .89%
5000 99
41
s 20 A0 6 80 100 13 130 1% 180 2% 250 20 12,80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM081816\
Data File : BM0O07194.D

Acq On : 18 Aug 2016 00:09

Operator : UM/SJ

Sample - H4470-08

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 unknown-05 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.43 4.70 ng/ul 689515 Acenaphthene-d10 14.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,5-Octanedione 142 C8H1402 003214-41-3 43
2 Ethyl 3-ethoxyacrylate 144 C7H1203 001001-26-9 43
3 4-Methylthiazole 99 C4H5NS 000693-95-8 43
4 2-Ethylbutyric acid, 3,5-dichlor... 260 C12H14Cl202 1000370-45-0 38
5 n-Caproic acid vinyl ester 142 C8H1402 003050-69-9 38

Abundance Scan 1843 (13.427 min): BM007194.D (-1837) (-) m/z 43.10 100.00%
43
71
5000 99 114
> 8 1320 13.40 13.60 13.80
127 : : : :
SN .',|:'. .-|:|, L .'.|i|. all S ML A8s 193 208 1 TnsoT 71,10 55.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19623: 2,5-Octanedione
43
5000 LRI UL UL BN SR
71 99 13120 1340 13.60 13.80
m/z 99.05 51.46%
M oo |85 1}4 127 142
m/z--> 25 40 eb 80 100 120 150 160 180 200
Abundance
71
99
13.20 13.40 13.60 13.80
5000 m/z 114.10 40.24%
29
15 43 54 83 116 12° 144
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #3458: 4-Methylthiazole
99 13.20 13.40 13.60 13.80
71 m/z 41.10 20.50%
5000
45
15 27 | ‘ 58 || 82
m/z--> 20 4'0 60 80 100 120 140 160 180 200 13.20 1340 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM081816\
Data File : BM0O07194.D

Acq On : 18 Aug 2016 00:09

Operator : UM/SJ

Sample - H4470-08

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 29 unknown-06 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
14 .52 2.19 ng/ul 321591 Acenaphthene-d10 14.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Ethylbutyric acid, 4-nitrophen... 237 C12H15N0O4 1000369-85-5 38
2 4-Heptanone 114 C7H140 000123-19-3 38
3 4-Heptanone 114 C7H140 000123-19-3 38
4 2-Ethylbutyric acid, 2-nitrophen... 237 C12H15NO4 1000369-86-5 38
5 Butanoic acid, l-methylethyl ester 130 C7H1402 000638-11-9 38
Abundance Scan 2029 (14.522 min): BM007194.D (-2025) (-) m/z 71.05 100.00%
7
43
99 114
5000
8 141155 14:20 14.40 14.60 14.80
281 m/z 43.00 81.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91310: 2-Ethylbutyric acid, 4-nitrophenyl ester
7n
43
5000 9 R AR DAL B SRR
mmmmmmmm
m/z 57.10 74 .38%
ﬁg A1 123139 168
m/z--> 25 45 eb éo 160 150 1&0 160 180 200 220 240 2éo 2§o
Abundance
43 7
14:20 14.40 14.60 14.80
5000 m/z 99.05 65.43%
27 114
57 | g5 99
WTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7433:4—Heptanone L L L L N N BN |
43 14.20 14.40 14.60 14.80
71 m/z 114.10 62.80%
5000
27
114
13 ) \‘\ 57 | 8599 |
m/z--> 25 45 eb éo 160 150 1&0 160 180 200 220 240 2éo 2§o 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM081816\
Data File : BM0O07194.D

Acq On : 18 Aug 2016 00:09

Operator : UM/SJ

Sample - H4470-08

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Diethyltoluamide Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.17 7.01 ng/ul 1029600 Acenaphthene-d10 14.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethyltoluamide 191 C12H17NO 000134-62-3 97
2 Diethyltoluamide 191 C12H17NO 000134-62-3 96
3 Diethyltoluamide 191 C12H17NO 000134-62-3 96
4 3-(4-Methylbenzoyl)acrylic acid 190 C11H1003 020972-36-5 78
5 L-Valine, N-(4-methylbenzoyl)-, ... 277 C16H23N0O3 1000346-63-8 72
Abundance Scan 2139 (15.169 min): BM007194.D (-2135) (-) m/z 119.00 100.00%
119
5000 o1 190
o 1480 15.00 1520 15.40
39 162 176 : : : :
SN I ,'.|. J7 4l 105 | 133 148 102 176 ] m/z 91.05 44.93%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53783: Diethyltoluamide
119
5000 o1 190 1480 15.00 1520 15.40
65 m/z 190.05 40.54%
15 2939 51 | 77 | 105 | 133 148 162 176 |
miz--> %4 e 8 1 1o 140 0 1o |
Abundance
119
1480 1500 1520 15.40
5000 91 190 m/z 65.05 16.88%
65
29 39 51 77 105 133 148 162 176
miz--> 20 40 60 80 100 120 140 160 180
Abundance #53784: Diethyltoluamide e RRREE R RS ./%
119 14.80 15.00 15.20 15.40
m/z 191.10 15.43%
5000 91 190
65
25 | 77 || 105 | 132 148 162 176 |
m/z--> 20 40 60 80 100 120 140 160 180 ' 14.80 15.00 15.20 15.40 |
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\Data\BM081816\
Data File : BM0O07194.D

Acq On : 18 Aug 2016 00:09

Operator : UM/SJ

Sample - H4470-08

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone 3.13 2.3 ng/ul 171441 1 7.80 1473140 20.0
1-Pentanol 3.94 3.4 ng/ul 246630 1 7.80 1473140 20.0
(DEL) Alkane: Str... 4.38 3.6 ng/ul 268148 1 7.80 1473140 20.0
2-Pentanone, 4-hy... 4.95 15.9 ng/ul 1172360 1 7.80 1473140 20.0
1-Hexanol 5.32 24_.1 ng/ul 1772750 1 7.80 1473140 20.0
2-Heptanone 5.66 3.0 ng/ul 223276 1 7.80 1473140 20.0
(DEL) Alkane: Str... 5.83 3.3 ng/ul 240125 1 7.80 1473140 20.0
unknown-01 6.91 57.8 ng/ul 4259700 1 7.80 1473140 20.0
2-Octanone 7.26 4.2 ng/ul 309257 1 7.80 1473140 20.0
(DEL) Alkane: Str... 7.43 2.2 ng/ul 161474 1 7.80 1473140 20.0
Octanal 7.50 2.8 ng/ul 202300 1 7.80 1473140 20.0
2-Nonanone 8.87 4.1 ng/ul 299252 1 7.80 1473140 20.0
Nonanal 9.12 4.7 ng/ul 343369 1 7.80 1473140 20.0
unknown-02 9.39 2.2 ng/ul 217960 2 10.59 1946700 20.0
Octanoic acid 9.97 30.2 ng/ul 2937370 2 10.59 1946700 20.0
1-Nonanol 10.12 12.2 ng/ul 1183370 2 10.59 1946700 20.0
3-Decanone 10.37 2.1 ng/ul 209472 2 10.59 1946700 20.0
2-Decanone 10.45 2.3 ng/ul 227939 2 10.59 1946700 20.0
Nonanoic acid 11.40 9.4 ng/ul 915185 2 10.59 1946700 20.0
1-Butanone, 1l-phe... 11.49 2.4 ng/ul 237241 2 10.59 1946700 20.0
Dichloroacetic ac... 11.62 7.0 ng/ul 684739 2 10.59 1946700 20.0
unknown-03 11.84 3.1 ng/ul 299079 2 10.59 1946700 20.0
(DEL) Alkane: Str... 12.14 2.1 ng/ul 207127 2 10.59 1946700 20.0
2 ,5-Octanedione 12.19 5.0 ng/ul 487750 2 10.59 1946700 20.0
(DEL) Alkane: Str... 12.95 2.7 ng/ul 400363 3 14.43 2936520 20.0
unknown-04 13.13 2.1 ng/ul 306583 3 14.43 2936520 20.0
unknown-05 13.43 4.7 ng/ul 689515 3 14.43 2936520 20.0
unknown-06 14.52 2.2 ng/ul 321591 3 14.43 2936520 20.0
Diethyltoluamide 15.17 7.0 ng/ul 1029600 3 14.43 2936520 20.0
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