LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN081318\
Data File : BN002314.D

Acq On : 13 Aug 2018 19:56

Operator : JU/SJ

Sample : J4422-12

Misc :

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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
1 5.752 464 470 481 rVB 316778 521059 7.06% 0.849%
2 6.858 651 658 667 rBV 179249 325704  4.42% 0.531%
3 7.022 679 686 699 rBY 661963 1072377 14.54% 1.747%
4 7.217 712 719 730 rBV 694865 1105414 14.99% 1.801%
5 7.681 791 798 805 rBVY 695005 1115129 15.12% 1.817%
6 8.381 911 917 928 rBV 540020 914423 12.40% 1.490%
7 8.769 977 983 987 rBvY 74528 128503 1.74% 0.209%
8 8.828 987 993 1000 rVvV 881254 1463454 19.84% 2.384%
9 9.540 1107 1114 1127 rBV 710020 1238594 16.79% 2.018%
10 9.716 1134 1144 1154 rBV 86640 211406 2.87% 0.344%

11 10.081 1199 1206 1223 rVV 958940 1736086 23.54% 2.828%
12 10.369 1249 1255 1262 rBV2 70539 130789 1.77% 0.213%
13 10.452 1262 1269 1276 rVB 1084802 1787759 24.24% 2.912%
14 11.257 1400 1406 1416 rBV2 37661 73901 1.00% 0.120%
15 11.752 1483 1490 1502 rBV 76311 152241 2.06% 0.248%

16 13.234 1736 1742 1758 rVB 212000 364625 4.94% 0.594%
17 13.722 1819 1825 1837 rBV 2315538 3275836 44.41% 5.337%
18 13.999 1865 1872 1884 rBV 2460268 3686758 49.98% 6.006%
19 14.310 1918 1925 1933 rBV2 1674179 2578972 34.96% 4.201%
20 14.528 1957 1962 1984 rBV 135722 296194 4.02% 0.483%

21 15.304 2088 2094 2105 rBV 3300051 4729367 64.12% 7.705%
22 15.434 2110 2116 2131 rBV 1231282 1745833 23.67% 2.844%
23 17.057 2386 2392 2400 rBV 2281239 3218644 43.64% 5.244%
24 17.157 2402 2409 2424 rBV2 3853791 5476218 74.24% 8.921%
25 17.734 2502 2507 2512 rBV 588838 697505 9.46% 1.136%

26 19.457 2794 2800 2807 rBV 4664806 6454762 87.51% 10.516%
27 21.257 3100 3106 3116 rBV 3222656 4057355 55.01% 6.610%
28 22.310 3281 3285 3290 rBV 81918 103647 1.41% 0.169%
29 22.810 3366 3370 3377 rVB 126530 183700 2.49% 0.299%
30 23.339 3452 3460 3475 rBV2 3737521 7375980 100.00% 12.016%

31 23.480 3476 3484 3495 rVB 2220154 4208734 57.06% 6.857%
32 24.004 3568 3573 3581 rVB2 174444 331124 4._.49% 0.539%
33 24.739 3692 3698 3706 rVB2 166260 372851 5.05% 0.607%
34 25.592 3838 3843 3851 rVB 101372 247566 3.36% 0.403%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN081318\
Data File : BN002314.D

Acq On : 13 Aug 2018 19:56

Operator : JU/SJ

Sample : J4422-12

Misc :

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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
Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_M
SVOA CALIBRATION

Sum of corrected areas: 61382510
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN081318\
Data File : BN002314.D

Acqg On : 13 Aug 2018 19:56

Operator : JUu/SJ

Sample : J4422-12

Misc :

ALS Vial :© 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA .M
SVOA CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BN002314.D
4000000
3000000
2000000
10.45
1000000 2o 708 8.83 - 10.08
.02, 8.38
5.75 6.8
o A n A 8./17 %Z? 10.87 11.26 11.
e e e e B i B o o e o o e B i o e e B L L
Time--> 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BN002314.D
19/46
4000000 17.16
15.30
3000000
13.7%’4'00 17.d6
2000000
14.31
5.43
1000000
17.73
13.23 14.53
O e B o e L L s e L aman o  a
Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BN002314.D
4000000 23.34
21.26
3000000
P3.48
2000000
1000000
22.81 24.00 24.74 .
. il |1| I s .
B B T L A W o e S T L B A B T B e SO
Time--> 21.00 21.50 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 : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN081318\
Data File : BN002314.D

Acq On : 13 Aug 2018 19:56

Operator : JU/SJ

Sample : J4422-12

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 Cyclohexanone Concentration Rank 1

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

5.75 9.35 ng/ul 521059 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexanone 98 C6H100 000108-94-1 95
2 Cyclohexanone 98 C6H100 000108-94-1 91
3 Cyclohexanone 98 C6H100 000108-94-1 91
4 Cyclopentanone, 2-methyl- 98 C6H100 001120-72-5 87
5 Cyclohexanone 98 C6H100 000108-94-1 83

Abundance Scan 470 (5.752 min): BN002314.D (-464) (-) m/z 55.00 100.00%
55
42
5000 o8
69 AL L RS L
” || 83 207 540 5.60 5.80 6.00
ol e b b 0 m/z 42.00 65.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3166: Cyclohexanone
55
42 o8
5000 AR L R L
69 5.40 5.60 5.80 6.00
| 83 m/z 98.10 36.23%
O R s W WS A MR R pa
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3163: Cyclohexanone
42 55
540 560 580 600
5000 m/z 41.10 29.70%
27 69 98
syl ‘
0"m|Jj“w'“m|"“i“'“|"“|"“|"“|"”l"“l"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3164: Cyclohexanone R EREREEEE RS
55 5.40 5.60 5.80 6.00
m/z 69.00 22.96%
42
5000 98
69
27
83
0"}?P"'I"”I""I”"I"”I""P"'I'”'I"'W"" AR L R L
m/z--> 20 40 60 80 100 120 140 160 180 200 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN081318\
Data File : BN002314.D

Acq On : 13 Aug 2018 19:56

Operator : JU/SJ

Sample : J4422-12

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 Phenol, 2-methoxy- Concentration Rank 5

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

8.77 2.30 ng/ul 128503 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2-methoxy- 124 C7H802 000090-05-1 97
2 Phenol, 2-methoxy- 124 C7H802 000090-05-1 96
3 Phenol, 2-methoxy- 124 C7H802 000090-05-1 95
4 Mequinol 124 C7H802 000150-76-5 91
5 Mequinol 124 C7H802 000150-76-5 90

Abundance Scan 983 (8.769 min): BN002314.D (-977) (- m/z 109.00 100.00%
a1 109 124
5000
53 N
39 65 95 840 8.60 880 9.00 9.20
Obrrrrrrr e pretee e el Y Tm/z 81.00  80.48Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10418: Phenol, 2-methoxy-
109
8l 124
5000
8.40 8.60 880 9.00 9.20
21 49 53 m/z 124.00 78.73%
63
0 "|”"|""W"”ﬂ|'ﬁ§I”L“'|ﬂ”"|7ﬂ“i""|'?§'|"'w""l'”"w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10417: Phenol, 2-methoxy-
109 14
81 LSRN SR SRR
8.40 8.60 8.80 9.00 9.20
5000 m/z 53.10 24 .82%
53
39 63
A I 0 . T SO '
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10419: Phenol, 2-methoxy- e
109 124 8.40 8.60 8.80 9.00 9.20
m/z 51.90 12.62%
5000 81
53
0 18 ?\7 3\9 il 65 74 | 95 | \
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130 8.40 8.60 880 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN081318\
Data File : BN002314.D

Acq On : 13 Aug 2018 19:56

Operator : JU/SJ

Sample : J4422-12

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 unknown-01 Concentration Rank 4

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

9.72 2.37 ng/ul 211406 Naphthalene-d8 10.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetoxyacetic acid, 4-nitropheny... 239 C10H9NO6 1000307-54-5 42
2 Acetoxyacetic acid, 4-cyanopheny... 219 C11H9NO4 1000307-54-3 42
3 1,3,4-Thiadiazol-2-amine 101 C2H3N3S 004005-51-0 37
4 1-(1-Butoxypropan-2-yloxy)propan... 232 C12H2404 1000367-08-4 37
5 4-Ketopimelic 174 C7H1005 000502-50-1 36

Abundance Scan 1145 (9.722 min): BN002314.D (-1134) (-) m/z 43.00 100.00%
43
101
5000
73
59 9.40 9.60 9.80 10.00
o,....I,l:...nl,..:.,?.7..,“....,.1.39.ﬂf“‘?..,....,....,z.o.?. m/z 101.00  71.21%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #92865: Acetoxyacetic acid, 4-nitrophenyl ester
43 101
5000 73 T T T T T T T T T T T
9.40 9.60 9.80 10.00
m/z 73.10 30.01%
o 30 | 5363 | 128 13945
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #76358: Acetoxyacetic acid, 4-cyanophenyl ester
43
101
9.40 9.60 9.80 10.00
5000 73 m/z 45.00 23.38%
119
o2 | 6 V| 1w
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #4009: 1,3,4-Thiadiazol-2-amine
74 101 9.40 9.60 9.80 10.00
m/z 41.10 20.20%
5000
45
60
2\7\ \“\‘H \“ Il
R L S S UL L WL UL B WL AR R RN R
miz-> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN081318\
Data File : BN002314.D

Acq On : 13 Aug 2018 19:56

Operator : JU/SJ

Sample : J4422-12

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 3
R.T. EstConc Area Relative to ISTD R.T.
13.23 2.83 ng/ul 364625 Acenaphthene-d10 14_.31
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 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H303 000621-59-0 97
4 Vanillin 152 C8H803 000121-33-5 97
5 Vanillin 152 C8H803 000121-33-5 95
Abundance Scan 1741 (13.228 min): BN002314.D (-1736) (-) m/z 151.00 100.00%
151
5000
8l 109 /\\
53 123 LN B UL BB BULL
39 65 03 137 207 13.00 13.20 13.40 13.60
o} A B m/z 152.00 94 .53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25795: Vanillin
151
5000 LRI BN UL BN UL
81 13.00 13.20 13.40 13.60
53 109 m/z 81.00 34.16%
39 65 95 123 137
o} R e e B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25794: Vanillin
151
00 B0 1348 a0
5000 m/z 108.95 25.52%
81
0”]'|5||2|7\||3\|9 \‘H\ —H .9‘3|.l‘..|...1.3‘|7..‘.|....|....|....
m/z--> 20 80 100 120 140 160 180 200
Abundance #25874. Benzaldehyde, 3-hydroxy-4-methoxy- R mm e A B
151 13.00 13.20 13.40 13.60

m/z 53.00 18.81%

5000
81
109
53
15 ?? a1 % uw \‘ 137
S Sl | R SR 1 ,...., ....,.. A

m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN081318\
Data File : BN002314.D

Acq On : 13 Aug 2018 19:56

Operator : JU/SJ

Sample : J4422-12

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 2
R.T. EstConc Area Relative to ISTD R.T.
17.73 4_.33 ng/ul 697505 Phenanthrene-d10 17.06
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 97
3 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 50
4 2,5-di-tert-Butyl-1,4-benzoquinone 220 C14H2002 002460-77-7 44
5 Ethanone, 1-(9-anthracenyl)- 220 C16H120 000784-04-3 43

Abundance Scan 2506 (17.728 min): BN002314.D (-2502) (-) m/z 57.10 100.00%

57
205

5000

17.40 17.60 17.80 18.00

01 m/z 205.10 74_.70%
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
205
5000 LA L L L L L L L BB |
175 17.40 17.60 17.80 18.00
m/z 55.00 54 _10%
77 91 109 135 441
0 |....|..'.| ||| ||||| ||Iu .|I|.I |;||a12||||.l Ll I|.|.| .
m/z--> 20 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
o EAm s e R R R
41 17.40 17.60 17.80 18.00
5000 m/z 217.20 49 _.65%
205
91 175 220
77 100,135 161 | 189
e bl S b BB e o | 2P 228251276
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77432: Ethanone, 1-(5,6,7,8-tetrahydro-2,8,8-trimethyl-4H... EAm T e
43 205 17.40 17.60 17.80 18.00
m/z 41.00 49 _.32%
5000 r
163 220
121135149
7 105 ‘
ob Bl T b el dasn L L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 40 17. 60 17.80 18. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN081318\
Data File : BN002314.D

Acq On : 13 Aug 2018 19:56

Operator : JU/SJ

Sample : J4422-12

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 5.75 9.3 ng/ul 521059 1 7.68 1115130 20.0
Phenol, 2-methoxy- 8.77 2.3 ng/ul 128503 1 7.68 1115130 20.0
unknown-01 9.72 2.4 ng/ul 211406 2 10.45 1787760 20.0
Vanillin 13.23 2.8 ng/ul 364625 3 14.31 2578970 20.0
7,9-Di-tert-butyl... 17.73 4.3 ng/ul 697505 4 17.06 3218640 20.0
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