LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM032620\
Data File : BM025834.D

Aca On 27 Mar 2020 12:49

Operator : CG/JU

Sample : L2005-05

Misc :

ALS Vial : 31 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:\SVOASRV\HPCHEM1I\BNA_ M\METHODS\SOM-EPA-BM0O31420MA.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 3.140 41 43 46 rBV2 11439 11172 0.17% 0.019%
2 3.846 159 163 167 rvVB 18861 24688 0.37% 0.043%
3 4.199 219 223 228 rBv4 16078 21099 0.32% 0.037%
4 4.928 343 347 352 rBV 64095 91521 1.37% 0.159%
5

5.646 464 469 477 rVB 77183 122075 1.83% 0.212%

6.599 628 631 637 rBv8 9266 17655 0.27% 0.031%
6.752 644 657 668 rvB2 217486 389674 5.85% 0.678%
684 694 rBV 632820 958469 14.39% 1.667%
7.099 709 716 729 rVB 720112 1108026 16.64% 1.927%
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1 7.275 742 746 750 rVB4 3804 7120 0.11% 0.012%
11 7.563 789 795 805 rBV 849942 1345373 20.20% 2.340%
12 7.646 805 809 817 rVvB 47761 74253 1.11% 0.129%
13 7.910 849 854 859 rvB 27822 39768 0.60% 0.069%
14 8.269 909 915 922 rBV 526208 792716 11.90% 1.379%
15 8.375 928 933 940 rvB4 8955 17731 0.27% 0.031%

16 8.651 974 980 984 rBV 74274 120145 1.80% 0.209%
17 8.704 984 989 996 rvVv 829736 1292238 19.40% 2.248%

18 8.757 996 998 1004 rvv3 15877 24684 0.37% 0.043%
19 8.893 1017 1021 1023 rBv4 13269 17783 0.27% 0.031%
20 9.181 1065 1070 1077 rVB 58866 83011 1.25% 0.144%
21 9.422 1104 1111 1119 rBV 665593 1025091 15.39% 1.783%
22 9.493 1119 1123 1127 rVB6 5195 7921 0.12% 0.014%
23 9.610 1136 1143 1153 rBV6 15908 45621 0.68% 0.079%
24 9.693 1153 1157 1159 rBV3 5191 7707 0.12% 0.013%
25 9.863 1182 1186 1191 rBV3 10299 16419 0.25% 0.029%
26 9.957 1195 1202 1216 rBV 983848 1605554 24.11% 2.793%
27 10.122 1226 1230 1237 rVB7 8167 13916 0.21% 0.024%
28 10.198 1237 1243 1247 rVV2 14669 22949 0.34% 0.040%
29 10.251 1247 1252 1258 rVV3 17981 34151 0.51% 0.059%
30 10.328 1258 1265 1272 rVV 1175226 1841808 27.65% 3.203%
31 10.404 1272 1278 1286 rVV5 26183 57752 0.87% 0.100%
32 10.475 1286 1290 1296 rVB4 9620 14677 0.22% 0.026%
33 11.151 1399 1405 1409 rBv4 12565 22144 0.33% 0.039%

34 11.628 1480 1486 1490 rBV 106828 172118 2.58% 0.299%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM032620\
Data File : BM025834.D

Aca On 27 Mar 2020 12:49

Operator : CG/JU

Sample : L2005-05

Misc :

ALS Vial : 31 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:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM031420MA_.M
Title = SVOA CALIBRATION

35 11.669 1490 1493 1498 rVB 39488 57179 0.86% 0.099%
36 11.928 1533 1537 1541 rVB2 15849 23302 0.35% 0.041%
37 12.557 1640 1644 1649 rVB 31217 42916 0.64% 0.075%
38 12.816 1683 1688 1693 rBV 45760 64014 0.96% 0.111%

39 13.116 1733 1739 1746 rBV 218555 323578 4._86% 0.563%
40 13.622 1818 1825 1833 rBV 2037124 2786151 41.83% 4._.846%

41 13.692 1833 1837 1840 rVB6 10791 13273 0.20% 0.023%
42 13.892 1864 1871 1878 rBV 2201969 3184211 47.81% 5.538%
43 14.075 1898 1902 1907 rVB3 7823 12174 0.18% 0.021%
44 14.204 1917 1924 1932 rVB 1707095 2489656 37.38% 4 _330%
45 14.298 1936 1940 1945 rVB3 25504 31885 0.48% 0.055%
46 14.410 1952 1959 1970 rBV 155411 255778 3.84% 0.445%
47 14.892 2035 2041 2046 rBV 37066 59007 0.89% 0.103%
48 15.039 2060 2066 2071 rBV4 11453 17199 0.26% 0.030%

49 15.204 2087 2094 2100 rBV 3041546 4368089 65.58% 7.597%
50 15.322 2108 2114 2126 rBV 1001253 1353972 20.33% 2.355%

51 15.439 2130 2134 2140 rVB 34406 48678 0.73% 0.085%
52 15.580 2152 2158 2163 rBV5 7699 15991 0.24% 0.028%
53 15.892 2207 2211 2213 rBV4 5728 6676 0.10% 0.012%
54 15.986 2221 2227 2235 rVB4 8733 15970 0.24% 0.028%
55 16.563 2322 2325 2331 rVB4 5978 7616 0.11% 0.013%
56 16.733 2349 2354 2359 rBV3 7852 15662 0.24% 0.027%

57 16.951 2384 2391 2399 rBV 2155388 2954726 44.36% 5.139%
58 17.045 2401 2407 2421 rVB 3754711 5146739 77.27% 8.952%
59 17.257 2440 2443 2447 rVB3 7805 8541 0.13% 0.015%
60 17.639 2503 2508 2514 rBV 900926 1073540 16.12% 1.867%

61 17.804 2532 2536 2539 rBv4 8809 10305 0.15% 0.018%
62 17.874 2543 2548 2555 rBV 109836 168272 2.53% 0.293%
63 18.074 2579 2582 2585 rVv4 4663 7333 0.11% 0.013%
64 18.115 2585 2589 2592 rVB4 15802 18860 0.28% 0.033%
65 18.980 2731 2736 2743 rVV 35332 51190 0.77% 0.089%
66 19.074 2748 2752 2756 rVB5 5574 7327 0.11% 0.013%
67 19.162 2763 2767 2775 rBV2 154368 223090 3.35% 0.388%
68 19.233 2775 2779 2783 rVB 35349 53529 0.80% 0.093%
69 19.345 2792 2798 2806 rBV 4428592 5932954 89.08% 10.319%
70 20.727 3030 3033 3040 rBV3 29006 35756 0.54% 0.062%
71 20.898 3059 3062 3065 rBv4 22636 27367 0.41% 0.048%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM032620\
Data File : BM025834.D

Aca On 27 Mar 2020 12:49

Operator : CG/JU

Sample : L2005-05

Misc :

ALS Vial : 31 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:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM031420MA_.M
Title = SVOA CALIBRATION

72 21.145 3098 3104 3110 rBV 2850477 3533631 53.05% 6.146%
73 21.333 3133 3136 3138 rBV3 32893 33531 0.50% 0.058%
74 21.756 3205 3208 3211 rVB3 44616 50839 0.76% 0.088%

75 22.203 3280 3284 3290 rVB2 80637 114060 1.71% 0.198%
76 22.686 3362 3366 3370 rVB 118150 147109 2.21% 0.256%
77 23.156 3439 3446 3453 rBV 3970453 6660597 100.00% 11.585%
78 23.227 3453 3458 3462 rVVv2 162703 267578 4.02% 0.465%
79 23.292 3462 3469 3478 rVB 2207838 3798778 57.03% 6.607%
80 23.833 3557 3561 3571 rVB2 143718 263476 3.96% 0.458%

81 24.539 3677 3681 3689 rVB 131083 265107 3.98% 0.461%

Sum of corrected areas: 57494241
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM032620\
Data File : BM025834.D

Aca On 27 Mar 2020 12:49

Operator : CG/JU

Sample : L2005-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM031420MA_M
SVOA CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000
3000000
2000000
1000000

04
Time--> 3

TIC: BM025834.D

0% 1115 Hhb
10.00 10.50 11.00 11.50

3.14
.00

385 420
350  4.00 450

8.00

7.50

500 550 6.00 650 7.00 8.50 9.00

Abundance

4000000

3000000

2000000

1000000

0

TIC: BM025834.D

19134

17.04

15.20

3.89
13.63 16.4

14.20

5.32 17.64

13.12
11.93  12.562.82 3.6d(14.08 30 148004 [l5saianee  1656.73|)\17.26 |1} %kor 1&&%?»

Time-->

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

Abundance

4000000

3000000

2000000

1000000

05

202390

TIC: BM025834.D
23.16

21.14

?3.29

3 23.83

24.54
A

2133 21.76 22.20 22.69 23
) )

N

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 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 : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM032620\
Data File : BM025834.D

Aca On 27 Mar 2020 12:49

Operator : CG/JU

Sample : L2005-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM031420MA_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 Benzaldehyde, 3-hydroxy-4-m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.12 2.60 ng/ul 323578 Acenaphthene-d10 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 3-hvdroxv-4-methoxv- 152 C8H803 000621-59-0 97
2 Vanillin 152 C8H803 000121-33-5 97
3 Vanillin 152 C8H803 000121-33-5 97
4 Vanillin 152 C8H803 000121-33-5 97
5 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 96
Abundance Scan 1740 (13.122 min): BM025834.D (-1733) (-) m/z 151.10 100.00%
151.1
5000
53.1 o 109.0 RN BN B
' 12.80 13.00 13.20 13.40
o a2 28 Tz 152,10 95.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25874: Benzaldehyde, 3-hydroxy-4-methoxy-
151.0
5000 RN BN B
81.0 12.80 13.00 13.20 13.40
109.0 m/z 81.10 31.32%
29,0 530
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25794: Vanillin
151.0
12:80 13.00 13.20 13.40
5000 m/z 109.00 24 .62%
81.0
530 ‘ 1090
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25797: Vanillin B B B
152.0 12.80 13.00 13.20 13.40
m/z 123.00 15.97%
5000
510 109.0
0 HIIILI\”\‘I”\H‘\ \H\ ..Hﬁ...“.lul‘..lnn - ‘. R E e RARAASARERRE RS L S e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12:80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM032620\
Data File : BM025834.D

Aca On 27 Mar 2020 12:49

Operator : CG/JU

Sample : L2005-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM031420MA_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 7,9-Di-tert-butyl-l1-oxaspir... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.64 7.27 ng/ul 1073540 Phenanthrene-d10 16.95
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 99
3 2.5-di-tert-Butvl-1.4-benzoauinone 220 C14H2002 002460-77-7 44
4 2.5-Cvclohexadien-1-one. 2.6-bis... 232 C16H240 006738-27-8 42
5 3-Mercapto-4-phenyl-5-ethyl-1,2,... 205 C10H11N3S 029448-76-8 35

Abundance Scan 2508 (17.639 min): BM025834.D ( 2503) ) m/z 205.10 100.00%

57.1

5000

91.1

115.1135.1
17.40 17.60 17.80 18.00

0 m/z 57.10 91.82%
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...
57.0

17.40 17.60 17.80 18.00
m/z 217.20 59.87%

5000

0!
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...
57.0
e B R Ry ma
205.0 17.40 17.60 17.80 18.00
5000 : m/z 175.10 58.85%
175.0
H1501350 “ 232.0 261.0
o) T ..‘.‘ l\ \‘\I Hm Mm \ 1t Ly gl anm .“lml‘. 1 lhl ; .‘H‘. “l‘. -
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 B e
205.0 17.40 17.60 17.80 18.00
177.0 m/z 55.00 50.64%
5000
135.0
43.0 " 910
bl I TNV T I N | W W
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032620\
Data File : BM025834.D

Acq On 27 Mar 2020 12:49

Operator : CG/JU

Sample - L2005-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM031420MA_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]
Benzaldehyde, 3-h... 13.12 2.6 ng/ul 323578 3 14.20 2489660 20.0
7,9-Di-tert-butyl... 17.64 7.3 ng/ul 1073540 4 16.95 2954730 20.0
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