LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM091217\
Data File : BM011529.D

Aca On : 12 Sep 2017 22:01

Operator : SJ/JU

Sample : 15145-17

Misc :

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BMO90817MA .M
Title - SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.393 14 18 26 rBv 97281 141604 0.32% 0.082%
2 6.016 456 464 481 rBV 2601746 4089765 9.23% 2.375%
3 6.945 615 622 629 rBV2 37420 87371 0.20% 0.051%
4 7.122 647 652 665 rVB 338741 620716 1.40% 0.360%
5 7.298 676 682 692 rBY 1303606 2102192 4.74% 1.221%
6 7.504 710 717 730 rBVY 1279840 2147212 4 .85% 1.247%
7 7.975 789 797 803 rBVY 1687770 2773927 6.26% 1.611%
8 8.028 803 806 815 rVB 248168 396344 0.89% 0.230%
9 8.592 896 902 908 rBV2 36336 61778 0.14% 0.036%
10 8.669 908 915 928 rBV 974406 1681026 3.79% 0.976%
11 8.804 933 938 945 rVB 31977 53650 0.12% 0.031%

12 9.069 976 983 988 rBV 408465 698254 1.58% 0.405%
13 9.139 988 995 1001 rBV 1546731 2607775 5.89% 1.514%
14 9.292 1015 1021 1036 rVB 170462 325669 0.74% 0.189%
15 9.857 1109 1117 1133 rBV 1191924 2095938 4.73% 1.217%

16 9.992 1133 1140 1145 rVV5 21941 50852 0.11% 0.030%
17 10.069 1148 1153 1165 rVB4 36112 93498 0.21% 0.054%
18 10.398 1200 1209 1226 rBV 1898271 3381042 7.63% 1.963%
19 10.680 1246 1257 1267 rBV 162726 328374 0.74% 0.191%
20 10.780 1267 1274 1281 rBV 2603882 4354959 9.83% 2.529%

21 10.922 1293 1298 1308 rBV3 35956 78986 0.18% 0.046%
22 11.439 1380 1386 1394 rVB 55066 98814 0.22% 0.057%
23 11.551 1397 1405 1417 rBvV4 41658 114285 0.26% 0.066%
24 11.945 1466 1472 1477 rBV3 32932 59820 0.14% 0.035%
25 12.051 1482 1490 1506 rVvVv 341764 652679 1.47% 0.379%
26 12.363 1539 1543 1553 rVB2 41987 73978 0.17% 0.043%
27 12.869 1624 1629 1638 rBv4 42000 78220 0.18% 0.045%
28 12.963 1640 1645 1651 rVB2 32580 57509 0.13% 0.033%

29 13.210 1681 1687 1696 rVB2 63270 111350 0.25% 0.065%
30 13.521 1728 1740 1756 rBV 1566990 2556347 5.77% 1.484%

31 13.957 1811 1814 1817 rBV3 37942 58135 0.13% 0.034%
32 14.004 1817 1822 1828 rVV 3782306 5256460 11.86% 3.052%
33 14.051 1828 1830 1836 rVB 81830 102900 0.23% 0.060%
34 14.298 1866 1872 1884 rBV 3991166 5928081 13.38% 3.442%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM091217\
Data File : BM011529.D

Aca On : 12 Sep 2017 22:01

Operator : SJ/JU

Sample : 15145-17

Misc :

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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

Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM0O90817MA_M
SVOA CALIBRATION

Method
Title

35 14.457 1894 1899 1910 rVB 67025 122029 0.28% 0.071%

36 14.604 1917 1924 1932 rBV2 3777000 5816793 13.13% 3.378%
37 14.674 1932 1936 1941 rVB 37825 59391 0.13% 0.034%
38 14.792 1951 1956 1967 rBV 223186 457082 1.03% 0.265%
39 14.998 1982 1991 1996 rBV 194765 301890 0.68% 0.175%
40 15.045 1996 1999 2010 rVB2 84946 161553 0.36% 0.094%

41 15.268 2031 2037 2042 rBVY 133816 211312 0.48% 0.123%
42 15.339 2045 2049 2052 rVvV 34915 53782 0.12% 0.031%
43 15.404 2053 2060 2069 rVB3 63735 148450 0.34% 0.086%
44 15.592 2084 2092 2103 rBV 5284206 7767709 17.53% 4.511%
45 15.704 2104 2111 2122 rBV 1881304 2673217 6.03% 1.552%

46 15.833 2129 2133 2138 rVB 61794 90977 0.21% 0.053%
47 15.957 2149 2154 2162 rVB 57438 91638 0.21% 0.053%
48 16.727 2279 2285 2294 rBV5 68801 121207 0.27% 0.070%
49 16.827 2297 2302 2314 rVV 924629 1292548 2.92% 0.751%
50 17.345 2383 2390 2400 rBV 4900165 6930727 15.64% 4.025%

51 17.445 2400 2407 2422 rVV 6384735 9362042 21.13% 5.436%

52 17.615 2431 2436 2441 rVB 44679 66598 0.15% 0.039%
53 17.998 2494 2501 2508 rBV 1671876 2162972 4._.88% 1.256%
54 18.168 2526 2530 2533 rBV 32464 44660 0.10% 0.026%

55 18.215 2533 2538 2548 rVV 633119 1019414 2.30% 0.592%

56 18.292 2548 2551 2555 rVvVv 102916 162624 0.37% 0.094%
57 18.362 2559 2563 2569 rVB 85297 128386 0.29% 0.075%
58 18.480 2578 2583 2590 rVB 81306 115595 0.26% 0.067%
59 18.815 2634 2640 2642 rBV5 29138 55767 0.13% 0.032%
60 19.362 2727 2733 2740 rBV 94192 159998 0.36% 0.093%

61 19.486 2749 2754 2772 rBV 1146307 2043659 4.61% 1.187%
62 19.615 2773 2776 2777 rVV 75818 89434 0.20% 0.052%
63 19.645 2777 2781 2789 rVvV 602205 792306 1.79% 0.460%
64 19.727 2789 2795 2803 rVB 8511349 11107268 25.07% 6.450%
65 20.633 2940 2949 2962 rBV 32071538 44308647 100.00% 25.729%

66 20.733 2963 2966 2977 rVB 374195 627782 1.42% 0.365%
67 21.509 3092 3098 3104 rBV 6192520 8265635 18.65% 4 _800%
68 22.580 3277 3280 3287 rVB 319513 437577 0.99% 0.254%
69 23.115 3368 3371 3378 rVB 343368 477142 1.08% 0.277%
70 23.727 3468 3475 3487 rBV2 5571994 11109845 25.07% 6.451%

71 23.885 3494 3502 3517 rVB2 3630456 7507446 16.94% 4 _359%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM091217\
Data File : BM011529.D

Aca On : 12 Sep 2017 22:01

Operator : SJ/JU

Sample : 15145-17

Misc :

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM0O90817MA_M
SVOA CALIBRATION

72 24.421 3588 3593 3602 rVB 527435 1091466 2.46% 0.634%
73 25.227 3725 3730 3741 rVB 633291 1455786 3.29% 0.845%

Sum of corrected areas: 172211864
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM091217\
Data File : BM011529.D

Aca On : 12 Sep 2017 22:01

Operator : SJ/JU

Sample : 15145-17

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BMO90817MA_M
SVOA CALIBRATION

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

Abundance TIC: BM011529.D
3e+07

2.5e+07
2e+07
1.5e+07
1le+07

5000000
6.02 10.40 10.78

7.97 9.14
3.39 /l 6.93-15,\30/\50 .03 8%@37809-%3.29 9,'\89(.3@7 | 10.@0.92 114465 11.¢
, =

T T
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BM011529.D

20.¢
3e+07

2.5e+07
2e+07
1.5e+07

1e+07 19.73

15.59 e

5000000 14.0014.3014.60 M

13.52 5.70 3 18. 19
02-0512.36 1248P63.21 [ 131905 |14.46168 715004 1518306 1(}.9,;? 17.62 | 961818.82  19.

i e L e e e e N R e L
Time-->12.00 12.50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50
Abundance TIC: BM011529.D

3e+07
2.5e+07
2e+07
1.5e+07

1e+07
21.51 23.73

5000000 ﬁimsg
73 2258 23.11 24.42 25.23

e T T T e T T T T T T T T T T T T T T T e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM091217\
Data File : BM011529.D

Aca On : 12 Sep 2017 22:01

Operator : SJ/JU

Sample : 15145-17

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BMO90817MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 1-Hexanol, 2-ethyl- Concentration Rank 11

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

8.03 2.86 ng/ul 396344 1,4-Dichlorobenzene-d4 7.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 53
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 50
4 2-Propvl-1-pentanol 130 C8H180 058175-57-8 50
5 Sulfone, 2-hydroxyoctyl t-butyl 250 C12H2603S 1000161-82-7 42

Abundance Scan 806 (8.028 mm) BM011529.D (-803) (-) m/z 57.00 100.00%
540
5000 410
70.0
83.1 7.60 7.80 8.00 8.20 8.40
| | | 98.0 107.0
| SNENENECENNENNNNENNIMEMRR [ SRS ¥ MBMRMCOU | BSSSP MBSOV m/z 41.00 38.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13220: 1-Hexanol, 2-ethyl-
57.0
5000
43.0 7.60 7.80 8.00 8.20 8.40
29.0 70.0 830 m/z 43.00 28.90%
18.0 ‘\ \‘\ ‘ ! ‘ ‘\ 9.0 112.0
0'”I'”'P"W'”'I”"P'”I'”'P"W'”'I”'W"”I”"P
m/z--> 10 20 40 50 60 70 80 90 100 110 120
Abundance
57.0
7.60 7.80 8.00 8.20 8.40
5000 410 m/z 55.00 26 .65%
29.0
70.0 83.0
15.0 98.0 1120
S R I RS LA RS R RS RS RS LR ERRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13219: 1-Hexanol, 2-ethyl- R A e
57.0 760 7.80 8.00 820 8.40
m/z 56.00 21.11%
5000 41.0
29.0 ‘ 00 830 56.0
0"'I}9ql""l"'W""I"'I'”'I""I""P"'I"'}f?g'l' N S RS LRSS R
m/z--> 10 20 40 50 60 70 90 100 110 120 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM091217\
Data File : BM011529.D

Aca On : 12 Sep 2017 22:01

Operator : SJ/JU

Sample : 15145-17

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BMO90817MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 Phenol, 2-methoxy- Concentration Rank 5

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

9.07 5.03 ng/ul 698254 1,4-Dichlorobenzene-d4 7.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-methoxv- 124 C7H802 000090-05-1 95
2 Phenol. 2-methoxv- 124 C7H802 000090-05-1 93
3 Meauinol 124 C7H802 000150-76-5 93
4 Phenol. 2-methoxv- 124 C7H802 000090-05-1 90
5 Phenol, 2-methoxy- 124 C7H802 000090-05-1 87

Abundance Scan 983 (9.069 min): BM011529.D (-976) (-) m/z 109.00 100.00%
109.0
81.0
5000
53.0
e
125.0 8.80 9.00 9.20 9.40
ol 3 2070 | “mjz 124.00 84.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10078: Phenol, 2-methoxy-
109.0
5000 LR I RN IR I
8L0 8.80 9.00 9.20 9.40
m/z 81.00 69.71%
27.0 53‘3-0 125.0
O e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109.0
810 8.80 9.00 9.20 9.40
5000 m/z 53.00 29.12%
53.0
27.0 125.0
S S S I SR LA L S L WY SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10070: Mequinol
109.0 8.80 9.00 9.20 9.40
m/z 52.00 17.66%
81.0
5000
53.0
210 ) \ 12MO
o) A — ..“.“. “.‘... N | —
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM091217\
Data File : BM011529.D

Aca On : 12 Sep 2017 22:01

Operator : SJ/JU

Sample : 15145-17

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BMO90817MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 Ethanol, 2-(hexyloxy)- Concentration Rank 12

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

9.29 2.35 ng/ul 325669 1,4-Dichlorobenzene-d4 7.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(Chexvloxv)- 146 C8H1802 000112-25-4 50
2 Thiophene. 2.3-dihvdro- 86 C4H6S 001120-59-8 47
3 Butvl-tert-butvl-isopropoxvborane 184 C11H25BO 097782-82-6 47
4 Hexane. 1-(Chexvloxv)-2-methvl- 200 C13H280 074421-17-3 43
5 Diallylmethylsilane 126 C7H14Si 002043-08-5 40

Abundance Scan 1021 (9.292 min): BM011529.D (-1015) (-) m/z 43.00 100.00%
43.0
85.1
5000
‘ 57.0
rrrrrTTTTT T T T T T T T
69.0 9.00 9.20 9.40 9.60
98.0
o..,....,....|,!...,.':|”- Lolpetoal 980 ms0 /7 85.10 54.68%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #21169: Ethanol, 2-(hexyloxy)-
43.0
85.0
5000 L R LR R UL
21.0 9.00 920 9.40 9.60
57.0 m/z 40.95 49 _.17%
Ll 0 e o
O'W'”'P'”I”'W'“'P'”I”"P'“I”'W'”'P'”I”'W'”'P'“I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
85.0
45.0 9.0 9.20 9.40 9.60
5000 m/z 45.00 42 _.93%
28.0
58.0 710
0‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #45330: Butyl-tert-butyl-isopropoxyborane
43.0 9.00 9.20 9.40 9.60
m/z 57.00 30.74%
5000 85.0
57.0
o ‘\‘ 71.0 | 127.0 142.0
m/z--> 20 30 4'0 50 60 70 80 90 100 110 120 130 140 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM091217\
Data File : BM011529.D

Aca On : 12 Sep 2017 22:01

Operator : SJ/JU

Sample : 15145-17

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BMO90817MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 Vanillin Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.52 8.79 ng/ul 2556350 Acenaphthene-d10 14.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Vanillin 152 C8H803 000121-33-5 96
2 Vanillin 152 C8H803 000121-33-5 96
3 Benzaldehvde. 3-hvdroxv-4-methoxvy- 152 C8H803 000621-59-0 94
4 Vanillin 152 C8H803 000121-33-5 94
5 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 94

Abundance Scan 1740 (13.521 min): BM011529.D (-1728) (-) m/z 151.00 100.00%
15).0
5000 /L
81.0
53.0 109.0 R AR E R e
13.20 13.40 13.60 13.80
o 300 135.0 19292089 | 77 152.00  95.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24644: Vanillin
151.0
5000
81.0 109.0 13.20 13.40 13.60 13.80
970 51.0 : m/z 81.00 31.58%
Oy | "“l‘ .“H“. |....|....|....1|$.5.'Q. ~ ‘.,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
151.0
13.20 13.40 13.60 13.80
5000 m/z 53.00 22.32%
81.0
3.0 109.0
o 29.0 135.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #24713: Benzaldehyde, 3-hydroxy-4-methoxy- A Ram s L L  EaRE
152.0 13.20 13.40 13.60 13.80
m/z 51.00 20.89%
5000
810 109.0
270 520 ‘ | 1360
0"”I'W'ﬂ”'wuﬂh'JW"“I'l"P"§]"MI"'W""I”" RN BUREN SN B
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80

SOM-EPA-BMO90817MA_M Wed Sep 13 17:54:21 2017

Page: 8



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM091217\
Data File : BM011529.D

Aca On : 12 Sep 2017 22:01

Operator : SJ/JU

Sample : 15145-17

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BMO90817MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 Dodecanamide Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.83 3.73 ng/ul 1292550 Phenanthrene-d10 17.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanamide 199 C12H25NO 001120-16-7 91
2 Nonanamide 157 C9H19NO 001120-07-6 83
3 Pentanamide. 4-methvl- 115 C6H13NO 001119-29-5 64
4 Hexanamide 115 C6H13NO 000628-02-4 50
5 Octanamide 143 C8H17NO 000629-01-6 50
Abundance Scan 2302 (16.827 min): BM011529.D (-2297) (-) m/z 59.00 100.00%
59.0
5000 fL
AR S
86.0 114.0 16.60 16.80 17.00 17.20
ol 3ab Ui |50 140 1560 1009 2210 2809 st 7n 00 31 750%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55486: Dodecanamide
59.0
5000
16.60 16.80 17.00 17.20
m/z 43.00 18.09%
0 Z%OH Ll | 86\0 1140\ 1560 1990
m/z--> ﬁo Jo éo éo 160 150 150 1éo 180 200 220 240 2éo 2éo
Abundance
59.0
16.60 16.80 17.00 17.20
5000 m/z 41.00 17.89%
0 29.0 86.0 114.0 157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7608: Pentanamide, 4-methyl- E e R AR REN
59.0 16.60 16.80 17.00 17.20
m/z 43.95 15.18%
5000
29.0 100.0
0 "'I'l"'I“"'dl""I""'l""l""l""l"" IR N B B TTTTT T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1660 1680 1700 1720
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM091217\
Data File : BM011529.D

Aca On : 12 Sep 2017 22:01

Operator : SJ/JU

Sample : 15145-17

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BMO90817MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 7,9-Di-tert-butyl-l1-oxaspir... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.00 6.24 ng/ul 2162970 Phenanthrene-d10 17.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7.9-Di-tert-butvl-1-oxaspiro(4.5... 276 C17H2403 082304-66-3 99
2 7.9-Di-tert-butvl-1-oxaspiro(4.5... 276 C17H2403 082304-66-3 93
3 7.9-Di-tert-butvl-1-oxaspiro(4.5... 276 C17H2403 082304-66-3 60
4 Ethanone. 1-(5.6.7.8-tetrahvdro-... 220 C14H2002 071596-88-8 50
5 Benzene, 1,1"-(1-methyl-2-butyny... 220 C17H16 054372-84-8 38

Abundance Scan 2501 (17.998 min): BM011529.D (-2494) (-) m/z 57.00 100.00%

5000

17.60 17.80 18.00 18.20 18.40

0 m/z 205.00 63.54%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104143: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57.0
205.0
5000 [Trr T[T rrr[rrrrprrerpTT
175.0 17.60 17.80 18.00 18.20 18.40
91.0 m/z 55.00 59.76%
135.0 ‘ 32.0 261.0
Obrrr m .‘.‘ L .“.‘..H”.‘u”l” M‘\Iww MH\ \Hh \H\ iy ..‘H. I“
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
205.0 17.60 17.80 18.00 18.20 18.40
5000 ' m/z 41.00 54 .30%
177.0
910 135.0 232.0 261.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104141: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57.0 17.60 17.80 18.00 18.20 18.40
m/z 175.00 37.80%
5000
205.0
91.0 175.0
135.0 32.0 261.0
0 LB o o B L
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17. 60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM091217\
Data File : BM011529.D

Aca On : 12 Sep 2017 22:01

Operator : SJ/JU

Sample : 15145-17

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BMO90817MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.22 2.94 ng/ul 1019410 Phenanthrene-d10 17.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 Pentadecanoic acid 242 C15H3002 001002-84-2 80
Abundance Scan 2539 (18.221 min): BM011529.D (-2533) (-) m/z 73.00 100.00%
3.0
5000 129.0
213.1 R R N R
1041.0 157.0 185.0 l 256.1 2551 18,00 1820 18.40 18.60
o b AL L L P 895 a7 43,00 98.36%
m/z--> 50 100 150 200 250 300 350
Abundance #92228: n-Hexadecanoic acid
43.0 73.0
5000 256.0
129.0 18.00 18.20 18.40 18.60
213.0 m/z 59.95 96.65%
W o o Bl
OI‘IUIMIIHl H ‘H‘\\ Il III‘I\\ |‘|‘|||‘|||||||||||
m/z--> 5 150 200 250 300 350
Abundance
73.0
43.0 "' 18.00 18.20 18.40 18.60
5000 129.0 m/z 55.00 81.92%
171.0
99.0 214.0
L S WL s L IS WL
m/z--> 50 100 150 200 250 300 350
Abundance #92226: n-Hexadecanoic acid
43.0 73.0 18.00 18.20 18.40 18.60
m/z 57.00 80.02%
5000
129.0
256.0
m/z--> - 5 - 150 ' "260" "250" "360" "3éo' 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM091217\
Data File : BM011529.D

Aca On : 12 Sep 2017 22:01

Operator : SJ/JU

Sample : 15145-17

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BMO90817MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.49 4.94 ng/ul 2043660 Chrysene-di12 21.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 95
3 Octadecanoic acid 284 C18H3602 000057-11-4 92
4 Octadecanoic acid 284 C18H3602 000057-11-4 91
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
Abundance Scan 2755 (19.492 min): BM011529.D (-2749) (-) m/z 42.95 100.00%
4.0 73.0
5000 129.0 S 0
185.1 241.1
.0 284.2 19.20 19.40 19.60 19.80
157.0 )
ol bl 2200 1, 282 | AT 309 Ly, 59,95 90.74%
m/z--> 50 100 150 200 250 300
Abundance #108841: Octadecanoic acid
43.0
5000 R LR BN U SR
mo mmmmmmmm

284.0 m/z 73.00 89.09%

L L
0150 “u h HH ?I\ H\ ‘l |1570 I‘I \|2]:3'I0\I I‘ I I\I T
m/z--> 150 200 250 300
Abundance

43.0 730

19.20 109. 40 19. 60 19.80

5000 m/z 57.00 88.28%
129.0 284.0
101.0 1570 185.0 213.0 241.0 ﬂ\/\\
L A L (L L S A S S L
m/z--> 50 100 150 200 250 300
Abundance #108843: Octadecanoic acid R e e B e
43.0 73.0 19. 20 19. 40 19. 60 19. 80

m/z 55.00 78 .49%

5000 129.0
1850 4, 2840
9? .
oLt \t\\hi‘ ﬂlf}Q‘I{I‘2130 {

T
m/z--> 50 100 150 200 250 300 19. 20 19. 40 19. 60 19. 80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM091217\
Data File : BM011529.D

Aca On : 12 Sep 2017 22:01

Operator : SJ/JU

Sample : 15145-17

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BMO90817MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 Hexadecanamide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.63 107.21 ng/ul 44308600 Chrysene-di12 21.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanamide 255 C16H33NO 000629-54-9 56
2 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 56
3 7-Nonenamide 155 C9H17NO 090949-53-4 56
4 Dodecanamide 199 C12H25NO 001120-16-7 56
5 Pentanamide, 4-methyl- 115 C6H13NO 001119-29-5 50
Abundance Scan 2949 (20.633 min): BM011529.D (-2940) (-) m/z 59.00 100.00%
59.0
5000
98.0 20.40 20.60 20.80 21.00
40.1
ol wA000 1841 2382 2811 3650 4009 4611 o 75 00 61.84%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #91513: Hexadecanamide
59.0
5000 RIS LR BN SUR
20.40 20.60 20.80 21.00
m/z 55.00 38.92%
0 i L‘\ 1| 11‘\1'(\) 170.0 212'0 25\5'0
m/z--> 55 160 1%0 260 2éo 360 3éo 460 4%0
Abundance
59.0
20.40 20.60 20.80 21.00
5000 m/z 41.00 33.35%
114.0
0l15.0 171.0
m/z--> 55 160 1%0 260 2%0 360 3éo 460 4%0
Abundance #26840: 7-Nonenamide
59.0 20.40 20.60 20.80 21.00
m/z 43.00 26.04%
5000
0|||| HJII;_LI.HILILI.I ———TTTT —_——— T T————
m/z--> 55 160 1%0 260 2éo 360 3éo 460 4%0 20.40 20.60 20.80 21.00

SOM-EPA-BMO90817MA_M Wed Sep 13 17:54:25 2017 Page: 13



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM091217\
Data File : BM011529.D

Aca On : 12 Sep 2017 22:01

Operator : SJ/JU

Sample : 15145-17

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BMO90817MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
24.42 2.91 ng/ul 1091470 Perylene-d12 23.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Tetracosane 338 C24H50 000646-31-1 87
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 87
4 Pentacosane 352 C25H52 000629-99-2 86
5 Docosane 310 C22H46 000629-97-0 86

Abundance Scan 3593 (24.421 min): BM011529.D (-3588) (-) m/z 57.00 100.00%

|

24. 20 24 40 24 60 24. 80
141.1 281.0
o 183.0 225.1 324.8 369.1 417.1 491.2 m/z 43.00 58_06%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107652: Eicosane
57.0

5000 S R R e ]
24. 20 24 40 24 60 24. 80

m/z 71.00 57.20%

I ‘\ | Fgo 1410 282.0
O T T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0

24.20 24.40 24 60 24.80

5000

5000 m/z 85.00 41.66%
99.0
o 141.0 183.0 225.0 267.0  338.0
e B LA A e e R e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #123100: Pentadecane, 8-heptyl- R RREE S RRRRE R

24.20 24.40 24.60 24.80
m/z 55.00 23.60%

210.0 /\
141.0 252.0 309.0

m/z--> 50 100 150 200 250 300 350 400 450 24. 20 24 40 24 60 24. 80

5000
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM091217\
Data File : BM011529.D

Aca On : 12 Sep 2017 22:01

Operator : SJ/JU

Sample : 15145-17

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BMO90817MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
25.23 3.88 ng/ul 1455790 Perylene-d12 23.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Octacosane 394 C28H58 000630-02-4 87
3 3.5-Dimethvldodecane 198 C14H30 107770-99-0 83
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 80
5 Pentadecane 212 C15H32 000629-62-9 80

Abundance Scan 3731 (25.232 min): BM011529.D (-3725) (-) m/z 57.00 100.00%

%

5000
141.0 207.0 25.00 25.20 25.40 25.60
ol 282.0 342.9 403.0 476.9 549.1 m/z 43.00 59 _ 250
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151556: Heptacosane
57.0
5000: L e B B e

25.00 25.20 25.40 25.60
m/z 71.00 55.00%

9.0
‘ ‘ % | 141.0183.0225.0267.0 323.0 380.0

0“..w..”,.”.,”........” RN o o e R AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
P T T T T T
25.00 25.20 25.40 25.60
5000 m/z 85.05 37.94%
99.0
o 141.0183.0225.0 281.0 337.0 394.0
T T [ T T T T e [ T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #55017: 3,5-Dimethyldodecane T T
57.0 25.00 25.20 25.40 25.60
m/z 55.00 22 .44%
5000
15. %0 169.0
O T L o o e o o N R B REmma R e R R SR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 25 00 25. 20 25 40 25. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM091217\
Data File : BM011529.D

Acq On : 12 Sep 2017 22:01

Operator : SJ/JU

Sample - 15145-17

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO90817MA_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]
1-Hexanol, 2-ethyl- 8.03 2.9 ng/ul 396344 1 7.97 2773930 20.0
Phenol, 2-methoxy- 9.07 5.0 ng/ul 698254 1 7.97 2773930 20.0
Ethanol, 2-(Chexyl... 9.29 2.4 ng/ul 325669 1 7.97 2773930 20.0
Vanillin 13.52 8.8 ng/ul 2556350 3 14.60 5816790 20.0
Dodecanamide 16.83 3.7 ng/ul 1292550 4 17.34 6930730 20.0
7,9-Di-tert-butyl... 18.00 6.2 ng/ul 2162970 4 17.34 6930730 20.0
n-Hexadecanoic acid 18.22 2.9 ng/ul 1019410 4 17.34 6930730 20.0
Octadecanoic acid 19.49 4.9 ng/ul 2043660 5 21.51 8265640 20.0
Hexadecanamide 20.63 107.2 ng/ul 44308600 5 21.51 8265640 20.0
(DEL) Alkane: Str... 24.42 2.9 ng/ul 1091470 6 23.88 7507450 20.0
(DEL) Alkane: Str... 25.23 3.9 ng/ul 1455790 6 23.88 7507450 20.0
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