LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032219\
Data File : BM019339.D

Acq On : 23 Mar 2019 07:13

Operator : JU/SJ

Sample - K1968-10

Misc :

ALS Vial : 24 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:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_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

3.152 25 28 35 rBv2 26102 37016 0.81% 0.095%
3.758 128 131 134 rVB4 6493 8235 0.18% 0.021%
213 rBV3 6185 7307 0.16% 0.019%
6.798 642 648 663 rBvY 96846 209135 4.60% 0.537%
6.963 670 676 692 rBvV 451459 803112 17.68% 2.063%
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7.146 701 707 727 rVB 508724 861720 18.97% 2.214%
7.610 780 786 794 rBV 525491 889778 19.59% 2.286%
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804 rVB3 14708 26374 0.58% 0.068%
8.328 902 908 922 rBvV2 337229 641104 14.11% 1.647%
1 8.457 926 930 934 rVB4 6296 9717 0.21% 0.025%

11 8.710 967 973 979 rBV 89104 156915 3.45% 0.403%
12 8.781 979 985 993 rBV 605546 1022841 22.51% 2.628%
13 8.928 1008 1010 1018 rVB7 10091 17719 0.39% 0.046%
14 9.116 1038 1042 1047 rVB3 10865 17147 0.38% 0.044%
15 9.492 1100 1106 1119 rBV 491644 882701 19.43% 2.268%

16 10.028 1190 1197 1229 rBV 555572 1260228 27.74% 3.238%

17 10.351 1244 1252 1253 rBV3 26651 49740 1.09% 0.128%
18 10.392 1253 1259 1267 rVV 826241 1388904 30.57% 3.568%
19 10.463 1267 1271 1276 rVB6 13992 25977 0.57% 0.067%
20 11.598 1459 1464 1471 rBVZ2 12710 23075 0.51% 0.059%

21 11.722 1479 1485 1499 rBV 52753 126354 2.78% 0.325%
22 12.010 1530 1534 1539 rBV3 7640 15026 0.33% 0.039%
23 13.216 1733 1739 1758 rBV 131714 321892 7.09% 0.827%
24 13.692 1813 1820 1832 rBV 1359824 1964465 43.24% 5.047%
25 13.963 1859 1866 1881 rBV 1676066 2385537 52.51% 6.128%

26 14.269 1912 1918 1927 rBV2 1147569 1710269 37.65% 4_.394%

27 14.351 1928 1932 1938 rVB 13824 17242 0.38% 0.044%
28 14.557 1958 1967 1972 rBV3 14774 43799 0.96% 0.113%
29 14.957 2029 2035 2041 rVB3 20921 34011 0.75% 0.087%

30 15.269 2082 2088 2102 rBV 2028978 3002199 66.08% 7.713%

31 15.410 2107 2112 2126 rVV 516449 803483 17.69% 2.064%

32 15.516 2126 2130 2137 rVB2 23238 36700 0.81% 0.094%
33 15.651 2149 2153 2159 rBv4 4250 7628 0.17% 0.020%
34 16.057 2220 2222 2226 rVB2 4917 5571 0.12% 0.014%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032219\
Data File : BM019339.D

Acq On : 23 Mar 2019 07:13

Operator : JU/SJ

Sample - K1968-10

Misc :

ALS Vial : 24 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:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_.M
Title = SVOA CALIBRATION
35 16.821 2348 2352 2357 rBV3 4742 7810 0.17% 0.020%

36 17.027 2381 2387 2398 rBV 1393031 1978529 43.55% 5.083%
37 17.127 2398 2404 2424 rVV2 2168600 3240582 71.33% 8.325%
38 17.692 2496 2500 2505 rVB 329000 374540 8.24% 0.962%

39 17.927 2537 2540 2544 rBV4 8377 13546 0.30% 0.035%
40 19.068 2731 2734 2740 rVB2 14796 21283 0.47% 0.055%
41 19.321 2773 2777 2781 rBV3 14574 20108 0.44% 0.052%

42 19.433 2790 2796 2811 rBV 2796932 3757197 82.70% 9.652%
43 21.233 3097 3102 3117 rBV 1714937 2419940 53.27% 6.217%
44 21.798 3196 3198 3203 rVB3 55554 59159 1.30% 0.152%
45 22.250 3272 3275 3283 rVB 122334 157946 3.48% 0.406%

46 22.750 3357 3360 3367 rVvB2 178870 237413 5.23% 0.610%
47 23.309 3448 3455 3471 rBV2 2486839 4543139 100.00% 11.671%
48 23.450 3473 3479 3492 rVB 1363708 2541920 55.95% 6.530%
49 23.939 3558 3562 3570 rVB 197626 343097 7.55% 0.881%
50 24.668 3682 3686 3698 rVB2 173673 396269 8.72% 1.018%

Sum of corrected areas: 38925399
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032219\
Data File : BM019339.D

Acq On : 23 Mar 2019 07:13

Operator : JU/SJ

Sample - K1968-10

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA _M

Quant Title

TIC Library

SVOA CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BM019339.D

10.39

7.61 10.03

3.15 3.76 423 6.8 A\-%

9.49

ﬂ 10/6516 11180y

6.9 .15
8.33

ﬂ§.468' .99.12

0

Time--> 3.00

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

2500000

2000000

1500000

1000000

500000

TIC: BM019339.D

19143

17.13
15.27

13.96

13.69 17.43

14.27

15.41
17.69

13.22

12.01 .38.56 14.96 || 151525 16.06 16.82 A 17.93 19.079.3

\

0
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

2500000

2000000

1500000

1000000

500000

TIC: BM019339.D
2331

21.23
23.45

24.67

A

22.75

N /\.

23.94
22.25
21.80 _J A

0

Time-->

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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032219\
Data File : BM019339.D

Acq On : 23 Mar 2019 07:13

Operator : JU/SJ

Sample - K1968-10

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA _M
Quant Title : 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 1 Phenol, 2-methoxy- Concentration Rank 3

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

8.71 3.53 ng/ul 156915 1,4-Dichlorobenzene-d4 7.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2-methoxy- 124 C7H802 000090-05-1 95
2 Mequinol 124 C7H802 000150-76-5 92
3 Phenol, 2-methoxy- 124 C7H802 000090-05-1 91
4 Phenol, 2-methoxy- 124 C7H802 000090-05-1 91
5 Mequinol 124 C7H802 000150-76-5 80

Abundance Scan 973 (8.710 min): BM019339.D (-967) (- m/z 109.00 100.00%
199 124
5000
39 53 RSN LR U AR
63 95 8.40 8.60 8.80 9.00
O PR PRV NS | N m/z 81.00 92.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10079: Phenol, 2-methoxy-
109 1o
81
5000
8.40 8.60 8.80 9.00
53 m/z 124_.00 78.91%
39 63
e AN PO W R SO T '
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
109 124
o1 840 860 880 9.00
5000 m/z 53.10 19.94%
53
5 271 39 65 -, 95
G R R RS SRR AR RAARA RS RARAS RN RARR) SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10077: Phenol, 2-methoxy- e EmEEELEES S
81 109 8.40 8.60 8.80 9.00
124 m/z 52.00 11.33%
5000
21 4 53
0 "|”"|"l'\"“ﬂl'ﬁ§l'k“'|HN"|7ﬂ“il"'|'?§'|"'w""l""w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032219\
Data File : BM019339.D

Acq On : 23 Mar 2019 07:13

Operator : JU/SJ

Sample - K1968-10

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA _M
Quant Title : 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 Vanillin Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.22 3.76 ng/ul 321892 Acenaphthene-d10 14.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Vanillin 152 C8H803 000121-33-5 97
2 Vanillin 152 C8H803 000121-33-5 96
3 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H303 000621-59-0 95
4 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 95
5 Vanillin 152 C8H803 000121-33-5 95
Abundance Scan 1740 (13.222 min): BM019339.D (-1733) (-) m/z 151.00 100.00%
191
5000 81
109 123
39 2365 o3 137 2 13.00 13.20 13.40 13.60
0 Lo | m/z 152.00  97.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24646: Vanillin
151
5000 LR SN BN IR B
81 13.00 13.20 13.40 13.60
53 109 153 m/z 81.00 37 .00%
0|||1|5||2|7”3\|9 \‘H\ e .9‘3|.l‘..|...1.3‘|7..‘.  RmmmE
m/z--> 20 80 100 120 140 160 180 200
Abundance
152
20 133 aaio 60
5000 m/z 109.00 25.11%
8l 109
51 123
ol 15 27 39 65 95 137
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #24718: Benzaldehyde, 3-hydroxy-4-methoxy- R s B
151 13.00 13.20 13.40 13.60
m/z 123.00 16.81%
5000 e 81
109
15 29 ‘ 65 ‘ 123
ol I,LIIJJIJfﬁ Al 93 L }?7.. IS R N
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 : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032219\
Data File : BM019339.D

Acq On : 23 Mar 2019 07:13

Operator : JU/SJ

Sample - K1968-10

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA _M
Quant Title : 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 7,9-Di-tert-butyl-l1-oxaspir... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.69 3.79 ng/ul 374540 Phenanthrene-d10 17.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 99
2 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 92
3 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 81
4 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 50
5 2,5-di-tert-Butyl-1,4-benzoquinone 220 C14H2002 002460-77-7 44
Abundance Scan 2500 (17.692 min): BM019339.D (-2496) (-) m/z 205.05 100.00%
57 205
5000
20
115 135 161 L B I SUASULN SR
17.40 17.60 17.80 18.00
0’ m/z 57.10 88.90%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104143: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57
205
5000 L AR B SURRURN B
175 17.40 17.60 17.80 18.00
o1 189 m/z 217.10 59.08%
77 77 109 135 “ ‘ 261
0 ...luu‘.H‘ \‘\ Hm ‘\\m U‘\\l\agu”\ \M \H\ M H “... ...‘. ....l‘..2.7.6.
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
a1 17.40 17.60 17.80 18.00
5000 m/z 175.05 53.88%
205
91 175189 220
o I Og122135148161 233248261276
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104142: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2... R e
57 17.40 17.60 17.80 18.00
m/z 189.10 47 .16%
205
5000
177 20
77 91 100 g35. 0161 ‘ 101 b33 261
o ‘IHIIIMI‘MI T T K Y APWNNENERNN | S
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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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032219\
Data File : BM019339.D

Acq On : 23 Mar 2019 07:13

Operator : JU/SJ

Sample - K1968-10

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA _M
Quant Title : 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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.94 2.70 ng/ul 343097 Perylene-d12 23.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Eicosane 282 C20H42 000112-95-8 93
3 Eicosane 282 C20H42 000112-95-8 93
4 Nonacosane 408 C29H60 000630-03-5 90
5 Tetratriacontane 479 C34H70 014167-59-0 90

Abundance Scan 3562 (23.939 min): BM019339.D (-3558) (-) m/z 57.10 100.00%

57

5000

|

141 169 197 295940 261 255 2360 23.80 24.00 24.20
okl 249 328 A0 m/z 71.10 91.30%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107651: Eicosane
57
5000

85 23.60 23.80 24.00 24.20
m/z 43.10 58.14%

h | | 118141 169 197 225 253 282
”.,..”,...w...w....“...,”..,.”.,.”.,..”
miz--> 100 150 200 250 300 350 400 450
Abundance
57
_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_

23.60 23.80 24.00 24.20

o

5000 m/z 85.10 57 .54%
85
29
0 113 141 169 282
L B e A B o e e L L L B o o o o o o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107655: Eicosane
57 23.60 23.80 24.00 24.20
m/z 69.05 23.84%
85
5000
0 2}9“ 110198 169 197 225 5 202
L o e o L B o o o o B
m/z--> 50 100 150 200 250 300 350 400 450 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032219\
Data File : BM019339.D

Acq On : 23 Mar 2019 07:13

Operator : JU/SJ

Sample - K1968-10

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA _M
Quant Title : 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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24 .67 3.12 ng/ul 396269 Perylene-di12 23.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 3686 (24.668 min): BM019339.D (-3682) (-) m/z 57.10 100.00%
85
5000

24.40 24.60 24.80 25.00

f} 141169 206 254 295 341369402 461489 549

(IS WY 50 N W SN A e et e o A m/z 71.10 87.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43
71
5000 --"-J\T'T--------------

24 40 24. 60 24. 80 25 00
m/z 85.10 63.98%
1 \M

127155133 225053 295 337

O A ey e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
85 24.40 24.60 24.80 25.00
5000 m/z 43.10 51.43%
29 113
o 141169197225253 296
e e e T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82608: Heptadecane R A BAARaEE e
24.40 24.60 24.80 25.00
m/z 69.05 23.29%
5000

141169197 240

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.40 24.60 24.80 25.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032219\
Data File : BM019339.D

Acq On : 23 Mar 2019 07:13

Operator : JU/SJ

Sample - K1968-10

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA _M
Quant Title : 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]
Phenol, 2-methoxy- 8.71 3.5 ng/ul 156915 1 7.61 889778 20.0
Vanillin 13.22 3.8 ng/ul 321892 3 14.27 1710270 20.0
7,9-Di-tert-butyl... 17.69 3.8 ng/ul 374540 4 17.03 1978530 20.0
(DEL) Alkane: Str... 23.94 2.7 ng/ul 343097 6 23.45 2541920 20.0
(DEL) Alkane: Str... 24.67 3.1 ng/ul 396269 6 23.45 2541920 20.0
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