LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090816\
Data File : BMO07461.D

Acq On : 08 Sep 2016 19:16

Operator : UM/SJ

Sample - H4692-02

Misc :

ALS Vial : 5 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:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM082316.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 6.963 737 744 756 rVB 180368 308153 3.17% 0.381%
2 7.122 765 771 783 rBVY 646311 1042956 10.74% 1.288%
3 7.328 799 806 815 rBV 704988 1168049 12.02% 1.443%
4 7.792 877 885 892 rBY 851231 1411874 14.53% 1.744%
5 8.492 996 1004 1014 rBVY 598900 988101 10.17% 1.220%
6 8.881 1063 1070 1075 rBV 444112 720545 7.42% 0.890%
7 8.945 1075 1081 1095 rVvB 933748 1559444 16.05% 1.926%
8 9.663 1194 1203 1214 rBV 821090 1421982 14.64% 1.756%
9 10.198 1287 1294 1314 rBV 1088659 1972784 20.31% 2.437%
10 10.575 1351 1358 1365 rBV 1295938 2219389 22.85% 2.741%

11 10.875 1402 1409 1417 rVB2 65473 109901 1.13% 0.136%
12 11.369 1487 1493 1506 rVB3 68227 135541 1.40% 0.167%
13 11.886 1576 1581 1590 rBV 74174 139208 1.43% 0.172%
14 12.698 1714 1719 1725 rVB3 72711 124390 1.28% 0.154%
15 12.769 1725 1731 1741 rBV 191571 333615 3.43% 0.412%

16 13.022 1768 1774 1785 rBV 115444 172520 1.78% 0.213%
17 13.833 1905 1912 1918 rBV 2676075 3778442 38.89% 4.667%
18 14.116 1949 1960 1975 rBV 2816396 4271816 43.97% 5.277%
19 14.421 2005 2012 2023 rBV2 2264554 3486988 35.89% 4_.307%
20 14.639 2041 2049 2067 rBV 184770 447467 4.61% 0.553%

21 15.163 2133 2138 2143 rVV2 103696 136696 1.41% 0.169%
22 15.216 2143 2147 2149 rVvV 71102 97621 1.00% 0.121%
23 15.239 2149 2151 2157 rVB 136495 168569 1.74% 0.208%
24 15.416 2174 2181 2194 rBV 3773633 5565040 57.29% 6.874%
25 15.539 2196 2202 2214 rVV 1363630 2041000 21.01% 2.521%

26 15.780 2236 2243 2252 rBV 316369 502091 5.17% 0.620%
27 17.168 2472 2479 2488 rBV2 3170236 4736659 48.76% 5.851%
28 17.268 2489 2496 2508 rVV 4455087 6605226 67.99% 8.159%
29 17.686 2556 2567 2573 rBV 293466 399708 4._.11% 0.494%
30 17.833 2586 2592 2601 rBV 528879 707834 7.29% 0.874%

31 19.556 2878 2885 2897 rBV 5877519 8522430 87.73% 10.527%
32 21.345 3184 3189 3202 rBV 5421543 7148224 73.58% 8.829%
33 22.392 3362 3367 3380 rBV 627764 967984 9.96% 1.196%
34 23.474 3543 3551 3566 rVB2 5137245 9714521 100.00% 11.999%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090816\
Data File : BMO07461.D

Acq On : 08 Sep 2016 19:16

Operator : UM/SJ

Sample - H4692-02

Misc :

ALS Vial : 5 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:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM082316.M
SVOA CALIBRATION

35 23.621 3568 3576 3586 rVB 3702533 7276810 74.91% 8.988%
36 24.121 3658 3661 3668 rvB2 137691 242419 2.50% 0.299%
37 24.874 3785 3789 3796 rvB2 157133 312739 3.22% 0.386%

Sum of corrected areas: 80958736
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_M\DATA\BM090816\

BM0O0O7461.D

08 Sep 2016 19:16

UM/SsJ

H4692-02

5 Sample Multiplier: 1

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM082316 .M
SVOA CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090816\
Data File : BMO07461.D

Acq On : 08 Sep 2016 19:16

Operator : UM/SJ

Sample - H4692-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM082316 .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 1

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

8.88 10.21 ng/ul 720545 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2-methoxy- 124 C7H802 000090-05-1 96
2 Phenol, 2-methoxy- 124 C7H802 000090-05-1 94
3 Phenol, 2-methoxy- 124 C7H802 000090-05-1 91
4 Mequinol 124 C7H802 000150-76-5 91
5 Mequinol 124 C7H802 000150-76-5 64

Abundance Scan 1070 (8.881 min):d)BMOO7461.D (-1063) (-) m/z 109.00 100.00%
81 109
124
5000
53 I B N
39 65 95 8.60 8.80 9.00 9.20
207 m/z 81.10 89.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10417: Phenol, 2-methoxy-
109
124
81
5000 U UL A R R
8.60 8.80 9.00 9.20
53 m/z 124.10 74 .95%
39 65
||1|5||2‘|7||“|||“l‘||“|‘|||‘|‘|||9|5|||‘||||‘|||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109
8l 124 UL S R R
8.60 8.80 9.00 9.20
5000 m/z 53.10 23.39%
27 53
39
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10420: Phenol, 2-methoxy- A, e  BARESREEEE
109 124 8.60 8.80 9.00 9.20
m/z 52.10 12.15%
81
5000
'}?I“t"“"W*I?ﬁ"W"'??I'”"IJ"'I"" [rTrrr T
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090816\
Data File : BMO07461.D

Acq On : 08 Sep 2016 19:16

Operator : UM/SJ

Sample - H4692-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM082316 .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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.78 2.88 ng/ul 502091 Acenaphthene-d10 14.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H100 000119-61-9 95
4 Benzophenone 182 C13H100 000119-61-9 94
5 Benzophenone 182 C13H100 000119-61-9 90
Abundance Scan 2243 (15.780 mir(])): BM007461.D (-2236) (-) m/z 105.00 100.00%
105
77
182
5000
51 D I .
152 15.40 15.60 15.80 16.00
SN - .'|. 68 9L | 126130 P65 | 207 |\ Tnzz 77.00  73.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47243: Benzophenone
105
n 182
5000
15.40 15.60 15.80 16.00
ot m/z 182.10 57.37%
27 39 | 63 | | 126 152 ll
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
15401580 158 1508
5000 77 182 m/z 51.05 24.39%
51
63 89 126 139 192 165
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47242: Benzophenone Pr P e
77 105 15.40 15.60 15.80 16.00
m/z 181.10 9.28%
51
5000
182
152/ 3 | 63 | g9 | 126139152165 | . )
m/z--> 20 40 60 80 100 120 140 160 180 200 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090816\
Data File : BMO07461.D

Acq On : 08 Sep 2016 19:16

Operator : UM/SJ

Sample - H4692-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM082316 .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 7,9-Di-tert-butyl-l1-oxaspir... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.83 2.99 ng/ul 707834 Phenanthrene-d10 17.17
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 95
3 2,5-Cyclohexadien-1-one, 2,6-bis... 232 C16H240 006738-27-8 49
4 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 45
5 2,5-di-tert-Butyl-1,4-benzoquinone 220 C14H2002 002460-77-7 44
Abundance Scan 2591 (17.827 min): BM007461.D (-2586) (-) m/z 205.10 100.00%
57 205
5000{ 4
77 N
161 R BN LA I R
I || 201 17.60 17.80 18.00 18.20
il il m/z 57.05 80.88%
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
175 17.60 17.80 18.00 18.20
91 189 m/z 217.20 64 .55%
77 7 109 “ ‘ 261
IIIII”H\ \‘\ H\H ‘\\m “‘\magu”\ \M \H\ M H H::: |||‘| |||||‘||2|7|6|
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
a1 ' 17.60 17.80 18.00 18.20
5000 m/z 175.10 55.72%
205
91 175189 220
77 09122135148161 233 245261 276
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #87768: 2,5-Cyclohexadien-1-one, 2,6-bis(1,1-dimethylethyl... - A, et
217 17.60 17.80 18.00 18.20
175 m/z 55.05 47 .91%
5000 189 232
41 57
77 ?ﬁ 115129 1?1 ‘ 2?3 |
L [l L1 | i
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090816\
Data File : BMO07461.D

Acq On : 08 Sep 2016 19:16

Operator : UM/SJ

Sample - H4692-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM082316 .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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.39 2.71 ng/ul 967984 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (Z)- 281 C18H35N0 000301-02-0 98
2 9-Octadecenamide, (Z2)- 281 C18H35N0 000301-02-0 90
3 9-Octadecenamide, (Z2)- 281 C18H35N0 000301-02-0 83
4 9-Octadecenamide, (2)- 281 C18H35N0 000301-02-0 83
5 13-Docosenamide, (2)- 337 C22H43NO 000112-84-5 80
Abundance Scan 3367 (22.392 min): BM007461.D (-3362) (-) m/z 59.05 100.00%
5000 J
AR maa R
22.00 22.20 22.40 22.60 22.80
184 212 240263 294320 357 416 475 /7 72.05 78 . 820
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 LU I R I
2200 22.20 22.40 22.60 22.80
29 m/z 55.05 57.62%
‘ 126
\‘I U‘IM H \‘M Mh ol £1|5‘.1.1.8‘.1|2].'q ?3I8| i |2|8]|' e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
59
22.00 22.20 22.40 22.60 22.80
5000 m/z 43.05 38.96%
83 126
154 184207 238 281
mz-> 50 100 150 200 250 300 350 400 450
Abundance #128447: 9-Octadecenamide, (2)- AR BRI
59 22.00 22.20 22.40 22.60 22.80
m/z 69.10 36.67%
5000
126
‘ LM | ) 154 184207 238 ‘2§1
m/z--> 50 ﬁ01% M £o3® 350 400 450 2200 22.20 22.40 22.60 22.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090816\
Data File : BMO07461.D

Acq On : 08 Sep 2016 19:16

Operator : UM/SJ

Sample - H4692-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM082316 .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]
Phenol, 2-methoxy- 8.88 10.2 ng/ul 720545 1 7.79 1411870 20.0
Benzophenone 15.78 2.9 ng/ul 502091 3 14.42 3486990 20.0
7,9-Di-tert-butyl... 17.83 3.0 ng/ul 707834 4 17.17 4736660 20.0
9-Octadecenamide, ... 22.39 2.7 ng/ul 967984 5 21.34 7148220 20.0
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