LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM011918\
Data File : BM013663.D

Aca On : 19 Jan 2018 14:16

Operator : SJ/JU

Sample : J1141-06

Misc :

ALS Vial : 6 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:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.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 7.222 714 720 730 rBV 718444 1088560 1.95% 0.947%
2 7.616 780 787 796 rVB 553590 885434 1.58% 0.770%
3 10.386 1251 1258 1265 rBV 687978 1163465 2.08% 1.012%
4 13.680 1812 1818 1822 rBV 419639 589512 1.05% 0.513%
5 13.951 1858 1864 1875 rVB 493975 756235 1.35% 0.658%
6 14.262 1912 1917 1927 rVB2 912015 1409148 2.52% 1.226%
7 15.262 2081 2087 2094 rBV 599296 890669 1.59% 0.775%
8 17.015 2379 2385 2393 rBVY 1126295 1578773 2.82% 1.373%
9 17.115 2397 2402 2412 rVB2 630003 933554 1.67% 0.812%
10 18.309 2599 2605 2611 rBV3 1023325 1652537 2.96% 1.437%

11 18.492 2631 2636 2638 rBV2 756904 1028745 1.84% 0.895%
12 18.521 2638 2641 2646 rVB 1036363 1297588 2.32% 1.129%
13 18.656 2656 2664 2668 rBY 43031835 55907315 100.00% 48.631%
14 19.139 2741 2746 2753 rVB 619241 809138 1.45% 0.704%
15 19.415 2789 2793 2800 rBV 763035 1110636 1.99% 0.966%

16 19.703 2836 2842 2846 rVvv4 328827 624471 1.12% 0.543%
17 19.762 2849 2852 2855 rvv4 399140 602417 1.08% 0.524%
18 19.797 2855 2858 2863 rVvV 1239961 1641739 2.94% 1.428%
19 19.868 2863 2870 2875 rVB 1939278 2824321 5.05% 2.457%
20 20.056 2896 2902 2904 rVV2 1356535 2386972 4.27% 2.076%

21 20.086 2904 2907 2917 rVV3 1560615 2468441 4.42% 2.147%
22 20.621 2994 2998 3005 rBV 853688 1254987 2.24% 1.092%
23 20.750 3015 3020 3024 rBV2 1217201 2116934 3.79% 1.841%
24 20.791 3024 3027 3035 rVVv2 1123072 1861256 3.33% 1.619%
25 20.903 3039 3046 3066 rVB2 7222522 16506375 29.52% 14.358%

26 21.168 3087 3091 3095 rBvV 776808 1012039 1.81% 0.880%
27 21.215 3095 3099 3107 rVB2 1488291 2043684 3.66% 1.778%
28 21.827 3199 3203 3211 rVB 1423448 1801181 3.22% 1.567%
29 22.803 3364 3369 3378 rVB2 758434 1350599 2.42% 1.175%
30 23.280 3445 3450 3461 rVB2 644592 1260536 2.25% 1.096%

31 23.415 3468 3473 3487 rVB 1045419 1981769 3.54% 1.724%

32 24.438 3641 3647 3655 rvB2 359699 780659 1.40% 0.679%
33 26.373 3971 3976 3989 rVB7 430959 1343781 2.40% 1.169%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM011918\
Data File : BM013663.D

Aca On : 19 Jan 2018 14:16

Operator : SJ/JU

Sample : J1141-06

Misc :

ALS Vial : 6 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:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
SVOA CALIBRATION

Sum of corrected areas: 114963470
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM011918\
Data File : BM013663.D

Aca On : 19 Jan 2018 14:16

Operator : SJ/JU

Sample : J1141-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEMI\BNA M\METHODS\SOM-EPA-BM011018.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM013663.D
4e+07

3e+07

2e+07

le+07

7.22 7.62 1039

A

Time--> 3.00 350 4.00 450 500 550 600 6.50 700 750 800 850 9.00 950 1000 1050 1100 1150
Abundance TIC: BM013663.D

18,66
4e+07

3e+07

2e+07

le+07

13.63,9514.26 15.26 17922 1&3§§¥ 191494a@%ﬁ§3§§_¢A

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM013663.D

4e+07

3e+07

2e+07

21.83
0@ ﬁlﬂlil?il 2280 2322841 24.44 26.37
I e e e e e e e e L e i i A i B o s B B B B B B S B B B B i B B B R R

Time--> 21.00 21. 50 22.00 2250 23.00 2350 24.00 2450 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:\HPCHEM1\BNA M\DATA\BM011918\
Data File : BM013663.D

Aca On : 19 Jan 2018 14:16

Operator : SJ/JU

Sample : J1141-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_M
SVOA CALIBRATION

Quant Method
Quant Title

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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 4

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

7.22 24 .59 ng/ul 1088560 1,4-Dichlorobenzene-d4 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 90
2 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 90
3 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 78
4 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 78
5 Diethyl carbitol 162 C8H1803 000112-36-7 72

Abundance Scan 720 (7.222 min): BM013663.D (-714) (-) m/z 45.10 100.00%
45
5000 “
59 5
104 6.80 7.00 7.20 7.40 7.60
~...l-...|'.,.?‘9..,-:..1?‘?..1.3?,....,....,....,210.7.. m/z 59.10 34.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15099: Ethanol, 2-(2-ethoxyethoxy)-
45
5000
31 % 6.80 7.00 7.20 7.40 7.60
m/z 72.10 28.41%
18 |, 89 104116
m/z--> 20 40 60 80 160 120 140 160 180 200
Abundance
45
6.80 7.00 7.20 7.40 7.60
5000 5 m/z 43.10 19.67%
31 72
g9 104146
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15097: Ethanol, 2-(2-ethoxyethoxy)-
45 6.80 7.00 7.20 7.40 7.60
m/z 73.10 18.21%
5000
31 59 72 A\
"}?'w"Ih'"l"jhl'QQ'T9f44§""I""I'"'I""I"" IS R UL A
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM011918\
Data File : BM013663.D

Aca On : 19 Jan 2018 14:16

Operator : SJ/JU

Sample : J1141-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_M
SVOA CALIBRATION

Quant Method
Quant Title

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 unknown-01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.31 20.93 ng/ul 1652540 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Chloroethvl phenvl sulfide 172 C8HOCIS 005535-49-9 27
2 Benzamide. 2-fluoro-N-(2-hvdroxv... 245 C14H12FNO2 1000362-77-9 25
3 Benzamide. 2-fluoro-N-(4-methoxv... 245 C14H12FNO2 212209-96-6 22
4 Benzamide. N-(4-methoxvphenvl)-4... 245 C14H12FNO2 1000307-10-4 22
5 Benzeneacetic acid, .alpha.,4-di... 168 C8H804 001198-84-1 20
Abundance Scan 2605 (18.309 min): BM013663.D (-2599) (-) m/z 123.10 100.00%
123
5000
18.00 18.20 18.40 18.60
m/z 217.20 59.34Y%
m/z--> 50 100 150 200 250 300 350
Abundance #40315: 2-Chloroethyl phenyl sulfide
123
172
5000 RN UGN BN B
18.00 18.20 18.40 18.60
45 o m/z 81.10 54 _57%
|2‘?|‘|‘|“‘|M|9|1|‘||h|‘1|44||‘||||||| — —— :
m/z--> 50 100 150 200 250 300 350
Abundance
123
18.00 18.20 18.40 18.60
5000 95 m/z 227.15 44 .81%
39 75 245
57 140 177 227
m/z--> 55 160 150 260 2%0 360 350
Abundance #98114: Benzamide, 2-fluoro-N-(4-methoxyphenyl)-
123 18.00 18.20 18.40 18.60
m/z 41.10 43 .13%
5000 95
75
52 245
34 | w Lo || 146 172 201218
m/z--> 55 160 1%0 200 2%0 300 350 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM011918\
Data File : BM013663.D

Aca On : 19 Jan 2018 14:16

Operator : SJ/JU

Sample : J1141-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_M
SVOA CALIBRATION

Quant Method
Quant Title

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 18-Norabietane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.49 13.03 ng/ul 1028750 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 18-Norabietane 262 C19H34 1000293-16-6 98
2 2H-1.2.3-Triazole-4-carboxaldehy... 191 C9H6FN30 051306-43-5 43
3 Anthracene. 9-cvclohexvltetradec... 274 C20H34 055255-70-4 38
4 2-Butanone. 4-(2.6.6-trimethvl-2... 194 C13H220 039721-65-8 27
5 8-Hexadecyne 222 C16H30 019781-86-3 27

Abundance Scan 263((; (18.492 min): BM013663.D (-2631) (-) m/z 109.05 100.00%

109

g1 95

5000

HF

18.20 18.40 18.60 18.80
m/z 95.00  74.54%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #112660: 18-Norabietane
109
81 95
5000 55 262 TT T rrrrprrrs TTTrIprrorT
123 1820 1840 1860 1880
137 163 191 247 m/z 81.10 70.54%
150 | 178 | 204 °%°
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
191
109 IIIIIIIIIIIIIIIIIIIIIII
18.20 18.40 18.60 18.80
5000 82 g5 m/z 41.10 54 _.45%
57 136
123 162
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #122980: Anthracene, 9-cyclohexyltetradecahydro- R N RARRAREEY

18.20 18.40 18.60 18.80
m/z 55.10 53.15%

5000

274

g

204217230243 259
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 18. 20 18 40 18. 60 18 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM011918\
Data File : BM013663.D

Aca On : 19 Jan 2018 14:16

Operator : SJ/JU

Sample : J1141-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_M
SVOA CALIBRATION

Quant Method
Quant Title

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 unknown-02 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.52 16.44 ng/ul 1297590 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.4-Diallvl-cvclohex-2-enone 176 C12H160 1000186-50-1 35
2 Cvclohexanol. 2-methvl-5-(1-meth... 154 C10H180 000619-01-2 35
3 Cvclohexene. 4-methyl-1-(l-methy... 136 C10H16 000586-67-4 35
4 Cyclohexene. 4-methvl-1-(1-methv... 136 C10H16 000586-67-4 35
5 [1]Benzothieno[2,3-d]pyrimidine-... 245 C12H11N30S 1000338-12-8 25
Abundance Scan 2641 (18.521 min): BM013663.D (-2638) (-) m/z 79.10 100.00%
70

5000

-

18.20 18.40 18.60 18.80
m/z 91.10 94.10%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #42525: 4,4-Diallyl-cyclohex-2-enone

-

5000
18.20 18.40 18.60 18.80

m/z 81.10 82 .45%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
93 10715
41 79 136 R T
18.20 18.40 18.60 18.80
5000 55 m/z 93.10 78.52%
27
154

wmmmﬁmmwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15835: Cyclohexene, 4-methyl-1-(1-methylethenyl)-

-

18.20 18.40 18.60 18.80
m/z 245.30 76.86%

5000

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM011918\
Data File : BM013663.D

Aca On : 19 Jan 2018 14:16

Operator : SJ/JU

Sample : J1141-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_M
SVOA CALIBRATION

Quant Method
Quant Title

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 4b,8-Dimethyl-2-isopropylph... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.66 708.24 ng/ul 55907300 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4b.8-Dimethvl-2-i1sopropvilphenant... 256 C19H28 1000197-14-1 95
2 s-Indacen-1(2H)-one. 3.5.6.7-tet... 256 C18H240 038754-94-8 42
3 Naphthalene. 6-ethvl-1.2.3.4-tet... 256 C19H28 301643-35-6 35
4 Naphthalene. 1.2.3.4-tetrahvdro-... 174 C13H18 000475-03-6 22
5 3-Methylquinoline-1-oxide 159 C10H9NO 001873-55-8 22
Abundance Scan 2665 (18.662 min): BM013663 D (-2656) (-) m/z 159.05 100.00%
5000
A , 18.40 18.60 18.80 19.00
! s 415 m/z 241.20 98.09%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #107705: 4b,8-Dimethyl-2-isopropylphenanthrene, 4b,5,6,7,8..
241
159
5000 L UL BN SULRLN I
18.40 18.60 18.80 19.00
185 m/z 185.05 44.02%
B o1 P \ ‘ ZT3
\\\\\w\w‘\\\ H\\ |
mz-> 0 50 100 150 200 250 300 350 400
Abundance
241
18.40 18.60 18.80 19.00
5000 m/z 256.20 23.63%
185
29 59 01115142, o1
mz-> 0 50 100 150 200 250 300 350 400
Abundance #107707: Naphthalene, 6-ethyl-1,2,3,4-tetrahydro-1,1,4,4-t... B!
241 18.40 18.60 18.80 19.00
m/z 143.05 20.93%
5000
143
169, 91 212
mz-> 0 50 TR A " 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM011918\
Data File : BM013663.D

Aca On : 19 Jan 2018 14:16

Operator : SJ/JU

Sample : J1141-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_M
SVOA CALIBRATION

Quant Method
Quant Title

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 6 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.14 7.92 ng/ul 809138 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10.18-Bisnorabieta-5.7.9(10).11,... 238 C18H22 006566-19-4 95
2 3.47-Diisopropvibiphenvl 238 C18H22 061434-46-6 62
3 4.47-Diisopropvibiphenvl 238 C18H22 018970-30-4 49
4 Anthracene. 9.10-dimethoxv- 238 C16H1402 002395-97-3 43
5 2,4-Imidazolidinedione, 1-methyl... 266 C16H14N202 006859-11-6 43
Abundance Scan 2746 (19.139 min): BM013663.D (-2741) (-) m/z 223.15 100.00%
5000 181
132 18:80 19.00 19.20 19.40
41 89 115 . . : :
63 OF L 1255 281 8% s77338.20 57.75%
m/z--> 50 100 150 200 250 300 350
Abundance #92596: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
223
181
5000 ARERRNAERUMNERN ----{\
18.80 19.00 19.20 19.40
153 m/z 181.10 45_.91%
55 g1 104, l ‘
\‘\\\\\‘\‘H\\II\‘ M Q$ ‘:“: — T
m/z--> 50 200 250 300 350
Abundance
223
18.80 19.00 19.20 19.40
5000 m/z 165.10 39.69%
43 165
104
15 7 128 195
m/z--> 50 100 150 200 250 300 350
Abundance #92584: 4,4"-Diisopropylbipheny! amanns .A., T
223 18.80 19.00 19.20 19.40
m/z 195.10 31.57%
5000
104 165
S - -7 i - B I
m/z--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM011918\
Data File : BM013663.D

Aca On : 19 Jan 2018 14:16

Operator : SJ/JU

Sample : J1141-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_M
SVOA CALIBRATION

Quant Method
Quant Title

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 7 2H-1,4-Benzothiazin-3(4H)-o... Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
19.70 6.11 ng/ul 624471 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2H-1.4-Benzothiazin-3(4HY-one. 4... 277 C11H10F3NO2S 004875-09-6 78

2 (1S.6R.9S5.105)-5.5.9.10-Tetramet... 234 C16H260 1000298-98-1 58
3 2H-Tetrazol-5-amine. 2-propvl-N-... 427 C19H31FN503P 145181-84-6 50
4 Ethvl 8-acetoxv-1.2-dihvdro-2-ox... 276 C14H1206 001032-32-2 49
5 D-Alanine, N-(3-fluoro-5-trifluo... 545 C30H47F4NO3 1000347-81-8 47
Abundance Scan 2841 (19.697 min): BM013663.D (-2836) (-) m/z 234.20 100.00%
234
so00] 4 81 109
149 261 SN SRR BN
176 207 - 19.40 19.60 19.80 20.00
A2 s M sz 41.10  51.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #124711: 2H-1,4-Benzothiazin-3(4H)-one, 4-hydroxy-2,2-dime...
234
277
5000 19,40 19.60 19.80 20.00
m/z 109.10 49 _.96%
164 172 \’ ‘ |
mz-> 50 100 150 200 250 300 350 400
Abundance
234
41 R AU UV
19.40 19.60 19.80 20.00
5000 81 109 163 191 m/z 95.05 48 .19%
135
mz-> 50 100 150 200 250 300 350 400
Abundance #221289: 2H-Tetrazol-5-amine, 2-propyl-N-[(dibutylphosphon... T
234 19.40 19.60 19.80 20.00
m/z 81.10 47 .60%
5000 44
109
83 | 135 191
.‘.‘,&?2. .‘.d,l ol 169 | 256 802 328354 384 27 e e
m/z--> 50 100 150 200 250 300 350 400 19.40 19.60 19.80 20.00

SOM-EPA-BM011018.M Sat Jan 20 00:15:16 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM011918\
Data File : BM013663.D

Aca On : 19 Jan 2018 14:16

Operator : SJ/JU

Sample : J1141-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_M
SVOA CALIBRATION

Quant Method
Quant Title

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 8 unknown-03 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
19.76 5.90 ng/ul 602417 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-1-Benzopvran-2-one. 6-1(3.3-d... 260 C15H1604 038409-28-8 25
2 Thiophene-2.4-dicarboxvlic acid.... 257 C11H15N04S 1000273-96-7 15
3 1.4-di-iso-propvlnaphthalene 212 C16H20 1000374-05-7 15
4 Phenol. 2.2"-T1.4-phenvlenebis(n... 316 C20H16N202 005344-68-3 15
5 3-Ethyl-4-[(ethylaminocarbonyl)i... 261 C13H15N303 1000326-44-6 15
Abundance Scan 2852 (19.762 min): BM013663.D (-2849) (-) m/z 43.10 100.00%
48 197
141
217
& % 162 239
5000
123 260
) P8l 316 19.40 19.60 19.80 20.00
i 30 'm/z 197.10 85.10%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #110787: 2H-1-Benzopyran-2-one, 6-[(3,3-dimethyloxiranylym...
189 217

5000
19.40 19.60 19.80 20.00

m/z 55.10 84 .29%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
197
I RREAR B S
19.40 19.60 19.80 20.00
5000 257 m/z 141.00 76.83%
166
41 66 g5 110 139 226
TWWWWWW'TWWWWWW
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #71420: 1,4-di-iso-propylnaphthalene e B E e e e
197 19.40 19.60 19.80 20.00
m/z 41.10 76.25%
5000
155
42 64 83 103, 128 1877 ‘
e e e e e e  RARAR B S
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 19. 40 19 60 19.80 20.00

SOM-EPA-BM011018.M Sat Jan 20 00:15:17 2018 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM011918\
Data File : BM013663.D

Aca On : 19 Jan 2018 14:16

Operator : SJ/JU

Sample : J1141-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_M
SVOA CALIBRATION

Quant Method
Quant Title

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 9 unknown-04 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.80 16.07 ng/ul 1641740 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1°-Spirobiindene., 3.3.3".3"(2H... 276 C21H24 058343-29-6 42
2 5H-Benzoll.2.51oxadiazol-4-one. ... 261 C13H12FN302 1000316-69-1 30
3 Acetamide. N-T2-(4-methvl-2-quin... 276 C18H16N20 1000338-07-3 22
4 2-Phenvl-6.7-dimethvlaguinoxaline 234 C16H14N2 071897-07-9 18
5 8-Methoxy-4-chloro-2-trifluorome... 261 C11H7CIF3NO 041192-89-6 18
Abundance Scan 2858 (19.797 min): BM013663.D (-2855) (-) m/z 234.20 100.00%
234
261
55 g1 109
5000
135 1 e e T
187 215 : : - : :
e A b ALB296315 355 1 5 7061.20  76.17%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #124612: 1,1'-Spirobiindene, 3,3,3',3'(2H,2H)-tetramethy!-
261
5000
19.40 19.60 19.80 20.00 20.20
n3 m/z 55.10 57 .86%
44 g9 % Ty am Hzﬁ?233 278
m/z--> 4'0 60 8|O 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
109
19.40 19.60 19.80 20.00 20.20
5000 m/z 109.10 57 .23%
261
39 g5 83 126 152170187 215 244
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #124471: Acetamide, N-[2-(4-methyl-2-quinolinyl)phenyl]- T
261 19.40 19.60 19.80 20.00 20.20
m/z 41.10 54 .64%
5000
43 115
149 233
89
\63 b 180200y | | ore i
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 1940 19.60 19.80 20.00 20.20

SOM-EPA-BM011018.M Sat Jan 20 00:15:17 2018 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM011918\
Data File : BM013663.D

Aca On : 19 Jan 2018 14:16

Operator : SJ/JU

Sample : J1141-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_M
SVOA CALIBRATION

Quant Method
Quant Title

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 10 Retene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.87 27.64 ng/ul 2824320 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Retene 234 C18H18 000483-65-8 98
2 2-1sopropvl-10-methvlphenanthrene 234 C18H18 066552-97-4 95
3 Pvrrolidine. 1-tricvclol4.3.1.1<... 219 C15H25N 085538-51-8 93
4 Retene 234 C18H18 000483-65-8 91
5 Phenanthrene, 2,4,5,7-tetramethyl- 234 C18H18 007396-38-5 89
Abundance Scan 2870 (19.868 min): BM013663.D (-2863) (-) m/z 219.10 100.00%
219
5000
189 A
101 165 | 19.60 19.80 20.00 20.20
ol St T8 19139 Ty } 1245263 290 325 386 | nz77234.20  58.99%
m/z--> 50 100 150 200 250 300 350
Abundance #89260: Retene
219
5000 T ./\. AU
19 60 19. 80 20.00 20.20
189 m/z 204.10 33.26%
|27 51 76I\\H\M‘I |13|9‘ \\\ “\ H\ \\\‘27 — T ———
m/z--> 50 100 150 200 250 300 350
Abundance
219
19.60 19.80 20.00 20.20
5000 m/z 203.10 26.81%
30 63 82102 139 165 189 237
m/z--> éo 100 150 200 2%0 300 350
Abundance #76612: Pyrrolidine, 1-tricyclo[4.3.1.1<2,5>]undec-10-yl-,... L e B S R
110 219 19.60 19.80 20.00 20.20
70 m/z 202.10 23.29%
136
5000 41
176
pirEiia
O T
m/z--> 50 100 150 200 250 300 350 19.60 19.80 20.00 20.20

SOM-EPA-BM011018.M Sat Jan 20 00:15:18 2018 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM011918\
Data File : BM013663.D

Aca On : 19 Jan 2018 14:16

Operator : SJ/JU

Sample : J1141-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_M
SVOA CALIBRATION

Quant Method
Quant Title

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 11 3-Methyl-5-(1,4,4-trimethyl.._. Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
20.06 23.36 ng/ul 2386970 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methvl-5-(1.4.4-trimethvl-cvcl... 264 C17H2802 1000192-21-8 58
2 Cvclopropanemethanol. 2.2-dimeth... 154 C10H180 005617-92-5 55
3 3-Fluorobenzoic acid. dodec-9-vn... 304 C19H25F02 1000283-01-6 52
4 4-Fluorobenzoic acid. dodec-9-vn... 304 C19H25F02 1000282-99-8 50
5 Benzeneacetic acid, .alpha.,4-di... 168 C8H804 001198-84-1 47
Abundance Scan 2903 (20.062 min): BM013663.D (-2896) (-) m/z 123.10 100.00%
143
5000 a8l -
165 ;05213 308 19.80 20.00 20.20 20.40
ol 1920230 1,285 356 429 | "m/z 109.10 44.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #114219: 3-Methyl-5-(1,4,4-trimethyl-cyclohex-2-enyl)-pent...
123
5000 LRI BN SN B
19.80 20.00 20.20 20.40
81 m/z 81.10 36.49%
219
— .h |“"" ! .”“l“‘.‘ .H. l.‘ |1|61|h|1|9\1| : \I — ‘2?4'1' T
m/z--> 50 100 150 200 250 300 350 400
Abundance
123
o1 10.80 20.00 20.20 20.40
5000 m/z 41.10 35.18%
41
15 154
mz-> 50 100 150 200 250 300 350 400
Abundance #148123: 3-Fluorobenzoic acid, dodec-9-ynyl ester L T e
123 19.80 20.00 20.20 20.40
m/z 263.25 32.49%
68
5000 95
4| Ji by ] 164101 237 )
m/z--> 50 100 150 200 250 300 350 400 19.80 20.00 20.20 20.40

SOM-EPA-BM011018.M Sat Jan 20 00:15:18 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM011918\
Data File : BM013663.D

Aca On : 19 Jan 2018 14:16

Operator : SJ/JU

Sample : J1141-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_M
SVOA CALIBRATION

Quant Method
Quant Title

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 12 unknown-05 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.09 24.16 ng/ul 2468440 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1.2.3.4.4a.9.10.10... 270 C20H30 019407-28-4 41
2 2(1HH-Quinolinone. 4.8-dimethvl- 173 C11H11NO 1000351-64-0 25
3 S-Indacene-1.7-dione. 2.3.5.6-te... 270 C18H2202 055591-16-7 25
4 1.4-Bisl(trimethvilsilvDethynvll... 270 C16H22Si2 073392-23-1 22
5 Iron, (.eta.-5-cyclohexadienyl)(... 270 Cl16H22Fe 1000162-99-3 22
Abundance Scan 2908 (20.091 min): BM013663.D (-2904) (-) m/z 255.15 100.00%
173 255
5000
19.80 20.00 20.20 20.40
ol 82 32735 429 m/z 173.10 86.00%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #119576: Phenanthrene, 1,2,3,4,4a,9,10,10a-octahydro-1,1,4...
255
5000
173 19.80 20.00 20.20 20.40
43 69 m/z 199.10 38.11%
97 132 ‘ 199 227
}Su‘u|‘|“|‘|‘|‘H|H|‘|‘|‘W| “‘:“:‘l‘u‘u‘uu ||‘|||||||||||||||||
miz--> 0 50 100 150 200 250 300 350 400
Abundance
173
144
19.80 20.00 20.20 20.40
5000 m/z 270.15 30.98%
39
63 o 115
mz-> 0 50 100 150 200 250 300 350 400
Abundance #119497: S-Indacene-1,7-dione, 2,3,5,6-tetrahydro-3,3,4,5,...
255 19.80 20.00 20.20 20.40
m/z 128.10 24 _.67%
5000
115 1 4\?“ 65 " 9\1 &%8‘}?‘3‘“ 1.485‘ 2:!'1 N A
mz-> 0 50 100 150 200 250 300 350 400 11980 20.00 20.20 20140

SOM-EPA-BM011018.M Sat Jan 20 00:15:19 2018 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM011918\
Data File : BM013663.D

Aca On : 19 Jan 2018 14:16

Operator : SJ/JU

Sample : J1141-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_M
SVOA CALIBRATION

Quant Method
Quant Title

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 13 Tetrahydroabietic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
20.62 12.28 ng/ul 1254990 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrahvdroabietic acid 306 C20H3402 1000251-96-9 70
2 1.3-Dimethvl-5-ethvladamantane 192 C14H24 001687-35-0 58
3 1-Ethvl-3-propvladamantane 206 C15H26 019385-94-5 53
4 Propofol 178 C12H180 002078-54-8 50
5 Adamantane, 1l-isothiocyanato-3,5... 221 C13H19NS 136860-49-6 50
Abundance Scan 2998 (20.621 min): BM013663.D (-2994) (-) m/z 163.10 100.00%
163
5000
55 8l 109 191
135 231 20.40 20.60 20.80 21.00
208 T\ 220205 306 341 m/z 81.05 22.60%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #149917: Tetrahydroabietic acid
163
5000 RN SRR SRR B I
43 20,40 20.60 20.80 21.00
0
‘ “ 123 101 - 206 m/z 55.10 21.65%
B L e | 222 25783 gmg P
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance
163
' 20.40 20.60 20.80 21.00
5000 107 m/z 95.10 18.32%
55 79 135 192
mmmmmmmwm
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #66209: 1-Ethyl-3-propyladamantane RS Bt
163 20.40 20.60 20.80 21.00
m/z 109.10 16.00%
B \,/LMA\
121
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 2040 20.60 20.80 21.00

SOM-EPA-BM011018.M Sat Jan 20 00:15:19 2018 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM011918\
Data File : BM013663.D

Aca On : 19 Jan 2018 14:16

Operator : SJ/JU

Sample : J1141-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_M
SVOA CALIBRATION

Quant Method
Quant Title

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 15 unknown-06 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.79 18.21 ng/ul 1861260 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10.12-Tricosadivnoic acid. methy... 360 C24H4002 1000333-59-4 38
2 Methvl 10.12-pentacosadivnoate 388 C26H4402 1000342-58-7 25
3 1.2.4-Triazole-3.5-dione. 1-(1-i... 257 C14H15N302 1000154-45-7 25
4 Methyl 9.l1ll-octadecadivnoate 290 C19H3002 1000336-48-0 22
5 Methyl 7,9-octadecadiynoate 290 C19H3002 1000336-48-1 22
Abundance Scan 3027 (20.791 min): BM013663.D (-3024) (-) m/z 91.10 100.00%
9 119
soo0] 4 &7
20.40 20.60 20.80 21.00 21.20
m/z 119.10 86.01%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #190907: 10,12-Tricosadiynoic acid, methyl ester
91 119
5000 > LN A SR I
20.40 20.60 20.80 21.00 21.20
147 m/z 79.05 77.61%
2 L 1175 20456008 275 303229 360
miz--> 0 50 100 1éo 260 2%0 360 350 460
Abundance
41
o1 A SN SRR BRI BN
20.40 20.60 20.80 21.00 21.20
5000 67 119 m/z 105.10 75.42%
15 147
173 201 232 287 357
miz--> 0 §0 160 1éo 260 2%0 300 3éo 460
Abundance #108179: 1,2,4-Triazole-3,5-dione, 1-(1-isopropenylcyclopr... L e
119 20.40 20.60 20.80 21.00 21.20
m/z 241.20 65.53%
41
5000 91 213
67 257
, 18 186 {
|'.‘h.‘|.|‘.“.“.“.‘|..‘.. ‘....|....|....|....
miz--> 0 50 100 150 200 250 300 350 400 20.40 20.60 20.80 21.00 21.20

SOM-EPA-BM011018.M Sat Jan 20 00:15:20 2018 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM011918\
Data File : BM013663.D

Aca On : 19 Jan 2018 14:16

Operator : SJ/JU

Sample : J1141-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_M
SVOA CALIBRATION

Quant Method
Quant Title

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 17 n-Nonadecanol-1 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.83 17.63 ng/ul 1801180 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 94
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 90
Abundance Scan 3204 (21.833 min): BM013663.D (-3199) (-) m/z 55.10 100.00%
55 83
5000 11 wvwﬂmﬁﬁxwaww/\vwv&*wxm&vx¢~
R SUNII SN BN U
39 21.60 21.80 22.00 22.20
168 210
Y Y .|..Ejuf.‘..‘.|.L..?,5.2????(.)9...3|5.5?§.2|.‘.1?].'?§:!'..|...§‘|19 m/z 57.10 97.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131391: n-Nonadecanol-1
55 83
5000 11 LR UL LB BRI B
mmmmnmnm
m/z 43.10 94 .96%
| \‘ i ‘ \H\ \‘ }\139168196 238266

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

%

Abundance
55 83
BN E A
21.60 21.80 22.00 22.20
5000 111 m/z 83.10 92.28%
27 139167196 233266294
e NN
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #210517: 1-Heptacosanol A B B e I e,
57 |97 21.60 21.80 22.00 22.20
m/z 69.10 84 .49%
5000
125
29 (£53181209237264292320350378

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21. 60 21. 80 22. 00 22. 20

SOM-EPA-BM011018.M Sat Jan 20 00:15:20 2018 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM011918\
Data File : BM013663.D

Aca On : 19 Jan 2018 14:16

Operator : SJ/JU

Sample : J1141-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_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 18 Behenic alcohol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
22.80 13.63 ng/ul 1350600 Perylene-di12 23.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 Heptacosvl acetate 438 C29H5802 1000351-78-2 93
3 Octacosanol 410 C28H580 000557-61-9 93
4 n-Nonadecanol-1 284 C19H400 001454-84-8 93
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 89
Abundance Scan 3368 (22.797 min): BM013663.D (-3364) (-) m/z 57.10 100.00%
57 g3
5000 111 \~VNﬂfu~uqu4Af\MWMmMM,ﬁvA\NJ
LRI SRR SRS SUNIA
139 22.40 22.60 22.80 23.00 23.20
167 210
A l I 0T, (2286203 200327395 387 429 461489 | “ns7 43.10 99.27%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #166292: Behenic alcohol
55 83
5000 111 TT T T [T T I T [T T T T [ TTTT[TT
nmnmnmmmmm
m/z 83.10 83.81%
h Libti ‘ | ‘1‘?7 196 224 252 280 308
mz-> 0 55 160 150 260 2éo 360 3éo 460 4éo 560
Abundance
43
9 LRI SRR DAL SUNIA B
60 22.40 22.60 22.80 23.00 23.20
5000 m/z 97.10 74 .60%
125
15 153181 209236 264 292 320 350378 423
mz-> 0 55 160 1%0 200 2éo 360 3éo 460 4éo 560
Abundance #215904: Octacosanol A BEa e e
57 22.40 22.60 22.80 23.00 23.20
97 m/z 69.10 74.08%
5000
125
%9 ‘ l 153181209236 264292 322 364392
mz-> 0 % ﬁ01% ﬁ £o3m:m ﬁ)éOS& nmnmnmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM011918\
Data File : BM013663.D

Aca On : 19 Jan 2018 14:16

Operator : SJ/JU

Sample : J1141-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_M
SVOA CALIBRATION

Quant Method
Quant Title

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 19 2(3H)-Furanone, dihydro-3,4... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
24 .44 7.88 ng/ul 780659 Perylene-di12 23.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3HY-Furanone. dihvdro-3.4-bisl... 358 C20H2206 000580-72-3 93
2 4-Amino-2.3-xvlenol 137 C8H11NO 003096-69-3 72
3 3-Benzofuranmethanol. 2.3-dihvdr... 358 C20H2206 004263-87-0 72
4 Homovanillvl alcohol 168 C9H1203 002380-78-1 64
5 Phenol, 2-methoxy-4-propyl- 166 C10H1402 002785-87-7 64
Abundance Scan 3647 (24.438 min): BM013663.D (-3641) (-) m/z 137.00 100.00%
137
5000
358 A U L A R
94
41 67 164191 24.20 24.40 24.60 24.80
R PV Y v B R R Iary Fo 0\ M -0 1)
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #189294: 2(3H)-Furanone, dihydro-3,4-bis[(4-hydroxy-3-meth...
137
5000 358
24.20 24.40 24.60 24.80
m/z 122.00 17.34%
41 94
180 |, | 164 104221
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
137
" 24.20 24.40 24.60 24.80
5000 m/z 358.20 15.84%

39 68 9

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #189295: 3-Benzofuranmethanol, 2,3-dihydro-2-(4-hydroxy-3-...
137 24.20 24.40 24.60 24.80
m/z 94.10 12.74%

5000

180 358
\\L | 222 273208326 |

I T T
150 200 250 300 350 400 450 24.20 24.40 24.60 24.80

51 77
0
- ‘.‘"l“.‘\. L.‘ .“:llm.?.i.‘
50 100
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM011918\
Data File : BM013663.D

Aca On : 19 Jan 2018 14:16

Operator : SJ/JU

Sample : J1141-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_M
SVOA CALIBRATION

Quant Method
Quant Title

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 20 _.beta.-Sitosterol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
26.37 13.56 ng/ul 1343780 Perylene-di12 23.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 53
2 .aamma.-Sitosterol 414 C29H500 000083-47-6 50
3 3-Isopropvl-6a.10b-dimethvl-8-(2... 396 C26H3603 1000187-63-9 14
4 4-(Acetvloxv)-.agamma.-l4-(Cacetvl... 370 C21H2206 135439-71-3 11
5 _beta.-Sitosterol 414 C29H500 000083-46-5 10
Abundance Scan 3975 (26.368 min): BM013663.D (-3971) (-) m/z 43.10 100.00%
48
5000 107
133 161
26.00 26,20 26.40 26.60
m/z 107 .05 50.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43
5000 26.00 26,20 26.40 26.60
107
81 ‘ " o 414 m/z 55.10 47.31%
255
| H\ \HH H‘h “\ L \\u ‘Hh A< S A N T
m/z--> 200 250 300 350 400
Abundance
43
26.00 26,20 26.40 26.60
5000 81 107 m/z 41.05 45 .92%
145 414
213 303
173 255 329 381
284 | 276 354
m/z--> 55 160 1éo 260 250 300 3%0 460
Abundance #210479: 3-I1sopropyl-6a,10b-dimethyl-8-(2-oxo-2-phenyl-eth... R mE T o R
105 26.00 26.20 26.40 26.60
m/z 57.00 44 .88%
207
5000 g 77
127
229
29 172 277 39
g Im‘,\w,i HLI | ‘qi.hji‘f.m Sl 2551 300835 363 | e
m/z--> 50 100 150 200 250 300 350 400 2600 2620 2640 2660
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011918\
Data File : BM013663.D

Acq On : 19 Jan 2018 14:16

Operator : SJ/JU

Sample - J1141-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_.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]
Ethanol, 2-(2-eth... 7.22 24_6 ng/ul 1088560 1 7.62 885434 20.0
unknown-01 18.31 20.9 ng/ul 1652540 4 17.02 1578770 20.0
18-Norabietane 18.49 13.0 ng/ul 1028750 4 17.02 1578770 20.0
unknown-02 18.52 16.4 ng/ul 1297590 4 17.02 1578770 20.0
4b,8-Dimethyl-2-i... 18.66 708.2 ng/ul 55907300 4 17.02 1578770 20.0
10,18-Bisnorabiet... 19.14 7.9 ng/ul 809138 5 21.22 2043680 20.0
2H-1,4-Benzothiaz... 19.70 6.1 ng/ul 624471 5 21.22 2043680 20.0
unknown-03 19.76 5.9 ng/ul 602417 5 21.22 2043680 20.0
unknown-04 19.80 16.1 ng/ul 1641740 5 21.22 2043680 20.0
Retene 19.87 27.6 ng/ul 2824320 5 21.22 2043680 20.0
3-Methyl-5-(1,4,4... 20.06 23.4 ng/ul 2386970 5 21.22 2043680 20.0
unknown-05 20.09 24 .2 ng/ul 2468440 5 21.22 2043680 20.0
Tetrahydroabietic... 20.62 12.3 ng/ul 1254990 5 21.22 2043680 20.0
unknown-06 20.79 18.2 ng/ul 1861260 5 21.22 2043680 20.0
n-Nonadecanol-1 21.83 17.6 ng/ul 1801180 5 21.22 2043680 20.0
Behenic alcohol 22.80 13.6 ng/ul 1350600 6 23.41 1981770 20.0
2(3H)-Furanone, d... 24.44 7.9 ng/ul 780659 6 23.41 1981770 20.0
-beta.-Sitosterol 26.37 13.6 ng/ul 1343780 6 23.41 1981770 20.0
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