LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN081518\
Data File : BN002336.D

Aca On : 15 Aug 2018 12:56

Operator : JU/SJ

Sample : J4422-20

Misc :

ALS Vial : 5 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\HPCHEM1I\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 heiaht area % max. total
1 5.752 465 470 480 rvB 314431 505711 7.44% 0.914%
2 6.858 650 658 666 rBV 190802 350932 5.16% 0.634%
3 7.022 680 686 700 rBV 657483 1064728 15.66% 1.925%
4 7.216 712 719 733 rVB 676207 1110848 16.34% 2.008%
5 7.675 791 797 805 rBV 539666 905900 13.33% 1.638%
6 7.746 805 809 824 rVB5 29006 72524 1.07% 0.131%
7 8.381 911 917 928 rBV 564023 946544 13.93% 1.711%
8 8.769 976 983 987 rBV 74871 126409 1.86% 0.229%
9 8.828 987 993 1000 rVvVv 884660 1464815 21.55% 2.648%
10 9.540 1108 1114 1126 rBV 725662 1222236 17.98% 2.209%

11 9.710 1137 1143 1153 rBV2 81504 187480 2.76% 0.339%
12 10.075 1199 1205 1227 rVB 971250 1730161 25.45% 3.128%
13 10.369 1250 1255 1262 rBV2 61343 123097 1.81% 0.223%
14 10.451 1262 1269 1276 rVB 853260 1458554 21.46% 2.637%
15 11.751 1485 1490 1500 rBV2 69405 132196 1.94% 0.239%

16 13.234 1736 1742 1755 rVB 191720 331209 4.87% 0.599%
17 13.722 1819 1825 1840 rBV 2234566 3094110 45.52% 5.593%
18 13.998 1865 1872 1882 rBV 2463685 3633649 53.46% 6.569%
19 14.310 1918 1925 1935 rBV2 1397319 2110667 31.05% 3.816%
20 14.528 1957 1962 1974 rBV 121030 257005 3.78% 0.465%

21 15.304 2087 2094 2103 rBV 3091212 4517804 66.47% 8.167%
22 15.434 2110 2116 2131 rBV 1035950 1492252 21.95% 2.698%
23 17.057 2386 2392 2399 rBV 1886938 2592970 38.15% 4.687%
24 17.157 2403 2409 2423 rBV2 3541153 5017339 73.82% 9.070%
25 17.733 2502 2507 2516 rVB 503834 606358 8.92% 1.096%

26 19.463 2795 2801 2811 rBV 4267716 5879682 86.50% 10.629%
27 21.269 3102 3108 3120 rBV 2490863 3238971 47.65% 5.855%
28 22.327 3284 3288 3298 rVB3 119981 186753 2.75% 0.338%
29 22.833 3370 3374 3379 rBvV 88067 131696 1.94% 0.238%
30 23.363 3456 3464 3478 rBV2 3700420 6797047 100.00% 12.287%

31 23.498 3480 3487 3500 rVB 1750225 3402526 50.06% 6.151%
32 24.033 3573 3578 3586 rVB 123717 239235 3.52% 0.432%
33 24.762 3697 3702 3709 rBV 111172 215652 3.17% 0.390%
34 25.615 3843 3847 3859 rVB3 70423 170952 2.52% 0.309%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN081518\
Data File : BN002336.D

Aca On : 15 Aug 2018 12:56

Operator : JU/SJ

Sample : J4422-20

Misc :

ALS Vial : 5 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
Title

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

Sum of corrected areas: 55318012
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram
Z:\SVOASRV\HPCHEM1\BNA N\DATA\BN081518\
BN002336.D
15 Aug 2018 12:56
JussJ
J4422-20

5 Sample Multiplier: 1

= SVOA CALIBRATION

- C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

I Z:\SVOASRV\HPCHEMI\BNA_N\METHODS\SOM-EPA-BNO81318MA_.M

Abundance TIC: BN002336.D
4000000
3000000
2000000
1000000 8.83 o 10.08 1 45
7.02.22 7.68 8.38 I
5.75
6.8
L Ll Tob Joodok
L LA e e e LI B e e B o e e e B AL A o o o B
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: BN002336.D
4000000 19,46
17.16
15.30
3000000
14.00
13.72
2000000 17.06
14.31
1000000 543
17.73
13.23 14.53
Ol o e i e e e o e e by
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: BN002336.D
4000000 23.36
3000000
21.27
2000000 P3.50
1000000
L 2233 2283 24.03 24.76 25 62
0 A A N -
L B e i B o e e e L B T [ e B B e LTI A o e I B L BRI o B
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\HPCHEMI\BNA N\DATA\BNO081518\
Data File : BN002336.D

Aca On : 15 Aug 2018 12:56

Operator : JU/SJ

Sample : J4422-20

Misc :

ALS Vial : 5 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 11.16 ng/ul 505711 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone 98 C6H100 000108-94-1 95
2 Cvclopentanone. 2-methvl- 98 C6H100 001120-72-5 95
3 Cvclohexanone 98 C6H100 000108-94-1 91
4 Cvclohexanone 98 C6H100 000108-94-1 91
5 Cyclohexanone 98 C6H100 000108-94-1 90

Abundance Scan 470 (5.752 min): BN002336.D (-465) (-) m/z 55.00 100.00%
54.0
42.0
5000 98.0
69.0 S I NG —
| | 83.0 540 560 580 6.00
O 1 SOOT] NSO | AIOPIN I m/z 42.00  67.84%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3166: Cyclohexanone
54.0
42.0 98.0
5000 UL L R R
69.0 540 560 5.80 6.00
83.0 m/z 98.00 37.70%
L SR SR UL | “'V””'|'”'|'“'|J“'|'”“”'“'
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3221: Cyclopentanone, 2-methyl-
42.0
55.0 IR L R L
98.0 5.40 5.60 5.80 6.00
5000 69.0 ' m/z 41.10 31.42%
28.0 ‘ ‘ 83.0
~-|}9q|-NWH-~ll‘n-r”%-|-~-|-~-ij~-|-~-w-~-
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3163: Cyclohexanone R EARRREEEEE SR
420 530 5.40 5.60 5.80 6.00
m/z 69.00 24 .62%
5000
27.0 69.0 98.0
2o M \ il “ 83.0
mz-> 10 20 30 40 50 60 70 80 90 100 540 560 580 600
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BNO081518\
Data File : BN002336.D

Aca On : 15 Aug 2018 12:56

Operator : JU/SJ

Sample : J4422-20

Misc :

ALS Vial : 5 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 4

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

8.77 2.79 ng/ul 126409 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-methoxv- 124 C7H802 000090-05-1 97
2 Phenol. 2-methoxv- 124 C7H802 000090-05-1 95
3 Phenol. 2-methoxv- 124 C7H802 000090-05-1 95
4 Phenol. 2-methoxv- 124 C7H802 000090-05-1 91
5 Mequinol 124 C7H802 000150-76-5 91

Abundance Scan 983 (8.769 min): BN002336.D (-976) (- m/z 109.00 100.00%
109.0
81.0 124.0
5000
53.1 SRR N SRR SR
39.0 | 65.0 95.0 8.40 860 880 9.00 9.20
S O ©USOY RSP .1 S AR m/z 124.00  78.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10417: Phenol, 2-methoxy-
109.0
124.0
81.0
5000 SRR SRR SR
8.40 860 880 9.00 9.20
53.0 m/z 81.00 78.41%
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10419: Phenol, 2-methoxy-
109.0 124.0
840 860 880 9.00 920
5000 81.0 m/z 53.10 23.10%
270 390 230
X o W NN - B N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10418: Phenol, 2-methoxy- i e R I
810 109.0 8.40 860 880 9.00 9.20
' 124.0 m/z 52.10 15.72%
5000
27.0 53.0
39.0
63.0
"P'”I”lﬁ'““P'“NL“WNm'P'“ih'W?ﬁqP"J'”'PJ”I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.40 860 880 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BNO081518\
Data File : BN002336.D

Aca On : 15 Aug 2018 12:56

Operator : JU/SJ

Sample : J4422-20

Misc :

ALS Vial : 5 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 5

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

9.71 2.57 ng/ul 187480 Naphthalene-d8 10.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dioxolane-2-acetic acid. 2.4... 188 C9H1604 006290-17-1 47
2 Succinic acid. 4-methoxv-2-methy... 288 C15H2805 1000330-23-3 37
3 4-Ketopimelic 174 C7H1005 000502-50-1 36
4 Acetoxvacetic acid. 3-methvlbut-... 188 C9H1604 1000355-69-8 33
5 Hexahydro-5H-imidazo[5,1-b:4,3-b... 188 C7H12N2S2 019505-80-7 28

Abundance Scan 1143 (9.710 min): BN002336.D (-1137) (-) m/z 43.00 100.00%
43.0
101.0
5000
73.0
9.40 9.60 9.80 10.00
...,....,|.|...',....,....,-....,....1,4.“3.‘.’.,....,....2‘."?.9.,....,... m/z 101.00 65.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #52128: 1,3-Dioxolane-2-acetic acid, 2,4-dimethyl-, ethyl ...
43.0
101.0
5000 T T T T T T T T T T T T
9.40 9.60 9.80 10.00
m/z 73.00 26.92%
15.0 ] I 720 1270 173.0
m/z--> 20 40 60 80 100 150 140 160 1éo 200 220 240
Abundance #134296: Succinic acid, 4-methoxy-2-methylbutyl pentyl ester
101.0
9.40 9.60 9.80 10.00
5000 58.0 m/z 45.00 23.62%
171.0
\‘Hsb b0l apo 20
m/z--> 20 80 100 120 140 160 180 200 220 240
Abundance #41290: 4-Ketopimelic
101.0 9.40 9.60 9.80 10.00
m/z 40.95 16.20%
5000 55.0
29.0
74.0
“J | |, 129.01480 174.0
m/z--> 20 40 6|0 8|O 100 120 140 160 180 200 220 240 9.40 9. %0 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BNO081518\
Data File : BN002336.D

Aca On : 15 Aug 2018 12:56

Operator : JU/SJ

Sample : J4422-20

Misc :

ALS Vial : 5 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 Benzaldehyde, 3-hydroxy-4-m... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.23 3.14 ng/ul 331209 Acenaphthene-d10 14_.31
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 96
5 Vanillin 152 C8H803 000121-33-5 95
Abundance Scan 1741 (13.228 min): BN002336.D (-1736) (-) m/z 151.00 100.00%
154.0
5000 810 j\\
53.0 109'0123,0 LB B BN B B
39.0 65.0 95.1 137.0 13.00 13.20 13.40 13.60
; m/z 152.00 94 .30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25874: Benzaldehyde, 3-hydroxy-4-methoxy-
151.0
5000 LRI BN AR BN UL
81.0 13.00 13.20 13.40 13.60
109.0 m/z 81.00 35.94%
53.0 .
15.0 290 419 65.0 95.0 1230 1370
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25794: Vanillin
151.0

13.00 1320 13.40 13.60
5000 m/z 108.95 25._.70%

81.0
HOWPQO\H Wl 930 J | 1370
e e e el e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25795: Vanillin e
151.0 13 00 13. 20 13. 40 13. 60
m/z 53.00 19.25%

5000
81.0
53.0 109.0
39.0 65.0 ‘ 123.0
20 L e eso | w0 |
e e P e e e e

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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BNO081518\
Data File : BN002336.D

Aca On : 15 Aug 2018 12:56

Operator : JU/SJ

Sample : J4422-20

Misc :

ALS Vial : 5 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 4.68 ng/ul 606358 Phenanthrene-d10 17.06
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 1.3-Pentadiene. 1.1-diphenvl-. (2)- 220 C17H16 015295-31-5 50
4 Ethanone. 1-(5.6.7.8-tetrahvdro-... 220 C14H2002 071596-88-8 50
5 2-Phenazinecarbonitrile 205 C13H7N3 006479-93-2 47

Abundance Scan 2506 (17.728 min): BN002336.D (-2502) (-) m/z 57.10 100.00%

57.1
205.0

5000

2321 261.1 17.40 17.60 17.80 18.00
m/z 205.00 68.77%

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 LA L L L L LB L L BB |
175.0 17.40 17.60 17.80 18.00
. m/z 55.00 56.28%
15.0135.0 232.0 261.0
e I| I| |.|. .l ||| I |'||="I ‘.I::]'I. ly |IJ e '.I‘lll o s II|.|:|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...
57.0
R e AR Ry
17.40 17.60 17.80 18.00
5000 m/z 41.10 49 _.54Y%
205.0
91.0 175.0
115.0135.0 232.0
.?.“.,‘l.‘.‘l‘ .“.‘..“,‘..‘w i .’v“?“?p...‘.‘,..“l. T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77703: 1,3-Pentadiene, 1,1-diphenyl-, (2)- R e
205.0 17.40 17.60 17.80 18.00

m/z 217.10 42 _.51%

5000

91.0 115.0 141.0 165.0

m/z--> 20 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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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\SVOASRV\HPCHEMI\BNA_N\DATA\BNO081518\

BN002336.D

15 Aug 2018 12:56

Ju/sJ

J4422-20

5 Sample Multiplier: 1

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

SVOA CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

Cyclohexanone

Phenol, 2-methoxy-

unknown-01

Benzaldehyde, 3-h...
7,9-Di-tert-butyl. ..

5.75 11.2 ng/ul
8.77 2.8 ng/ul
9.71 2.6 ng/ul
13.23 3.1 ng/ul
17.73 4.7 ng/ul

RT EstConc Units Response |# RT

505711
126409
187480
331209
606358

SOM-EPA-BNO81318MA_.M Thu Aug 16 14:47:49 2018

|--Internal Standard---|
Resp Conc]

1 905900 20.0
1 7.68 905900
2 10.45 1458550 20.0
3 14.31 2110670 20.0
4 17.06 2592970 20.0
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