LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG100915\
Data File : BG019091.D

Acq On : 9 Oct 2015 22:28

Operator : UM/NP

Sample - G3966-11

Misc :

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG100415.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 3.143 47 52 60 rBv 52153 95688 12.05% 0.923%
2 3.219 61 65 76 rvB 135209 183611 23.12% 1.772%
3 7.197 735 742 747 rBV2 18309 31467 3.96% 0.304%
4 7.361 763 770 779 rVB 61877 103441 13.02% 0.998%
5 7.567 793 805 812 rBvY 66814 117321 14.77% 1.132%
6 8.031 878 884 891 rBvV 72201 120542 15.18% 1.163%
7 8.342 929 937 943 rVB3 9106 14881 1.87% 0.144%
8 8.413 943 949 956 rvvé 4204 8939 1.13% 0.086%
9 8.677 986 994 999 rBvV2 18772 31460 3.96% 0.304%
10 8.736 999 1004 1011 rVB 61487 101842 12.82% 0.983%
11 9.106 1062 1067 1071 rvv3 4773 9196 1.16% 0.089%
12 9.194 1076 1082 1088 rVB 90292 159742 20.11% 1.541%
13 9.459 1122 1127 1131 rBV3 15185 24624 3.10% 0.238%
14 9.506 1131 1135 1142 rVVv7 5887 13452 1.69% 0.130%
15 9.576 1142 1147 1153 rVv2 17740 30213 3.80% 0.292%
16 9.917 1195 1205 1212 rBV 83482 153528 19.33% 1.481%
17 10.123 1236 1240 1245 rVB4 8085 13220 1.66% 0.128%
18 10.352 1275 1279 1285 rVB4 6137 10408 1.31% 0.100%
19 10.458 1291 1297 1305 rBV 117770 206162 25.96% 1.989%
20 10.663 1326 1332 1340 rVB6 5920 13373 1.68% 0.129%
21 10.839 1354 1362 1369 rBvY 115325 204161 25.71% 1.970%
22 10.980 1380 1386 1392 rVB4 18693 33588 4_.23% 0.324%
23 11.257 1428 1433 1438 rVB3 6803 11228 1.41% 0.108%
24 11.386 1448 1455 1457 rVV3 6810 12029 1.51% 0.116%
25 11.427 1457 1462 1468 rVB2 17762 32429 4._.08% 0.313%
26 11.709 1505 1510 1515 rBV3 9305 15436 1.94% 0.149%
27 11.950 1546 1551 1557 rvv 15777 28099 3.54% 0.271%
28 12.032 1558 1565 1570 rVB3 5545 11391 1.43% 0.110%
29 12.238 1596 1600 1605 rVB3 5842 9287 1.17% 0.090%
30 12.526 1640 1649 1656 rBV 194358 316661 39.87% 3.056%
31 12.590 1656 1660 1666 rVB5 14263 23220 2.92% 0.224%
32 12.661 1666 1672 1677 rBV5 24756 43644 5.50% 0.421%
33 12.702 1677 1679 1687 rVB4 10167 17608 2.22% 0.170%
34 12.814 1694 1698 1703 rBV2 21295 29317 3.69% 0.283%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG100915\
Data File : BG019091.D

Acq On : 9 Oct 2015 22:28

Operator : UM/NP

Sample - G3966-11

Misc :

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415.M
Title = SVOA CALIBRATION
35 12.872 1703 1708 1710 rBV3 6548 11581 1.46% 0.112%
36 12.925 1714 1717 1725 rVB6 10954 18593 2.34% 0.179%
37 13.019 1725 1733 1737 rBV 78136 127334 16.03% 1.229%
38 13.066 1737 1741 1748 rVB4 51522 93918 11.83% 0.906%
39 13.260 1769 1774 1781 rVB5 7069 16859 2.12% 0.163%
40 13.336 1781 1787 1790 rBV5 6862 13259 1.67% 0.128%
41 13.401 1795 1798 1802 rVv4 11099 16346 2.06% 0.158%
42 13.466 1802 1809 1813 rVV9 6409 14067 1.77% 0.136%
43 13.536 1814 1821 1824 rVV7 8951 22374 2.82% 0.216%
44 13.601 1828 1832 1833 rVV 10646 14524 1.83% 0.140%
45 13.624 1833 1836 1843 rVB4 18825 32454 4._.09% 0.313%
46 13.789 1858 1864 1868 rBV5 15453 33722 4._.25% 0.325%
47 13.830 1868 1871 1878 rVB6 14058 25649 3.23% 0.247%
48 13.924 1880 1887 1891 rBV7 14971 32343 4_.07% 0.312%
49 14.000 1896 1900 1903 rVv2 19740 33024 4.16% 0.319%
50 14.065 1906 1911 1916 rVV 268044 383435 48.28% 3.700%
51 14.112 1916 1919 1922 rVV 49634 66115 8.32% 0.638%
52 14.159 1922 1927 1936 rVB3 50430 102480 12.90% 0.989%
53 14.241 1937 1941 1946 rBV4 8852 14730 1.85% 0.142%
54 14.359 1954 1961 1971 rBV 258910 423448 53.32% 4._.086%
55 14.529 1985 1990 1993 rBV6 11353 21566 2.72% 0.208%
56 14.664 2006 2013 2021 rBV2 218488 368214 46.36% 3.553%
57 14.735 2021 2025 2028 rVV2 18919 25528 3.21% 0.246%
58 14.852 2036 2045 2054 rVB5 52513 105725 13.31% 1.020%
59 14.958 2058 2063 2068 rBV5 11581 26533 3.34% 0.256%
60 15.040 2074 2077 2081 rVB2 12546 15215 1.92% 0.147%
61 15.440 2142 2145 2149 rVB5 9357 15072 1.90% 0.145%
62 15.505 2154 2156 2159 rVB2 9734 10032 1.26% 0.097%
63 15.540 2159 2162 2166 rBV5 9836 12444 1.57% 0.120%

64 15.651 2175 2181 2187 rVB 348865 538078 67.75% 5.192%
65 15.763 2194 2200 2206 rVB2 143130 214259 26.98% 2.067%

66 15.863 2213 2217 2221 rBV 25967 36547 4._.60% 0.353%
67 15.904 2221 2224 2228 rVB5 17399 23685 2.98% 0.229%
68 15.957 2228 2233 2240 rBV 176132 224019 28.21% 2.162%
69 16.086 2252 2255 2261 rVB3 7638 9616 1.21% 0.093%
70 16.368 2300 2303 2306 rBV5 8575 11089 1.40% 0.107%
71 16.580 2334 2339 2345 rVB10 7521 15959 2.01% 0.154%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG100915\
Data File : BG019091.D

Acq On : 9 Oct 2015 22:28

Operator : UM/NP

Sample - G3966-11

Misc :

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415.M

Title = SVOA CALIBRATION

72 16.703 2356 2360 2364 rVV6 8781 13402 1.69% 0.129%

73 17.067 2419 2422 2429 rVB7 9290 16073 2.02% 0.155%

74 17.132 2430 2433 2436 rBV3 8399 13448 1.69% 0.130%

75 17.320 2461 2465 2473 rVB10 11261 16637 2.09% 0.161%

76 17.408 2474 2480 2486 rBV2 283162 433189 54.54% 4._.180%
77 17.508 2491 2497 2504 rVB 425466 643443 81.02% 6.209%

78 17.596 2509 2512 2517 rVB5 11922 16969 2.14% 0.164%
79 17.784 2539 2544 2547 rBV 19513 24620 3.10% 0.238%
80 17.902 2562 2564 2570 rVB3 9045 11096 1.40% 0.107%
81 18.301 2628 2632 2638 rBv4 28967 42731 5.38% 0.412%
82 18.366 2640 2643 2651 rVB 13288 22092 2.78% 0.213%
83 18.724 2701 2704 2707 rVB4 10402 12533 1.58% 0.121%
84 19.306 2797 2803 2807 rBV9 7706 15106 1.90% 0.146%
85 19.371 2810 2814 2818 rVB5 7121 10975 1.38% 0.106%
86 19.500 2833 2836 2843 rVB6 10730 20558 2.59% 0.198%
87 19.570 2845 2848 2852 rVV5 6610 8993 1.13% 0.087%
88 19.794 2880 2886 2894 rVB 550670 792018 99.72% 7.642%
89 21.327 3142 3147 3155 rBV2 39327 65362 8.23% 0.631%
90 21.574 3186 3189 3197 rVB 20694 28740 3.62% 0.277%
91 21.680 3201 3207 3214 rVB 349179 556942 70.12% 5.374%
92 22.496 3343 3346 3354 rVB5 13231 22372 2.82% 0.216%
93 22.872 3405 3410 3416 rVB2 43257 72463 9.12% 0.699%
94 23.389 3493 3498 3506 rVB3 37136 73671 9.28% 0.711%
95 24.018 3601 3605 3611 rVB5 10093 16390 2.06% 0.158%

96 24.465 3675 3681 3694 rVB2 51641 131078 16.50% 1.265%
97 24.694 3708 3720 3733 rBV 275584 794215 100.00% 7.664%
98 24.917 3747 3758 3767 rBV2 179117 525833 66.21% 5.074%
99 25.798 3899 3908 3920 rVB3 68523 209193 26.34% 2.019%
100 27.455 4178 4190 4208 rVB7 75271 352170 44.34% 3.398%

Sum of corrected areas: 10363356
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019091.D

Acq On : 9 Oct 2015 22:28

Operator : UM/NP

Sample - G3966-11

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG100415.M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG019091.D

500000

400000

300000

200000 12.53

10.4610.84

100000

0! - a A pard L oo VNN L VAN O N Dot
Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG019091.D
19.79
500000
17.51
400000 15.65 21.68
300000 14.074 36 1741

200000

1000007 13.02

21.33 |
03231-%7 22.50
L. A

ABS\S
LN B B B B B B

O L T e e e e SRRt

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG019091.D

500000
400000
300000 24.69

200000 24.92

100000 25.80 27.46

P2.87 23.39 24.4 ﬂ
24.02 M/\v‘ ,\__j\_._,
,.A snd A N\

e s e s s

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019091.D

Acq On : 9 Oct 2015 22:28

Operator : UM/NP

Sample - G3966-11

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._M
SVOA CALIBRATION

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

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

Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 2

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

3.22 30.46 ng/ul 183611 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 25

Abundance Scan 65 (3.219 min): BG019091.D (-61) (-) m/z 73.10 100.00%
73
5000 43 j\
55
87 SN I CUN—
an || - 3.00 3.20 3.40 3.60
SSSSSS T  EOSS OSN 7 A 1 U P m/z 43.10 50.15%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 B SERBE NSRS
43 3.00 320 3.40 3.60
55 87 m/z 55.10 35.47%
29
"I"”I"'W'?§'P"'P"'P'§?I”"I'”'I"”I"'W
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
73
1300 320 340 3.60
5000 m/z 87.10 26.45%
43
87
27
T "|""|%% "|"'4?""§q '§?|""| ""I""lp}"'l
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #13286: 2,2,4-Trimethyl-3-pentanol R
73 3.00 320 3.40 3.60
m/z 41.05 13.79%
41 55 87
5000
29
T |'%§'| "ﬂlkh' T |“'l'u' '§?iy' U |"??| SRR BN L IR IR
m/z--> 10 20 30 40 50 60 70 8 90 100 3.00 320 3.40 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019091.D

Acq On : 9 Oct 2015 22:28

Operator : UM/NP

Sample - G3966-11

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._M
SVOA CALIBRATION

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

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

Peak Number 3 Cyclopentanone, 2-(1-methyl... Concentration Rank 17

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

8.34 2.47 ng/ul 14881 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentanone, 2-(1-methylpropyl)- 140 C9H160 006376-92-7 50
2 Furan, 2,3-dihydro-4-methyl- 84 C5H80 034314-83-5 50
3 2-Butenoic acid, 3-amino-, methy... 115 C5H9NO2 014205-39-1 42
4 Cyclopentanone, 2-ethyl- 112 C7H120 004971-18-0 42
5 Azetidine, 1,1"-methylenebis[2-m... 154 C9H18N2 038455-30-0 36

Abundance Scan 937 (8.342 min): BG019091.D (-929) (-) m/z 84.10 100.00%
]
5000 2
| | |6|9 ‘ 97 126 8.00 820 840 8.60
SN 1 N ) L — m/z 55.10 49.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18067: Cyclopentanone, 2-(1-methylpropyl)-
84
5000 > 8.00 8.20 8.40 8.60
69 m/z 42.10 40.19%
..,....,”..,....“...,.MM.,”.hh....h‘..9}.%§...}%E..,....“..%?9.”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55 84
8.00 8.20 8.40 8.60
5000 41 m/z 41.10 34 _54%
29
69
18
mmmﬁwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7569: 2-Butenoic acid, 3-amino-, methyl ester
84 8.00 8.20 8.40 8.60
m/z 83.10 33.18%
5000 4 115
57
15 w0 % L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 150 130 140 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019091.D

Acq On : 9 Oct 2015 22:28

Operator : UM/NP

Sample - G3966-11

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._M
SVOA CALIBRATION

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

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

Peak Number 4 2-Cyclopenten-1-one, 2,3,4-... Concentration Rank 8

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

8.68 5.22 ng/ul 31460 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cyclopenten-1-one, 2,3,4-trime... 124 C8H120 028790-86-5 87
2 Cyclopent-2-ene-1-one, 2,3,4-tri... 124 C8H120 083321-16-8 72
3 Mequinol 124 C7H802 000150-76-5 58
4 2-Cyclopenten-1-one, 3,4,5-trime... 124 C8H120 055683-21-1 58
5 Phenol, 2-methoxy- 124 C7H802 000090-05-1 58

Abundance Scan 994 (8.677 min): BG019091.D (-986) (-) m/z 109.10 100.00%
81 109
124
5000
96 "'w'“l'“qﬂ“"w'ﬁ
| ”“ | 8.40 8.60 8.80 9.00
.w.”.“.”,“.w.”.“.h,”.w.”h“.”,”.w.”.“.”,ﬂ.w.. m/z 81.10 85.53%
m/z--> 10 20 40 50 70 80 90 100 110 120 130
Abundance #10233. 2- Cyclopenten 1-one, 2,3,4-trimethyl-
109 124
81
5000 ...,.M..,....,....ﬁ..ﬂ
8.40 8.60 8.80 9.00
41 o7 96 m/z 124.10 65.51%
“l“'w'“'w'HMH'WJL'V'Ll“'h'“'w'“l“'ﬁ'“"““l“
m/z--> 10 20 30 40 60 70 80 90 100 110 120 130
Abundance
109
o 840 860 880 9.00
5000 124 m/z 79.00 34.98%
41 s4 87 %
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 |
Abundance #10069: Mequinol e EARma s L
109 8.40 8.60 8.80 9.00
81 124 m/z 39.10 33.62%
5000
53
15 21 3\9 il \\6\5 74 95 | L
m/z--> 10 20 3'0 40 5'0 60 70 8|0 90 100 110 120 130 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019091.D

Acq On : 9 Oct 2015 22:28

Operator : UM/NP

Sample - G3966-11

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._M
SVOA CALIBRATION

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

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

Peak Number 5 Phenol, 2-ethyl- Concentration Rank 18

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

9.46 2.41 ng/ul 24624 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2-ethyl- 122 C8H100 000090-00-6 64
2 1,3-Cyclopentadiene, 5,5-dimethy... 122 C9H14 1000162-25-7 53
3 Benzenemethanol, .alpha.-methyl-.__. 122 C8H100 013323-81-4 47
4 Pyridine, 2,5-dimethyl- 107 C7HON 000589-93-5 35
5 Pyridine, 3,5-dimethyl- 107 C7HON 000591-22-0 27

Abundance Scan 1127 (9.459 min): BG019091.D (-1122) (-) m/z 122.10 100.00%
107 142
5000
39 N B R
| | || d 0l 9.20 9.40 9.60 9.80
N ”' NN L ...,....,”.'.., 1R S| E— m/z 107.00 97.18%

m/z--> 10 20 30 40 50 60 70 90 100 110 120 130
Abundance #9602: Phenol, 2- ethyl
107
5000 LI L L L L L L L LB LB
-7 122 9.20 9.40 9.60 9.80
20 m/z 77.10 51.26%
51 91
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
107
9.20 9.40 9.60 9.80
5000 o1 m/z 121.10 37.56%
122
79
29 39 51 55 65 115
B A A o B AN EAREN L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9685: Benzenemethanol, .alpha.-methyl-, (.+/-.)- L e D
1 9.20 9.40 9.60 9.80

m/z 91.10 36.49%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019091.D

Acq On : 9 Oct 2015 22:28

Operator : UM/NP

Sample - G3966-11

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._M
SVOA CALIBRATION

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

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

Peak Number 6 Benzofuran, 2-methyl- Concentration Rank 13

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

9.58 2.96 ng/ul 30213 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 86
2 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 86
3 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 72
4 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 68
5 Benzofuran, 3-methyl- 132 C9H80 021535-97-7 60

m/z 131.10 100.00%

Abundance Scan 1148 (9.582 min): BG019091.D (-1142) (-)

131
5000
51 77 103 ----------------|--
41 63 g6 9 123 |l 138 9.20 9.40 9.60 9.80
e b b e e e e - | M/ 132.05° 61.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14042: Benzofuran, 2-methyl-
131
5000 |||||||||||||||||||||
9.20 9.40 9.60 9.80
m/z 51.10 19.92%
51 i
15 27 39 63 89 | 115122
T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
131
9.20 9.40 9.60 9.80
5000 m/z 77.10 18.90%
51 77 103
15 27 39 63 89 113
mmwwmﬂmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14036: Cinnamaldehyde, (E)-
131 9.20 9.40 9.60 9.80
m/z 103.10 17.83%
103
5000 77
51
39 63
SR (WD A7 S S | - S| BN 71 T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.20 9.40 9.60 9.80

SOM0O2.2-EPA-BG100415.M Mon Oct

12 15:24:37 2015

Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019091.D

Acq On : 9 Oct 2015 22:28

Operator : UM/NP

Sample - G3966-11

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._M
SVOA CALIBRATION

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

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

Peak Number 7 Phenol, 2,4,6-trimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.43 3.18 ng/ul 32429 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2,4,6-trimethyl- 136 C9H120 000527-60-6 72
2 Phenol, 2,4,6-trimethyl- 136 C9H120 000527-60-6 68
3 Phenol, 2,3,5-trimethyl- 136 C9H120 000697-82-5 59
4 Phenol, 2,3,5-trimethyl- 136 C9H120 000697-82-5 59
5 Phenol, 2,3,6-trimethyl- 136 C9H120 002416-94-6 59
Abundance m/z 121.10 100.00%

Scan 1463 (11.433 min): BG019091.D (-1457) (-
121 136

11.20 11.40 11.60 11.80

m/z 136.05 86.71%

11.20 11.40 11.60 11.80

m/z 91.10 43.62%

11.20 11.40 11.60 11.80

m/z 77.00 28.72%

11.20 11.40 11.60 11.80

5000 91
67 77 109
53
© Ll bl
S S RN PN 1 1 Y A |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15844: Phenol, 2,4,6-trimethyl-
121 136
5000
91
77
18 27 39 5lsg 65 108
T T T T T T T T T T R e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
121
136
5000
91
39 77
27 51 65
14 103
wmmwmﬁrwwwwmﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15832: Phenol, 2,3,5-trimethyl-
121 136
5000
91
39 51,.,65
S A YR OO VOO e T RV OO N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

m/z 109.10 28 .34%

11.20 11.40 11.60 11.80

SOM02.2-EPA-BG100415.M Mon Oct 12 15:24:38 2015

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019091.D

Acq On : 9 Oct 2015 22:28

Operator : UM/NP

Sample - G3966-11

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._M
SVOA CALIBRATION

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

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

Peak Number 8 Phenol, 4-ethyl-3-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

11.95 2.75 ng/ul 28099 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4-ethyl-3-methyl- 136 C9H120 001123-94-0 87
2 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 86
3 Phenol, 2-ethyl-5-methyl- 136 C9H120 001687-61-2 86
4 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 86
5 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 86
Abundance Scan 1551 (11.950 min): BG019091.D (-1546) (-) m/z 121.05 100.00%

21
5000
136
77 91
39 51 65 107 11.60 11.80 12.00 12.20

.,....,....',~....i'.'...,.~.'.-.,...|.--,....,|....,.-..-.,....,.'...,...'.,... m/z 136.10 28.32%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #15853: Phenol, 4-ethyl-3-methyl-
121
5000
136 11.60 11.80 12.00 12.20
77 91 m/z 91.10 18.59%
39 51
L N1 §5 ‘ ‘ 103 L
B R A e e e N RRARE RS RS R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
121
11.60 11.80 12.00 12.20
5000 m/z 77.10 17.72%
136
7
39 91
27 51 65 103
B B R o o e e e e RARE RS R A RS S s R RS R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15861: Phenol, 2-ethyl-5-methyl-
121 11.60 11.80 12.00 12.20
m/z 65.10 9.93%
5000
136
77 89
39
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 11.60 11.80 12.00 12.20

SOM02.2-EPA-BG100415.M Mon Oct 12 15:24:38 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019091.D

Acq On : 9 Oct 2015 22:28

Operator : UM/NP

Sample - G3966-11

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._M
SVOA CALIBRATION

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

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

Peak Number 9 1,E-4,Z-8-Dodecatriene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.53 31.02 ng/ul 316661 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,E-4,Z-8-Dodecatriene 164 C12H20 083489-22-9 53
2 lsomyocorene 136 C10H16 006876-07-9 53
3 Cyclohexene, 3-(2-propynyl)- 120 C9H12 055956-43-9 49
4 Cyclohexene, 1-bromo- 160 C6H9Br 002044-08-8 47
5 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 47
Abundance Scan 1650 (12.532 min): BG019091.D (-1640) (-) m/z 81.10 100.00%
g
5000
53 164
39 68 108 VARSI ARRA RS
91 121 136 144 12.20 12.40 12.60 12.80
m/z 164.10 34.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #31975: 1,E-4,Z-8-Dodecatriene
81
5000 BRI BN SRR SUNRRE
1220 12.40 12.60 12.80
41 m/z 53.10 26.10%
> 67 | o1 108 121 135 149 1%
iz 10 3 30 a0 5 8 7o B b 100 110 120 130 140 140 160 130
Abundance
81
12.20 12.40 12.60 12.80
5000 m/z 79.10 20.45%
55
” 4
67 93 107 121 136
mwmmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #9137: Cyclohexene, 3-(2-propynyl)-
81 12.20 12.40 12.60 12.80
m/z 108.10 19.25%
5000
m/z--> 1'0 2'0 3'0 4'0 5'0 6|O 7'0 8IO 90 100 110 120 130 140 150 160 170 12.20 12.40 12.60 12.80

SOM02.2-EPA-BG100415.M Mon Oct 12 15:24:39 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019091.D

Acq On : 9 Oct 2015 22:28

Operator : UM/NP

Sample - G3966-11

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._M
SVOA CALIBRATION

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

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

Peak Number 10 Tetrahydroquinoxaline Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
12.59 2.27 ng/ul 23220 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrahydroquinoxaline 134 C8H10N2 003476-89-9 64
2 1H-Inden-5-o0l, 2,3-dihydro- 134 C9H100 001470-94-6 53
3 Benzaldehyde, 4-ethyl- 134 C9H100 004748-78-1 52
4 Tetrahydroquinoxaline 134 C8H10N2 003476-89-9 50
5 Phenol, 4-(2-propenyl)- 134 C9H100 000501-92-8 50
Abundance m/z 133.00 100.00%

5000

Scan 1660 (12.590 min): BG019091.D (-1656) (-)
133

105 117
51
I

148

m/z-->

65 77 9
JHM.HEM.HL”,M

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance

5000

#14681: Tetrahydroquinoxaline
133

104 119 |
L. | \

51 77
i L&
‘ | " | |

m/z-->

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance

5000

m/z-->

133

105
g 27 39 51 e 7 a 117

Wmmmﬁmm
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance

5000

#14770: Benzaldehyde, 4-ethyl-
133

91
105
7
51 65 H 119
41 \‘ AN il il ‘ | \‘

m/z-->

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

12.20 12.40 12.60 12.80 13.00

m/z 134.10 80.04%

12.20 12.40 12.60 12.80 13.00

m/z 117.00 42 _.80%

lAh

12.20 12.40 12.60 12.80 13.00

m/z 105.05 40.43%

12.20 12.40 12.60 12.80 13.00

m/z 51.10 30.09%

12.20 12.40 12.60 12.80 13.00

SOM0O2.2-EPA-BG100415.M Mon Oct

12 15:24:40 2015

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019091.D

Acq On : 9 Oct 2015 22:28

Operator : UM/NP

Sample - G3966-11

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._M
SVOA CALIBRATION

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

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

Peak Number 11 2,4-Heptadienal, (E,E)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

12.66 4.28 ng/ul 43644 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,4-Heptadienal, (E,E)- 110 C7H100 004313-03-5 50
2 Cyclopropane, 1-methyl-1-isoprop... 96 C7H12 003422-07-9 50
3 Cyclohexene, 3-bromo- 160 C6H9Br 001521-51-3 50
4 2-Hexyne, 6-bromo- 160 C6H9Br 055402-12-5 50
5 Bicyclo[2.1.0]pentane, 1,4-dimet... 96 C7H12 017065-18-8 40

Abundance Scan 1672 (12.661 min): BG019091.D (-1666) (-) m/z 81.10 100.00%

81
5000

107 AA_
91 135 148 166 RN AR e S

| || | 120 | | 12.40 12.60 12.80 13.00
i ..':!';... 1 R PR ) 18 ;,, m/z 84.10 57.03%

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

Abundance #5669: 2,4-Heptadienal, (E,E)-
81
5000
28 39 12.40 12.60 12.80 13.00
5 m/z 53.10 44.96%
‘ o5 110
5
”“”A”JLHWMMPMMHAH”wmnpnﬂnnpnw””“”w””“”w”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
81
12.40 12.60 12.80 13.00
5000 m/z 83.10 34.42%
41
53
27 67 96

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

Abundance #29567: Cyclohexene, 3-bromo-
81 12.40 12.60 12.80 13.00
m/z 107 .00 29.75%
5000
41 53
H | 8573 e 98 107 119127 138 160
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 12.40 12.60 12.80 13.00

SOM02.2-EPA-BG100415.M Mon Oct 12 15:24:41 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019091.D

Acq On : 9 Oct 2015 22:28

Operator : UM/NP

Sample - G3966-11

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._M
SVOA CALIBRATION

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

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

Peak Number 12 1,3,7-Octatriene, 2,7-dimet... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.02  6.92 ng/ul 127334 Acenaphthene-d10 14.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3,7-Octatriene, 2,7-dimethyl- 136 CIOH16 036638-38-7 50

2 Cyclopropane, 1-chloro-2-(1-prop... 116 C6H9CI
3 1,3-Butadiene, 2-(bromomethyl)-3... 160 C6H9Br

074752-94-6 47
074793-41-2 47

4 Cyclohexene, 3-bromo- 160 C6H9Br 001521-51-3 46
5 Cyclohexene,3-(2-propenyl)- 122 C9H14 015232-95-8 46
Abundance &mn1n3u3?9mmyBemgmLDcina(q m/z 81.05 100.00%
8
5000 108 178
53
39 68 94 AN RN RARAN RARAA

| | 121 136 150 163 12.80 13.00 13.20 13.40
bl A e 2R b Tm/z 178,100 41.79%
miz--> 20 40 60 80 100 120 140 160 180

Abundance #15214: 1,3,7-Octatriene, 2,7-dimethyl-
81
5000 LI L B O
4 53 12.80 13.00 13.20 13.40
0
27 o7 93 107 121 . m/z 108.10 37 .65%
I IR | 1
T e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
81
12.80 13.00 13.20 13.40
5000 m/z 79.10 31.12%
41 53
21 65 116
9o 101
L o o e e I L e s e o o o o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29569: 1,3-Butadiene, 2-(bromomethyl)-3-methyl-
Sii 12.80 13.00 13.20 13.40
m/z 53.10 29 .54%
41
5000 53
27
65 ‘ 160
S D 51,1213 N | [ W0/ NV S

I
m/z--> 20 40 60 80 100 120 140 160 180 12.80 13.00 13.20 13.40

SOM02.2-EPA-BG100415.M Mon Oct 12 15:24:42 2015

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019091.D

Acq On : 9 Oct 2015 22:28

Operator : UM/NP

Sample - G3966-11

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG100415.M
= SVOA CALIBRATION

C:\DATABASENNISTO2.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 13 unknown-01 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.07 5.10 ng/ul 93918 Acenaphthene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3,7-Octatriene, 2,7-dimethyl- 136 C10H16 036638-38-7 52
2 2(10)-Pinen-3-one, (-+/-.)- 150 C10H140 030460-92-5 42
3 1,7-Octadien-3-ol, 3,7-dimethyl- 154 C10H180 000598-07-2 42
4 Trifluoroacetyl-.alpha.-fenchol 250 C12H17F302 031076-73-0 40
5 Cyclopropane, 1-chloro-2-ethenyl... 116 C6H9CI 062337-93-3 38

Abundance Scan 1742 (13.072 min): BG019091.D (-1737) (-) m/z 81.05 100.00%
il
5000 135 178 4/M\\
"1'250' 13.00 13.20 13.40
m/z 178.10 43 .85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15214: 1,3,7-Octatriene, 2,7-dimethyl-
81
5000 LI BN UM LN B
41 53 12.80 13.00 13.20 13.40
2 93 107 121 m/z 135.05 39.63%
. ‘\ m\ -‘l‘--‘-“-.-‘1--.‘---1?6.----.----.--
m/z--> 20 40 80 100 120 140 160 180
Abundance
53 81
108
41 12.80 13.00 13.20 13.40
5000 69 m/z 108.10 33.50%
27 135 150
16 91 122
mz-> 20 40 60 80 100 120 140 160 180
Abundance #25539: 1,7-Octadien-3-ol, 3,7-dimethyl-
81 12.80 13.00 13.20 13.40
m/z 150.10 32.87%
- 41
5000 53 68 03
107 21
| | |
AL i T A L liemsa
m/z--> 20 40 60 80 100 120 140 160 180 12.80 13.00 13.20 13.40

SOM0O2.2-EPA-BG100415.M Mon Oct

12 15:24:43 2015

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019091.D

Acq On : 9 Oct 2015 22:28

Operator : UM/NP

Sample - G3966-11

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._M
SVOA CALIBRATION

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

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

Peak Number 14 Ethyl citrate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.96 12.17 ng/ul 224019 Acenaphthene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethyl citrate 276 C12H2007 000077-93-0 87
2 Ethyl citrate 276 C12H2007 000077-93-0 53
3 Ethyl citrate 276 C12H2007 000077-93-0 50
4 Ethyl citrate 276 C12H2007 000077-93-0 50
5 Quinoline, 4,8-dimethyl- 157 C11H11N 013362-80-6 40
Abundance Scan 2234 (15.963 min): BG019091.D (-2228) (-) m/z 157.10 100.00%
157
5000
115
I 87 129 203 15.60 15.80 16,00 16.20
60 : : : :
...,....,'|...:,-..-..,.':..1?.1.'..,....’f,‘F?. A8 e | M7z 115.10  33.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #103736: Ethyl citrate
157
5000 29 LU AL AR
115 15 60 15. 80 16. 00 16. 20 '
43 203 m/z 43.10 18.07%
15 | J 69 87,4 | 12943 85 231 277
m/z--> 25 40 éo 80 100 150 140 160 180 200 220 240 260 280
Abundance
157
15.60 15.80 16,00 16.20
5000 e m/z 203.10 10.44%
43
29 203
60 87 129143 185
wwwwwmwwwwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #103737: Ethyl citrate R B
157 15.60 15.80 16.00 16.20
m/z 111.00 8.78%
5000 29 115
43 e9 87 129 203
S O e T W 0 . —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15.80 16.00 16.20

SOM02.2-EPA-BG100415.M Mon Oct 12 15:24:44 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019091.D

Acq On : 9 Oct 2015 22:28

Operator : UM/NP

Sample - G3966-11

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._M
SVOA CALIBRATION

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

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

Peak Number 15 1-Nonadecanol Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
21.33 2.35 ng/ul 65362 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecanol 284 C19H400 001454-84-8 95
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 94
3 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
4 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 94
5 1-Octadecanol 270 C18H380 000112-92-5 93
Abundance Scan 3147 (21.327 min): BG019091.D (-3142) (-) m/z 43.10 100.00%
43
83
5000
111
[ (401 103 22 27 w5 | | 2100 2150 2140 21680
e T e T e e m/z 57.10 98.93%
m/z--> 50 100 150 200 250 300 350
Abundance #108955: 1-Nonadecanol
43 83
5000 LU BN BRI RS
111 21.00 21.20 21.40 21.60
m/z 55.10 86 .33%
139
|1|8| "‘“l“ ‘:6 L T \l‘\ I\hl ‘\l ! |1§'|8 " :!'96 |2|21|2?|8 2|6|6| : T
m/z--> 50 100 150 200 250 300 350
Abundance
43
83 UL BN BRI UGS
21.00 21.20 21.40 21.60
5000 m/z 83.10 72 .53%
111
25 65 139 182 210
m/z--> 50 100 150 200 250 300 350
Abundance #137330: 1-Heneicosyl formate
57 83 21.00 21.20 21.40 21.60
m/z 97.10 70.04%
5000 111
} | ‘ J’ | | 11 167 196 220 266 294 33030
m/z--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60

SOM02.2-EPA-BG100415.M Mon Oct 12 15:24:45 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019091.D

Acq On : 9 Oct 2015 22:28

Operator : UM/NP

Sample - G3966-11

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._M
SVOA CALIBRATION

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

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

Peak Number 18 unknown-02 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

2446 4.99 ng/ul 131078  Perylene-diz 24.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si19 000556-71-8 86
2 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 64
31,1,1,5,7,7,7-Heptamethyl-3,3-bi... 444 C13H4005Si6 038147-00-1 38
4 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 37

5 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 30
Abundance Scan 3680 (24.459 min): BG019091.D (-3675) (-) m/z 73.10 100.00%
B 147
221
5000
281 355
429 R EEEEE mamm a
39 Ul | e 508 24.20 24.40 24.60 24.80
SR VTN PP SNSNUSS P PR I MBI S TRV i m/z 147.05 84.87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #173700: Cyclononasiloxane, octadecamethy!-
73 429
147
5000 221 355 TTT T TTTT TTT T T
281 24. 20 24 40 24. 60 24. 80
m/z 221.10 74_75%
475
s A N
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
73 147 221 429
AR RR Ran s e
355 24.20 24.40 24.60 24.80
5000 281 m/z 281.00 38.65%
475 651
Al R E B S B B A O D
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #163622: 1,1,1,5,7,7,7-Heptamethyl-3,3-bis(trimethylsiloxy ... R RERRE RS L
73 24.20 24.40 24.60 24.80
m/z 355.05 33.70%
147
267
5000 355 429
207
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 24.20 24.40 24.60 24.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG100915\
Data File : BG019091.D

Acq On : 9 Oct 2015 22:28

Operator : UM/NP

Sample - G3966-11

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._M
SVOA CALIBRATION

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

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

Peak Number 20 unknown-03 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
27.46 13.39 ng/ul 352170 Perylene-di12 24 .91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Amino-2-oxo-acetic acid, N-[3,... 221 C12H15N03 024451-17-0 47
2 N-Benzyl-N-ethyl-p-isopropylbenz. .. 281 C19H23NO 015089-22-2 30
3 Trisiloxane, 1,1,1,5,5,5-hexamet... 384 C12H3604Si5 003555-47-3 27
4 Pentasiloxane, dodecamethyl- 384 C12H3604Si5 000141-63-9 27
5 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 25
Abundance Scan 4191 (27.461 min): BG019091.D (-4178) (-) m/z 221.10 100.00%
73 241
147
5000 281 355
429
43 177 J 327 401 50 27.20 27.40 27.60 27.80
SSAF I AN e O S .l.l, i ~.l,l. - L oL . ‘m/z 73.10 83.08%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #70005: 2-Amino-2-oxo-acetic acid, N-[3,4-dimethylphenyl]-...
221
147
5000 L SUARL UL U SUR
120 27.20 27.40 27.60 27.80
77 m/z 147.10 73.90%
|||5|;I-|||||||||||||1|93| B B o B e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
147
27.20 27.40 27.60 27.80
5000 281 m/z 281.00 44.06%
91
41 65 119 190 519 252
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #152263: Trisiloxane, 1,1,1,5,5,5-hexamethyl-3,3-bis[(trim... AR R
73 147 27.20 27.40 27.60 27.80
m/z 355.10 42 .00%
281
5000
369
Pl 17 | 1% 249 | 033 |
m/z--> 50 100 150 200 250 300 350 400 450 500 27.20 27.40 27.60 27.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG100915\
Data File : BG019091.D

Acq On : 9 Oct 2015 22:28

Operator : UM/NP

Sample - G3966-11

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG100415._M
SVOA CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.22 30.5 ng/ul 183611 1 8.03 120542 20.0
Cyclopentanone, 2... 8.34 2.5 ng/ul 14881 1 8.03 120542 20.0
2-Cyclopenten-1-o0... 8.68 5.2 ng/ul 31460 1 8.03 120542 20.0
Phenol, 2-ethyl- 9.46 2.4 ng/ul 24624 2 10.84 204161 20.0
Benzofuran, 2-met... 9.58 3.0 ng/ul 30213 2 10.84 204161 20.0
Phenol, 2,4,6-tri... 11.43 3.2 ng/ul 32429 2 10.84 204161 20.0
Phenol, 4-ethyl-3... 11.95 2.8 ng/ul 28099 2 10.84 204161 20.0
1,E-4,Z-8-Dodecat... 12.53 31.0 ng/ul 316661 2 10.84 204161 20.0
Tetrahydroquinoxa... 12.59 2.3 ng/ul 23220 2 10.84 204161 20.0
2,4-Heptadienal, ... 12.66 4.3 ng/ul 43644 2 10.84 204161 20.0
1,3,7-Octatriene, ... 13.02 6.9 ng/ul 127334 3 14.66 368214 20.0
unknown-01 13.07 5.1 ng/ul 93918 3 14.66 368214 20.0
Ethyl citrate 15.96 12.2 ng/ul 224019 3 14.66 368214 20.0
1-Nonadecanol 21.33 2.4 ng/ul 65362 5 21.68 556942 20.0
unknown-02 24 .46 5.0 ng/ul 131078 6 24.91 525833 20.0
unknown-03 27.46 13.4 ng/ul 352170 6 24.91 525833 20.0
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