LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN122618\
Data File : BN004217.D

Aca On : 26 Dec 2018 23:34

Operator : JU/SJ

Sample : J6489-15

Misc :

ALS Vial : 22 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:\SVOASRV\HPCHEMI\BNA_ N\METHODS\SOM-EPA-BN121218MA.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 6.992 676 681 688 rBB 18781 27272 2.10% 0.278%
2 7.157 703 709 718 rBB 79740 118533 9.13% 1.208%
3 7.357 737 743 750 rBB 77667 122128 9.40% 1.245%
4 7.822 816 822 827 rBV 94574 143118 11.02% 1.459%
5 7.863 827 829 835 rVB 16521 21664 1.67% 0.221%
6 8.528 937 942 950 rBB 63768 97664 7.52% 0.995%
7 8.916 1003 1008 1015 rBB 37416 55643 4.28% 0.567%
8 8.992 1015 1021 1027 rBV 102318 164284 12.65% 1.674%
9 9.710 1137 1143 1149 rBB 88426 138024 10.63% 1.407%
10 10.245 1228 1234 1245 rBB 127816 209609 16.14% 2.136%
11 10.528 1277 1282 1290 rBB2 15315 23985 1.85% 0.244%
12 10.616 1291 1297 1303 rBvV 148826 250921 19.32% 2.557%
13 11.910 1513 1517 1521 rBvV 15280 22319 1.72% 0.227%
14 11.951 1521 1524 1531 rVB 16867 25590 1.97% 0.261%

15 12.792 1662 1667 1680 rBB 79087 115115 8.86% 1.173%

16 13.045 1705 1710 1717 rBB 143558 195558 15.06% 1.993%
17 13.392 1763 1769 1782 rBB 163692 242615 18.68% 2.473%
18 13.869 1844 1850 1860 rVB 324693 433533 33.38% 4._.419%
19 14.157 1893 1899 1905 rBV 359226 512431 39.45% 5.223%
20 14.463 1945 1951 1958 rBB2 263293 387962 29.87% 3.954%

21 14.692 1986 1990 2002 rBB 14907 26717 2.06% 0.272%
22 15.457 2114 2120 2129 rBB 502534 684821 52.73% 6.980%
23 15.592 2138 2143 2150 rBV 162547 213539 16.44% 2.176%
24 17.210 2412 2418 2424 rBV 358126 498543 38.38% 5.081%
25 17.310 2428 2435 2448 rBB 601551 824949 63.51% 8.408%

26 17.857 2524 2528 2532 rBB 91486 93366 7.19% 0.952%
27 19.604 2819 2825 2833 rBV 771532 1018805 78.44% 10.384%
28 21.392 3124 3129 3135 rBV 563855 712205 54.83% 7.259%

29 22.421 3299 3304 3310 rBV2 21098 31683 2.44% 0.323%
30 22.939 3387 3392 3400 rVB 34784 49733 3.83% 0.507%
31 23.521 3485 3491 3493 rBV 38266 63403 4._.88% 0.646%

32 23.568 3493 3499 3509 rVB 665660 1298846 100.00% 13.238%
33 23.715 3516 3524 3533 rBV2 406132 783466 60.32% 7.985%
34 24.180 3598 3603 3612 rBV 35150 63604 4_.90% 0.648%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN122618\
Data File : BN004217.D

Aca On : 26 Dec 2018 23:34

Operator : JU/SJ

Sample : J6489-15

Misc :

ALS Vial : 22 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 - 0 Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
Title = SVOA CALIBRATION

35 24.950 3727 3734 3742 rVB 34107 76968 5.93% 0.784%
36 25.844 3880 3886 3897 rVB2 23993 62614 4.82% 0.638%

Sum of corrected areas: 9811230
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004217.D

Aca On : 26 Dec 2018 23:34

Operator : JU/SJ

Sample : J6489-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
= SVOA CALIBRATION

TIC Library : C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BNO04217.D
700000
600000
500000
400000

300000

200000
10.25 10.62

| ot

10.00 10.50 11.00 11.50

7.82 8.99 9.71

|

9.50

7.16.36
853
6.9 “ 86 L5
0 n__ A )

e LA e i o L o i L B e o B o B B
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00
Abundance

TIC: BNO04217.D

100000

19,60
700000

600000 17.31

500000 15.46

400000

14.16 17.2

13.87

==

300000 14.46

200000 13.39 15.59

13.05

12.79 17.86

100000

—

nigkes 33 14.69

12.00 1250 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
TIC: BN004217.D

\
T

Time-->
Abundance

700000 23.57

600000 21.39
500000
P3.72
400000
300000
200000

100000

22.94 Z%f
|

21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

24.18 24.95
A A

25.84
N VAN

0
Time-->

SOM-EPA-BN121218MA_M Thu Dec 27 15:02:22 2018 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004217.D

Aca On : 26 Dec 2018 23:34

Operator : JU/SJ

Sample : J6489-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 Phenol, 2-methoxy- Concentration Rank 3

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

8.92 7.78 ng/ul 55643 1,4-Dichlorobenzene-d4 7.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-methoxv- 124 C7H802 000090-05-1 91
2 Phenol. 2-methoxv- 124 C7H802 000090-05-1 91
3 Phenol. 2-methoxv- 124 C7H802 000090-05-1 91
4 Phenol. 2-methoxv- 124 C7H802 000090-05-1 87
5 Mequinol 124 C7H802 000150-76-5 83

Abundance Scan 1009 (8.922 min): BN004217.D (-1003) (-) m/z 109.00 100.00%
109 124
81
5000
53 NSRS RS AR
39 | 65 8.60 8.80 9.00 9.20
o KT EE [ENY m/z 124.00 82.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10419: Phenol, 2-methoxy-
109 124
5000 81 NS RS AR

8.60 8.80 9.00 9.20
m/z 81.00 67 .52%

27 39 93

18 ) Ll 8 74 95
o] SN N Y MBI MRS 1 S SRS RSN | M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10417: Phenol, 2-methoxy-
109
124 N
a1 L e
8.60 8.80 9.00 9.20
5000 m/z 53.00 18.79%
53
21 39 63
o ..,.%?.,....,...:‘,....M.‘..,:‘a‘..,?ﬂ‘.il...,.??.,....}....,..‘..,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10418: Phenol, 2-methoxy- B B
81 109 8.60 8.80 9.00 9.20
124 m/z 52.00 10.02%
5000
53
27 39
| 46 ‘\ L T4 95
o RN N NN MR A1 MMM MRS M S A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004217.D

Aca On : 26 Dec 2018 23:34

Operator : JU/SJ

Sample : J6489-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 Propanoic acid, 2-methyl-, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.79 5.93 ng/ul 115115 Acenaphthene-d10 14.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 2.2-d... 216 C12H2403 074367-33-2 78
2 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 72
3 Butanoic acid. 1l-methvloctvl ester 214 C13H2602 069727-42-0 38
4 4.5-Octanedione 142 C8H1402 005455-24-3 38
5 Propanoic acid, 2-methyl-, 2-eth... 286 C16H3004 074367-30-9 38
Abundance Scan 1667 (12.792 min): BN004217.D (-1662) (-) m/z 71.10 100.00%
!
43
5000
83
98 NSRRI PR SUNIL I
h U || | 111 143 173 12.40 12.60 12.80 13.00 13.20
Ol.n.ph.w.ﬂ.,”.J“.h,.”.ﬁ”..“.ﬂw..” e o m/z 43.10 73.14%
m/iz--> 20 40 80 100 120 140 160 180 200 220 240
Abundance #74090. Propanoic acid, 2-methyl-, 2,2-dimethyl-1-(2-hydro...
7
43
5000 NSRRI PR SURIL I
56 12.40 12.60 12.80 13.00 13.20
83 m/z 56.10 29.61%
o LT s s
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #132814: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
7
43 RIS SUNIURR BRI SO B
12.40 12.60 12.80 13.00 13.20
5000 m/z 83.10 29.21%
56
0 2L \ 9B 111 197 143 150 173185108 215 243
miz-> 20 40 60 80 100 120 150 160 180 200 220 240
Abundance #72698: Butanoic acid, 1-methylocty! ester T B b e
7 12.40 12.60 12.80 13.00 13.20
m/z 55.00 21.27%
5000 43
55
29 gg 115
0 |.U..‘l“...‘.‘l..Hl.l‘l‘l‘..‘l...‘. ]:.7.. e S U W ) S
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004217.D

Aca On : 26 Dec 2018 23:34

Operator : JU/SJ

Sample : J6489-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 3 Propanoic acid, 2-methyl-, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.05 10.08 ng/ul 195558 Acenaphthene-d10 14.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 3-hvd... 216 C12H2403 074367-34-3 90
2 Propanoic acid. 2-methvl-., 2-eth._.. 216 C12H2403 074367-31-0 64
3 Butanoic acid. butvl ester 144 C8H1602 000109-21-7 56
4 Propanoic acid. 2-methvl-. 2-eth... 216 C12H2403 074367-31-0 56
5 Butanoic acid, hexyl ester 172 C10H2002 002639-63-6 42
Abundance Scan 1711 (13.051 min): BN0O04217.D (-1705) (-) m/z 71.10 100.00%
!
56
43 89
5000
PP VERN " 12:80 13.00 13.20 13.40
0 S b M/z  56.10  78.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74089: Propanoic acid, 2-methyl-, 3-hydroxy-2,4,4-trimeth...
!
56
43
5000 89 U UL SRR SRR B
12.80 13.00 13.20 13.40
m/z 43.10 69.40%
o . 114 143 155 173
m/z--> 20 40 60 80 160 120 110 160 180 200
Abundance #74086: Propanoic acid, 2-methyl-, 2-ethyl-3-hydroxyhexyl ...
89
43 " 12:80 13.00 13.20 13.40
5000 56 m/z 89.10 66.40%
o MLM al L) %109 128 143155 174 195
miz--> 5w e B 1o 1o 1o o 2% A
Abundance #20898: Butanoic acid, butyl ester R B
7 12.80 13.00 13.20 13.40
o T 89 m/z 41.10 26.32%
5000
29
SR TN TSNNSO | N | W | G W
m/z--> 20 80 100 120 140 160 180 200 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004217.D

Aca On : 26 Dec 2018 23:34

Operator : JU/SJ

Sample : J6489-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 4 Vanillin Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.39 12.51 ng/ul 242615 Acenaphthene-d10 14.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Vanillin 152 C8H803 000121-33-5 97
2 Vanillin 152 C8H803 000121-33-5 97
3 Benzaldehvde. 3-hvdroxv-4-methoxv- 152 C8H803 000621-59-0 96
4 Vanillin 152 C8H803 000121-33-5 96
5 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 96
Abundance Scan 1769 (13.392 min): BN004217.D (-1763) (-) m/z 151.00 100.00%
1%1
5000
81
109 123 LA NI SRR SRR I
39 | 65 | 93 | 137 13.00 13.20 13.40 13.60 13.80
Obrrerrrerprrrrprretperellb i et rdepreleee | m/z 152.00 93 56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25794: Vanillin
151
5000 LN BN BN I
a1 13.00 13.20 13.40 13.60 13.80
109 153 m/z 81.00 26 .89%
15 29 39 ﬂ” dl. 73|n‘ 93 | | 137
m/z--> 10 20 §0 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25797: Vanillin
182
13.00 13.20 13.40 13.60 13.80
5000 m/z 109.00 19.57%
8l 109
51 123
39 65
0 ..w.%?.“.?7“..N,..”lhﬁn,ﬂﬂn ??.....w.??w..”,..”,..”,.}ﬁT..”, -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25891: Benzaldehyde, 3-hydroxy-4-methoxy- T Baa B e
152 13.00 13.20 13.40 13.60 13.80

m/z 123.00 17.08%

5000

81
109 103
27 39 65 ‘ 137
15 Ly L \H\\ gl 73 93 \‘ ‘ L

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.00 13.20 13 40 13.60 13. 80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN122618\
Data File : BN004217.D

Aca On : 26 Dec 2018 23:34

Operator : JU/SJ

Sample : J6489-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_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 7,9-Di-tert-butyl-l1-oxaspir... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.86 3.75 ng/ul 93366 Phenanthrene-d10 17.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7.9-Di-tert-butvl-1-oxaspiro(4.5... 276 C17H2403 082304-66-3 90
2 7.9-Di-tert-butvl-1-oxaspiro(4.5... 276 C17H2403 082304-66-3 72
3 2.5-di-tert-Butvl-1.4-benzoauinone 220 C14H2002 002460-77-7 70
4 Ethanone. 1-(5.6.7.8-tetrahvdro-... 220 C14H2002 071596-88-8 50
5 2,5-Cyclohexadien-1-one, 2,6-bis... 232 C16H240 006738-27-8 42
Abundance Scan 2529 (17.863 min): BN004217.D (-2524) (-) m/z 205.10 100.00%
5
57
5000
41
7791 Trr|rrrryrrrr|rrrrrrri1
Ll | |ﬂ1? 1ﬁ5 1Tﬁ 17.60 17.80 18.00 18.20
0 ...|||!.'.| ,.l.'..,'...'I.l.l...ll“.!“..ll.”.l'..ll...' m/z 57.10 74 _62%
m/z--> 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
205
5000 L S UL SULR I
175 17,60 17.80 18.00 18.20
0
‘ 27 91 109 135 s61 m/z 217.20 61.01%
[o) M- - |'|I | |I ||I| |||i“|"| ||' Il"l'uhul'lu 148 276
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124431: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57
a1 17,60 17.80 18.00 18.20
5000 m/z 175.10 52.20%
205
91 175189 220
N 1T 109, 5,135, 46161 233 248261 276
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77334: 2,5-di-tert-Butyl-1,4-benzoquinone e
205 220 17.60 17.80 18.00 18.20
16377 m/z 177.10  43.44%
5000
135
121 | 149
191
0 ‘ “H “‘ m “ “\H\H M \\“\H I\IIIHIIIHHI‘\IIIII””I””II S —
m/z--> 80 100 120 140 160 180 200 220 240 260 280 17,60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN122618\
Data File : BN004217.D

Acq On : 26 Dec 2018 23:34

Operator : JU/SJ

Sample - J6489-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN121218MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Phenol, 2-methoxy- 8.92 7.8 ng/ul 55643 1 7.82 143118 20.0
Propanoic acid, 2... 12.79 5.9 ng/ul 115115 3 14.46 387962 20.0
Propanoic acid, 2... 13.05 10.1 ng/ul 195558 3 14.46 387962 20.0
Vanillin 13.39 12.5 ng/ul 242615 3 14.46 387962 20.0
7,9-Di-tert-butyl... 17.86 3.8 ng/ul 93366 4 17.21 498543 20.0
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