LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120517\
Data File : BM013190.D

Aca On : 05 Dec 2017 14:18

Operator : SJ/JU

Sample : 16647-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017.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 3.246 24 27 33 rBv2 58739 81714 1.11% 0.113%
2 5.775 451 457 471 rVB 849468 1318854 17.92% 1.831%
3 6.881 639 645 656 rVB2 209717 414456 5.63% 0.575%
4 7.045 664 673 685 rBV 894140 1332988 18.11% 1.850%
5 7.239 699 706 716 rVB 930686 1444008 19.62% 2.004%
6 7.704 776 785 791 rBV 882624 1390223 18.89% 1.930%
7 7.769 791 796 803 rVB 110844 170725 2.32% 0.237%
8 7.945 818 826 830 rBV2 60945 104163 1.42% 0.145%
9 8.410 899 905 914 rBV 685198 1086973 14.77% 1.509%
10 8.522 919 924 930 rVB 86562 131411 1.79% 0.182%

11 8.792 962 970 975 rBV 632917 1041507 14.15% 1.446%
12 8.857 975 981 986 rVvvV 1235651 2034619 27.64% 2.824%
13 8.898 986 988 996 rVB 117520 172567 2.34% 0.240%
14 9.575 1094 1103 1112 rBV 1061120 1769816 24.04% 2.457%
15 9.739 1123 1131 1138 rBV3 44689 96325 1.31% 0.134%

16 10.110 1186 1194 1203 rBV 1464384 2431012 33.02% 3.374%
17 10.392 1236 1242 1251 rBV2 201428 384263 5.22% 0.533%
18 10.486 1251 1258 1264 rVV 1232972 2077816 28.23% 2.884%

19 10.539 1264 1267 1273 rVB5 48601 77360 1.05% 0.107%
20 11.080 1354 1359 1363 rVV 56521 95441 1.30% 0.132%
21 11.133 1363 1368 1377 rVB 213419 379369 5.15% 0.527%
22 11.657 1451 1457 1461 rBV2 51506 81001 1.10% 0.112%
23 11.780 1469 1478 1485 rBV3 147063 280270 3.81% 0.389%
24 12.110 1531 1534 1540 rVB2 47163 73656 1.00% 0.102%
25 12.604 1611 1618 1623 rBV 54002 81997 1.11% 0.114%

26 12.698 1628 1634 1641 rVB 134971 218516 2.97% 0.303%
27 12.951 1668 1677 1686 rBV2 190593 298843 4._.06% 0.415%
28 13.263 1722 1730 1737 rBV 476923 802058 10.90% 1.113%
29 13.757 1808 1814 1826 rVB 3024102 4262223 57.90% 5.916%
30 14.033 1851 1861 1867 rBV 3354135 5024640 68.26% 6.975%

31 14.204 1885 1890 1895 rBV 137489 193784 2.63% 0.269%
32 14.345 1903 1914 1922 rBV2 1972475 2987144 40.58% 4.146%
33 14.557 1944 1950 1956 rBV 215221 342329 4._.65% 0.475%
34 15.027 2024 2030 2038 rBV2 46699 86249 1.17% 0.120%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120517\
Data File : BM013190.D

Aca On : 05 Dec 2017 14:18

Operator : SJ/JU

Sample : 16647-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM113017 .M
SVOA CALIBRATION

Method :
Title :

35 15.151 2047 2051 2053 rBV 82596 111998 1.52% 0.155%

36 15.339 2076 2083 2092 rVV 4276229 6054397 82.25% 8.404%
37 15.462 2095 2104 2118 rBV 1382247 1882844 25.58% 2.614%

38 15.580 2119 2124 2129 rVB3 54221 87884 1.19% 0.122%
39 15.710 2141 2146 2151 rVB2 66748 99102 1.35% 0.138%
40 16.039 2197 2202 2207 rBV2 48435 81978 1.11% 0.114%

41 17.092 2373 2381 2391 rVB2 2574186 3677064 49.95% 5.104%
42 17.192 2391 2398 2409 rBV2 4767259 6718890 91.27% 9.326%
43 17.762 2491 2495 2500 rBV2 380023 476028 6.47% 0.661%

44 17.992 2530 2534 2539 rBV3 71386 88029 1.20% 0.122%
45 18.062 2542 2546 2555 rVB 47493 73834 1.00% 0.102%
46 19.115 2721 2725 2730 rBV2 54714 79640 1.08% 0.111%

47 19.274 2747 2752 2761 rBvV4 111937 166612 2.26% 0.231%
48 19.486 2781 2788 2793 rBV 5392607 7361277 100.00% 10.218%
49 19.539 2793 2797 2804 rVB 173907 256639 3.49% 0.356%
50 21.274 3087 3092 3098 rBV 2827478 3684413 50.05% 5.114%

51 22.838 3355 3358 3363 rVB4 91686 127802 1.74% 0.177%
52 23.368 3440 3448 3460 rVB 2803054 5301582 72.02% 7.359%

53 23.503 3465 3471 3480 rVB 1417545 2720887 36.96% 3.777%
54 24.044 3560 3563 3571 rVB6 108390 222458 3.02% 0.309%

Sum of corrected areas: 72041678
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120517\
Data File : BM013190.D

Aca On : 05 Dec 2017 14:18

Operator : SJ/JU

Sample : 16647-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BM013190.D

5000000
4000000
3000000

2000000

10.11

8.86 0,57 10.49
1000000 5.77 7.08.24  7.70 ;

8.41 g9
3.25 A 6.8 77.95 hﬁSZ .90 974 || OPsa 1XpE  1:l4¢

T I L S L | S L L L L L R LS. b e | SO b

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM013190.D

19149
5000000 17.19

15.34
4000000

14.03

13.76
3000000

17.419

2000000 14.34
15.46

1000000

13.26 1776
1211 1424829 | 4201456 15,153,14 51587116.04 | 1706 19192%9.54

N
LA L L L L L L O L L L L L L N L L O R B L B

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM013190.D

5000000

4000000

23.37
3000000 2121

2000000 b3.50

1000000

22.84 24.04

S, W

e

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 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\BM120517\
Data File : BM013190.D

Aca On : 05 Dec 2017 14:18

Operator : SJ/JU

Sample : 16647-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.M
SVOA CALIBRATION

Quant Method
Quant Title

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 Cyclohexanone Concentration Rank 1

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

5.77 18.97 ng/ul 1318850 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone 98 C6H100 000108-94-1 95
2 Cvclohexanone 98 C6H100 000108-94-1 91
3 Cvclohexanone 98 C6H100 000108-94-1 91
4 Cvclohexanone 98 C6H100 000108-94-1 90
5 Cyclohexanone 98 C6H100 000108-94-1 87

Abundance Scan 456 (5.769 min): BM013190.D (-451) (-) m/z 55.00 100.00%
54.0
5000 %8.1
39
0. 540 5.60 5.80 6.00 6.20
0 ,..‘..;ﬁl...~-,....,.1.3?;1,....,....,....,29‘?-.8. m/z 42.10 74.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3155: Cyclohexanone
55.0
5000 98.0 U AN AR SRR
39. 540 5.60 5.80 6.00 6.20
m/z 98.10 50.78%
15.0 ‘ [ ‘ ‘ 80\ !
0"”I"”I"'I"”I"”I"”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0
540 560 580 6.0 6.20
5000 98.0 m/z 41.10 35.85%
390
15.0 80.0
L L L S B S W L L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3163: Cyclohexanone R A RREEE e e
55.0 540 5.60 5.80 6.00 6.20
m/z 39.10 31.91%
5000
27.0 98.0
.l L\ | ‘8qp
0'”'I'”'I'“'I”"I”"I”"I”"I”"I”"I”"I”" LI R LR R
m/z--> 40 60 80 100 120 140 160 180 200 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120517\
Data File : BM013190.D

Aca On : 05 Dec 2017 14:18

Operator : SJ/JU

Sample : 16647-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.M
SVOA CALIBRATION

Quant Method
Quant Title

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-Hexanol, 2-ethyl- Concentration Rank 7

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

7.77 2.46 ng/ul 170725 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
4 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 64
5 2-Ethyl-1-hexanol, methyl ether 144 C9H200 1000365-10-2 59

Abundance Scan 796 (7.769 min): BM013190.D (-791) (-) m/z 57.10 100.00%
57.1
5000 41.0
831 7.40 7.60 7.80 8.00 8.20
112.1 : : : : :
o ,.-.'|-..,~|.'...',..:.,....,....,....,....,29‘?'.9. m/z 41.05  40.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13661: 1-Hexanol, 2-ethyl-
57.0
5000
41.0 7.40 7.60 7.80 8.00 8.20
83.0 m/z 55.10 27 .65%
o || || |
G S L UL L B WL B WL WL WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
7.40 7.60 7.80 8.00 8.20
5000 m/z 43.05 25.57%
41.0
83.0
18.0 112.0
G I U UL L B WA B WL WL WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13669: 1-Hexanol, 2-ethyl-
57.0 7.40 7.60 7.80 8.00 8.20
m/z 70.00 19.57%
5000 41.0
83.0
ol .1.5.'?....|....|....|....|.1.1.2..0|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120517\
Data File : BM013190.D

Aca On : 05 Dec 2017 14:18

Operator : SJ/JU

Sample : 16647-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.M
SVOA CALIBRATION

Quant Method
Quant Title

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 3 Phenol, 2-methoxy- Concentration Rank 2

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

8.79 14.98 ng/ul 1041510 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-methoxv- 124 C7H802 000090-05-1 96
2 Phenol. 2-methoxv- 124 C7H802 000090-05-1 95
3 Meauinol 124 C7H802 000150-76-5 92
4 Phenol. 2-methoxv- 124 C7H802 000090-05-1 91
5 Phenol, 2-methoxy- 124 C7H802 000090-05-1 89

Abundance Scan 970 (8.792 min): BM013190.D (-962) (-) m/z 109.00 100.00%
81.0  108.0
5000
53.0 R I G
37 8.40 8.60 8.80 9.00 9.20
o} m/z 81.00 91.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10417: Phenol, 2-methoxy-
109.0
81.0
5000
8.40 8.60 8.80 9.00 9.20
53.0 m/z 124.00 74 .55%
27.0 Ll 125.0
0"'Iﬂ"l”"l”"l”"l”M'IL"I”"I”"I”"I”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
8to e RS RS SR
8.40 8.60 8.80 9.00 9.20
5000 m/z 53.00 23.44%
27.0 53.0
125.0
G S S I SR WL L S L BN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10407Mequmol l{\llll|llll|llll|llll|ll
109.0 8.40 8.60 8.80 9.00 9.20
m/z 52.10 16.28%
81.0
5000
53.0
21.0 i | | 12\ 0
o) A — ..“.“. “.‘... e — /A R I VA W ——
m/z--> 20 40 60 80 100 120 140 160 180 200 840 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120517\
Data File : BM013190.D

Aca On : 05 Dec 2017 14:18

Operator : SJ/JU

Sample : 16647-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.M
SVOA CALIBRATION

Quant Method
Quant Title

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 4 1-(2-Thienyl)-1-propanone Concentration Rank 4

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

10.39 3.70 ng/ul 384263 Naphthalene-d8 10.49

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-(2-Thienvl)-1-propanone 140 C7H80S 013679-75-9 64
1-(2-Thienvl)-1-propanone 140 C7H80S 013679-75-9 58
1-(2-Thienvl)-1-propanone 140 C7H80S 013679-75-9 52

4 3-Aminopvrazine l-oxide

5 2H-Pyran-2-carboxaldehyde,

3,4-d...

111 C4H5N30
140 C8H1202

006863-77-0 43
001920-21-4 40

m/z 111.00 100.00%

J\

10 00 10. 20 10 40 10. 60 10. 80

m/z 140.10 21.95%

g

10 00 10. 20 10 40 10. 60 10. 80

Abundance Scan 1242 (10.392 min): BM013190.D (-1236) (-)
111.0
5000
39.0 140.1
95.0
o 550 77l 124.1 164.9
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #18384: 1-(2-Thienyl)-1-propanone
111.0
5000
39.0 140.0
83.0
0130260 | 570700 " g70 |
T T e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
111.0
5000
39.0 140.0
83.0
o 26,0 57.0 790 97.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

m/z 138.00 21.47%

10.00 10.20 10.40 10.60 10.80

m/z 123.00 21.06%

10.00 10.20 10.40 10.60 10.80

Abundance #18386: 1-(2-Thienyl)-1-propanone
111.0
5000
390 140.0
0 260 | 57070083‘0970 .
T T [ T T T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

m/z 39.05 20.70%

10.00 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120517\
Data File : BM013190.D

Aca On : 05 Dec 2017 14:18

Operator : SJ/JU

Sample : 16647-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.M
SVOA CALIBRATION

Quant Method
Quant Title

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 Benzothiazole Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.13 3.65 ng/ul 379369 Naphthalene-d8 10.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzothiazole 135 C7H5NS 000095-16-9 93
2 Benzothiazole 135 C7H5NS 000095-16-9 91
3 1.2-Benzisothiazole 135 C7H5NS 000272-16-2 90
4 Benzothiazole 135 C7H5NS 000095-16-9 83
5 2-Fluoro-4-cyanotoluene 135 C8H6FN 170572-49-3 64
Abundance Scan 1367 (11.127 min): BM013190.D (-1363) (-) m/z 134.95 100.00%
134.9
5000
108.0
69.0 RN UL BN UL
50.1 | 91.0 207.0 10.80 11.00 11.20 11.40
Ol ettt L L0 b 2070 Tas57108.00  28.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15455: Benzothiazole
135.0
w000 1080 1060 1100 1120 1140
69.0 010 m/z 68.95 20.19%
45.0 .
0....|2.7:qu“‘|‘.‘.‘.‘.‘|“k.‘.‘.l“l.‘..|..‘..l...l‘|....|....|....|....
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
135.0
10.80 11.00 11.20 11.40
5000 m/z 62.95 12.24%
108.0
69.0
260 450 910
G Y U I S L S S B S S
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #15459: 1,2-Benzisothiazole
135.0 10.80 11.00 11.20 11.40

m/z 81.95 11.19%

5000
108.0
45.0 69"0 91.0
0..”|..”HJNMHM.”fHJ”|.N”|..wH..”|..n,..n,..”

m/z--> 20 40 60 80 100 120 140 160 180 200 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120517\
Data File : BM013190.D

Aca On : 05 Dec 2017 14:18

Operator : SJ/JU

Sample : 16647-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.M
SVOA CALIBRATION

Quant Method
Quant Title

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 Propanoic acid, 2-methyl-, ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.95 2.00 ng/ul 298843 Acenaphthene-d10 14.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 3-hvd... 216 C12H2403 074367-34-3 72
2 Propanoic acid. 2-methvl-., 2-eth._.. 216 C12H2403 074367-31-0 64
3 Butanoic acid. hexvl ester 172 C10H2002 002639-63-6 64
4 Butanoic acid. butvl ester 144 C8H1602 000109-21-7 64
5 Butanoic acid, hexyl ester 172 C10H2002 002639-63-6 64
Abundance Scan 1677 (12.951 min): BM013190.D (-1668) (-) m/z 71.10 100.00%
43.0 711
56.0 89.0
5000

A
LI I I N O B

173.1 12.60 12.80 13.00 13.20

143.1
.,....,....|,..'..,..|.|.,....,!|...,....,....,.?f’ﬁ.g...,.l?.?...,.'...,....,....,'.".... m/z 43.05  84.36%

0 |
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #74089: Propanoic acid, 2-methyl-, 3-hydroxy-2,4,4-trimeth...
71.0
56.0
43.0
5000 89.0
12.60 12.80 13.00 13.20
m/z 56.00 68.89%
0 l ‘\ I H \‘ 114.0 1430 1730
e e e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
710 89.0
I R B RRR R
43.0 56.0 12.60 12.80 13.00 13.20
5000 ' m/z 89.00 68.56%

27.0
110.0 128.0 304560 1730

G A A LA A BAA) S AN RN SR LAY ALAS LML EARAN ARAN LAARY LALR LN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #39518: Butanoic acid, hexyl ester R
43.0 71.0  89.0 12.60 12.80 13.00 13.20
m/z 41.05 43.01%
56.0
5000

‘H\ L 1q2011501290 1540 1720

o

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120517\
Data File : BM013190.D

Aca On : 05 Dec 2017 14:18

Operator : SJ/JU

Sample : 16647-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.M
SVOA CALIBRATION

Quant Method
Quant Title

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 Vanillin Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.26 5.37 ng/ul 802058 Acenaphthene-d10 14.34
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 95
4 Vanillin 152 C8H803 000121-33-5 95
5 Vanillin 152 C8H803 000121-33-5 94
Abundance Scan 1730 (13.263 min): BM013190.D (-1722) (-) m/z 151.00 100.00%
15}.0
5000 81.0 A
ot 109.0 B & W
‘ 13. oo 13 20 13. 40 13. 60
o 374 1849 N 70 Tz 152.00  90.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25794: Vanillin
151.0
5000 L UL BN I AU
81.0 13. oo 13 20 13. 40 13. 60
53.0 ‘ 109.0 m/z 81.00 38.49Y%
o220 T e |
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
152.0
13.00 13.20 13.40 13.60
5000 m/z 109.00 26.23%
8L0 109.0
51.0 :
21.0 136.0
e S L I I B WL B L S SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25874: Benzaldehyde, 3-hydroxy-4-methoxy- LN R R
151.0 13. oo 13 20 13. 40 13. 60
m/z 123.00 18.41%
5000
8.0 109.0
290 230 ‘ ‘
0...‘.|.‘.‘..‘|..M.|‘U‘...Hi....lul..|.2.8.0.|.. \I L maat
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120517\
Data File : BM013190.D

Aca On : 05 Dec 2017 14:18

Operator : SJ/JU

Sample : 16647-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.M
SVOA CALIBRATION

Quant Method
Quant Title

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 7,9-Di-tert-butyl-l1-oxaspir... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.76 2.59 ng/ul 476028 Phenanthrene-d10 17.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7.9-Di-tert-butvl-1-oxaspiro(4.5... 276 C17H2403 082304-66-3 87
2 9- Acetvlphenanthrene 220 C16H120 002039-77-2 42
3 Ethanone. 1-(5.6.7.8-tetrahvdro-... 220 C14H2002 071596-88-8 41
4 2.6- Bls(l.1—dimethvlethvl)—4—met--- 262 C18H300 004278-82-4 38
5 2H-1-Benzopyran, 6,7-dimethoxy-2... 220 C13H1603 000644-06-4 38

Abundance Scan 2495 (17.762 min): BM013190.D (- 2491) ) m/z 205.10 100.00%

5000

2822 2611 17.40 17.60 17.80 18.00

o} m/z 217.20 76 .74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124430: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57.0
205.0
5000 T e
175.0 17.40 17.60 17.80 18.00
91.0 m/z 57.10 75.05%
135.0 ‘ 232.0 261.0
0---|....|..M‘ I\‘I\”Hm ‘\\m U‘\MH\ H\H\ \Hh \H\ (M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
205.0
177.0 17.40 17.60 17.80 18.00
5000 m/z 175.10 54 .51%
88.0

151.0
150 430 650 110.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 A
Abundance #77432: Ethanone, 1-(5,6,7,8-tetrahydro-2,8,8-trimethyl-4H... AR e o

43.0 205.0 17.40 17.60 17.80 18.00

m/z 41.05 50.81%
177.0
5000
910 1210 149.0
0 |||||‘;‘||{I“| \\\ m\ \H ‘H L‘.““ Mh M \I‘H - .‘... .‘... \”” S RRRARRRE

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.40 17.60 17.80 18.00

SOM-EPA-BM113017.M Wed Dec 06 13:19:09 2017 Page: 11



Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM120517\
Data File : BM013190.D

Acq On : 05 Dec 2017 14:18

Operator : SJ/JU

Sample - 16647-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .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]
Cyclohexanone 5.77 19.0 ng/ul 1318850 1 7.70 1390220 20.0
1-Hexanol, 2-ethyl- 7.77 2.5 ng/ul 170725 1 7.70 1390220 20.0
Phenol, 2-methoxy- 8.79 15.0 ng/ul 1041510 1 7.70 1390220 20.0
1-(2-Thienyl)-1-p... 10.39 3.7 ng/ul 384263 2 10.49 2077820 20.0
Benzothiazole 11.13 3.6 ng/ul 379369 2 10.49 2077820 20.0
Propanoic acid, 2... 12.95 2.0 ng/ul 298843 3 14.34 2987140 20.0
Vanillin 13.26 5.4 ng/ul 802058 3 14.34 2987140 20.0
7,9-Di-tert-butyl... 17.76 2.6 ng/ul 476028 4 17.09 3677060 20.0
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