LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091020\
Data File : BM027400.D

Aca On : 11 Sep 2020 12:17

Operator : JU/CG

Sample : L3961-14

Misc :

ALS Vial : 36 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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\HPCHEM1I\BNA_ M\METHODS\SOM-EPA-BM0O90420MA .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 6.663 608 625 632 rBV 158524 475627 0.53% 0.268%
2 6.751 634 640 649 rVB 180290 300859 0.34% 0.169%
3 6.904 661 666 676 rVB 497027 777234 0.87% 0.438%
4 7.104 693 700 710 rBV 647646 1008829 1.13% 0.568%
5 7.563 772 778 785 rVB 675757 1017606 1.14% 0.573%
6 8.275 892 899 913 rVB 529335 845406 0.95% 0.476%
7 8.704 966 972 985 rVB 719975 1159591 1.30% 0.653%
8 9.422 1087 1094 1103 rBV 661343 1042138 1.17% 0.587%
9 9.775 1132 1154 1164 rBV 530733 1856867 2.09% 1.046%
10 9.963 1179 1186 1197 rVB 1101979 1858509 2.09% 1.047%

11 10.333 1241 1249 1256 rBV 884201 1452153 1.63% 0.818%
12 10.475 1267 1273 1284 rVB 72749 144197 0.16% 0.081%
13 11.274 1400 1409 1425 rVV 394505 951117 1.07% 0.536%
14 11.692 1474 1480 1485 rBV 64392 98841 0.11% 0.056%
15 12.574 1613 1630 1651 rBV 1493528 4603822 5.17% 2.593%

16 13.051 1706 1711 1717 rVvV 303479 470802 0.53% 0.265%
17 13.186 1729 1734 1749 rVB3 58569 116460 0.13% 0.066%
18 13.627 1802 1809 1813 rBV 2076222 2997765 3.37% 1.688%
19 13.668 1813 1816 1823 rVB 489916 639766 0.72% 0.360%
20 13.892 1846 1854 1863 rBV 2382697 3603371 4._05% 2.029%

21 14.204 1901 1907 1914 rVvVv2 1552935 2288799 2.57% 1.289%
22 14.415 1931 1943 1959 rBV2 232082 584442 0.66% 0.329%
23 14.839 1980 2015 2035 rBV 16427758 88965394 100.00% 50.103%
24 15.092 2055 2058 2068 rVB2 178486 249463 0.28% 0.140%
25 15.204 2071 2077 2091 rVB 3227318 4536147 5.10% 2 .555%

26 15.327 2093 2098 2109 rBV 947238 1312364 1.48% 0.739%
27 15.651 2149 2153 2162 rVB 84480 118744 0.13% 0.067%
28 16.121 2229 2233 2237 rBV 469372 567544 0.64% 0.320%
29 16.186 2237 2244 2248 rVVv4 217090 427904 0.48% 0.241%
30 16.245 2251 2254 2258 rVB3 107692 143573 0.16% 0.081%

31 16.351 2268 2272 2275 rBV4 96722 177963 0.20% 0.100%
32 16.398 2276 2280 2284 rVV 606206 820734 0.92% 0.462%
33 16.433 2284 2286 2291 rVV3 107040 122003 0.14% 0.069%
34 16.480 2291 2294 2305 rVB3 64357 125554 0.14% 0.071%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091020\
Data File : BM027400.D

Aca On : 11 Sep 2020 12:17

Operator : JU/CG

Sample : L3961-14

Misc :

ALS Vial : 36 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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
Title

Z :\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM0O90420MA .M
SVOA CALIBRATION

35 16.698 2327 2331 2336 rVVv2 61678 115453 0.13% 0.065%

36 16.751 2336 2340 2351 rVB 325848 480449 0.54% 0.271%
37 16.951 2368 2374 2380 rBV 2340440 3114596 3.50% 1.754%
38 17.051 2385 2391 2405 rVB 4032567 5486613 6.17% 3.090%
39 17.521 2468 2471 2479 rVB 98656 142801 0.16% 0.080%
40 17.639 2487 2491 2494 rBV 180907 225587 0.25% 0.127%

41 17.892 2526 2534 2562 rBV 5222554 8192273 9.21% 4.614%
42 18.162 2575 2580 2594 rvVvV 1217104 1545952 1.74% 0.871%
43 18.633 2657 2660 2671 rVB2 72870 152438 0.17% 0.086%
44 19.045 2726 2730 2740 rBV2 656365 1354711 1.52% 0.763%
45 19.174 2747 2752 2761 rBV 2680689 3476380 3.91% 1.958%

46 19.356 2777 2783 2788 rVB 4916377 6549531 7.36% 3.689%
47 19.415 2790 2793 2798 rVB2 139644 167489 0.19% 0.094%
48 19.797 2854 2858 2863 rBV 1971223 2163300 2.43% 1.218%
49 20.115 2909 2912 2916 rBVY 186057 291750 0.33% 0.164%
50 20.162 2917 2920 2927 rVB4 155910 234868 0.26% 0.132%

51 20.256 2928 2936 2945 rBV5 440320 1078612 1.21% 0.607%
52 20.803 3027 3029 3035 rVB2 146262 168247 0.19% 0.095%
53 20.892 3040 3044 3051 rVB 596928 701932 0.79% 0.395%
54 21.121 3078 3083 3085 rBV 1851912 2157104 2.42% 1.215%
55 21.150 3085 3088 3094 rVB 2912929 3353208 3.77% 1.888%

56 21.503 3145 3148 3153 rBV 168914 281987 0.32% 0.159%
57 22.327 3283 3288 3297 rVB 1064085 1537313 1.73% 0.866%
58 23.185 3427 3434 3440 rBV 2663363 4664674 5.24% 2.627%
59 23.321 3451 3457 3466 rVB 1558075 2666141 3.00% 1.501%
60 23.844 3541 3546 3555 rVB2 441713 922864 1.04% 0.520%

61 24.944 3729 3733 3744 rVB 237194 477813 0.54% 0.269%

Sum of corrected areas: 177565674
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091020\
Data File : BM027400.D

Aca On : 11 Sep 2020 12:17

Operator : JU/CG

Sample : L3961-14

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM027400.D

1.5e+07

1e+07

5000000

96
10 7.56 8.70 9.42 10.33
6650 82 977 110.47 1027 116

e e A A A A AR A

Time--> 3.00 350 400 450 500 550 600 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50

Abundance TIC: BM027400.D
1484

1.5e+07

1e+07

5000000

04
Time-->
Abundance TIC: BM027400.D
1.5e+07
1e+07
5000000
21.15 23.19
21)12
22.33 3.32
28389 2150 23,84 20.94
o1 T T T T T T T T T T T T T T T T T e T
Time--> 21.00 21.50 22.00 2250 23.00 23,50 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:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091020\
Data File : BM027400.D

Aca On : 11 Sep 2020 12:17

Operator : JU/CG

Sample : L3961-14

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 Hexanoic acid Concentration Rank 9

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

6.66 9.35 ng/ul 475627 1,4-Dichlorobenzene-d4 7.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 83
2 Hexanoic acid 116 C6H1202 000142-62-1 78
3 Octanoic acid 144 C8H1602 000124-07-2 64
4 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 64
5 Heptanoic acid 130 C7H1402 000111-14-8 59

Abundance Scan 624 (6.657 min): BM027400.D (-608) (-) m/z 60.00 100.00%

60
73
5000
41

6.40 660 680 700
0 ,....~|;||.|..|!' ..".'.,.|...,....,....,.... 20 BL ) Thm/z 73.00  68.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8069: Hexanoic acid
60
5000
2741 | 3 6.40 6.60 6.80 7.00
g7 m/z 41.05 32.02%
a A M T o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60
6.40 6.60 6.80 7.00
5000 07 4 73 m/z 39.05 20.25%
87
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20839: Octanoic acid
60 6.40 6.60 6.80 7.00
m/z 44.95 20.12%
73
5000 o7 43
101
I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091020\
Data File : BM027400.D

Aca On : 11 Sep 2020 12:17

Operator : JU/CG

Sample : L3961-14

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 Octanoic acid Concentration Rank 4

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

9.77 25.57 ng/ul 1856870 Naphthalene-d8 10.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 94
2 Octanoic acid 144 C8H1602 000124-07-2 78
3 Octanoic acid 144 C8H1602 000124-07-2 72
4 Octanoic acid. silver(1+) salt 250 C8H15Aa002 024927-67-1 72
5 Hexanoic acid 116 C6H1202 000142-62-1 53

Abundance Scan 1153 (9.769 min): BM027400.D (-1132) (-) m/z 60.00 100.00%
6 7
5000 41
85 101
115 9.40 9.60 9.80 10.00
o..,....,....,....|;.|.|..??1:.".-...-.;....,:'”.'.,....,|....,..'..,...1.2,9....,1.f‘f‘.,.. m/z 72.95 92.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20837: Octanoic acid
60
73
5000
43 9.40 9.60 9.80 10.00
29 85 101 15 m/z 41.10 48 .72%
o..,.1.?.,...|.|,....|i!.L.‘?%.!'.-'....|,.!..,:".'.,9.?..,|....,..'..,...1.2,9....,1.‘.‘?.,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
60
73 9.40 9.60 9.80 10.00
5000 97 43 m/z 55.10 38.47%
85 101
o 51 115 159 144
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20840: Octanoic acid
60 9.40 9.60 9.80 10.00
73 m/z 43.10 33.84Y%
5000 43
2 101 15
0 ”I"}ﬁ"'ﬁ"“l"”?}”' '“'|'“'|'Ltl'“'|“"v'h'v'}?g"w%??w" SRR RN IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091020\
Data File : BM027400.D

Aca On : 11 Sep 2020 12:17

Operator : JU/CG

Sample : L3961-14

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 n-Decanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.57 40.23 ng/ul 4603820 Acenaphthene-d10 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 86
2 n-Decanoic acid 172 C10H2002 000334-48-5 64
3 n-Decanoic acid 172 C10H2002 000334-48-5 60
4 n-Decanoic acid 172 C10H2002 000334-48-5 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 1629 (12.569 min): BM027400.D (-1613) (-) m/z 73.00 100.00%
60 B
5000 al
129
87
101 115 143 12.20 12.40 12.60 12.80
o - .'.-|". AT L MPss 172 a0ra2 G 6000 B1.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39469: n-Decanoic acid
6p 73
5000 41
129 12.20 12.40 12.60 12.80
29 ‘ ‘ 8 e m/z 41.05 52.54%
172
ol 18 |,|, L Nl - S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
60 73
4 o a0 Des a0
5000 29 129 m/z 55.05 41.65%
87
101 15 143, 172
O T e 2 B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39474: n-Decanoic acid R AaE s L o I
60 78 1220 12.40 12.60 12.80
m/z 71.10 37.82%
129
5000
87 115
: g
m/z--> 20 ' ' éo 100 120 140 1éo 180 200 220 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091020\
Data File : BM027400.D

Aca On : 11 Sep 2020 12:17

Operator : JU/CG

Sample : L3961-14

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 Phenol, 4-(1,1-dimethylprop... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.05 4_.11 ng/ul 470802 Acenaphthene-d10 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1-dimethvipropvl)- 164 C11H160 000080-46-6 93
2 Phenol. 4-(1.1-dimethvlpropvl)- 164 C11H160 000080-46-6 93
3 Phenol. 4-(1.1-dimethvlpropvl)- 164 C11H160 000080-46-6 64
4 Hexestrol 270 C18H2202 000084-16-2 64
5 Hexestrol 270 C18H2202 000084-16-2 64
Abundance Scan 1711 (13.051 min): BM027400.D (-1706) (-) m/z 135.10 100.00%
5000 107
77 9 oo 1200 12190 1240
41 55 1 | 149164 12.80 13.00 13.20 13.40
0 ...,....','...-.,-.'...-,....,....,?... s BL hz 107.10 49.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #33623: Phenol, 4-(1,1-dimethylpropyl)-
135
5000 107 LR SR BN SULULN B
12.80 13.00 13.20 13.40
164 m/z 77.10 12.51%
o2 41 55 7{ o1 | 121 | 149
s B G e o0 13 130 180 T e I e o ok
Abundance
135
12.80 13.00 13.20 13.40
5000 107 m/z 91.10 12.48%
4lgs 7791 o 149164
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #33621: Phenol, 4-(1,1-dimethylpropyl)-
135 12.80 13.00 13.20 13.40
m/z 95.00 10.91%
5000
107
L2 4155 77 91 ‘ 101 | 1491%
s B 4o 8 85 10 130 130 18 18 5% 2 250 250 0 12,80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091020\
Data File : BM027400.D

Aca On : 11 Sep 2020 12:17

Operator : JU/CG

Sample : L3961-14

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .M
= SVOA CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Dodecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.84 777.40 ng/ul 88965400 Acenaphthene-d10 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 99
2 Dodecanoic acid 200 C12H2402 000143-07-7 99
3 Dodecanoic acid 200 C12H2402 000143-07-7 93
4 Dodecanoic acid 200 C12H2402 000143-07-7 93
5 Dodecanoic acid 200 C12H2402 000143-07-7 86

Abundance Scan 2015 (14.839 min): BM027400.D (-1980) (-) m/z 73.05 100.00%
s
5000 4l 55
129 157
7 101115
101 143 171 200 14.60 14.80 15.00 15.20
o 185 222 243259 281 m/z _60.00 68.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61122: Dodecanoic acid
s
5000
43 g 129 - 14.60 14.80 15.00 15.20
| 7 101115 143 171 200 m/z 41_.10 48 _.28%
0 “| 185
m/z--> 2|O 4|0 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60
43
14.60 14.80 15.00 15.20
5000 129 m/z 55.05 42 .84%
85 157
29
10 s 1 00
oL15 185
wmmwwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61117: Dodecanoic acid
3 14.60 14.80 15.00 15.20
43 m/z 43.05 38.90%
57
5000
29 129 157 200
7101115
143 171
ok |" ‘\ \‘\ u\ m H\‘ |‘=‘|||||H‘ - ””1|8|5”‘”””” R ARRRARRRRRE:
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091020\
Data File : BM027400.D

Aca On : 11 Sep 2020 12:17

Operator : JU/CG

Sample : L3961-14

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 6 Z-11-Tetradecenoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.09 2.18 ng/ul 249463 Acenaphthene-d10 14.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-11-Tetradecenoic acid 226 C14H2602 1000130-83-3 64
2 Cvclohexane. (2.2-dimethvlcvclop... 180 C13H24 061142-23-2 50
3 Chloromethvl 7-chlorododecanoate 282 C13H24Cl1202 080419-03-0 46
4 9-octadecenoic acid. 2.2.2-trifl... 364 C20H35F302 1000376-54-3 43
5 Pentafluoropropionic acid, undec... 318 C14H23F502 959014-11-0 43
Abundance Scan 2058 (15.092 min): BM027400.D (-2055) (-) m/z 41.05 100.00%

5000

-

14.80 15.00 15.20 15.40
m/z 73.00 96.90%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82769: Z-11-Tetradecenoic acid

-

5000
14.80 15.00 15.20 15.40
m/z 43.10 92.52%
Obrprrrr i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
14.80 15.00 15.20 15.40
5000 a1 81 g7 m/z 55.10 71.53%
124
165
o 2f 151 | 180
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128766: Chloromethy! 7-chlorododecanoate
5 14.80 15.00 15.20 15.40
m/z 69.05 62.91%
5000
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091020\
Data File : BM027400.D

Aca On : 11 Sep 2020 12:17

Operator : JU/CG

Sample : L3961-14

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 7 unknown-01 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.12 3.64 ng/ul 567544 Phenanthrene-d10 16.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(dodecvloxv)- 230 C14H3002 004536-30-5 43
2 Octane. 1.1"-oxvbis- 242 C16H340 000629-82-3 38
3 Decane. 1.1"-oxvbis- 298 C20H420 002456-28-2 38
4 Oxalic acid. allvl hexadecvl ester 354 C21H3804 1000309-24-4 38
5 Ether, hexyl pentyl 172 C11H240 032357-83-8 35
Abundance Scan 2233 (16.121 min): BM027400.D (-2229) (-) m/z 57.10 100.00%
g7
85
5000
5 ‘111
140 168 199 15.80 16.00 16.20 16.40
ol .‘,.L.h.!,.'...1,.2.22..,....,....3,5? m/z 71.05 93.91%
m/z--> 50 100 150 200 250 300 350
Abundance #86142: Ethanol, 2-(dodecyloxy)-
57
5000
15.80 16.00 16.20 16.40
m/z 43.10 68.67%
29
B 140 16 109
0‘
m/z--> 50 100 150 200 250 300 350
Abundance
57
15.80 16.00 16.20 16.40
5000 m/z 41.10 59.29%
84
29 112
e N '1?1'| T }%9' T 'zﬂﬁ UL UL BN
m/z--> 50 100 150 200 250 300 350
Abundance #143258: Decane, l,l'-OXybiS- LI L L L L N BN |
57 15.80 16.00 16.20 16.40
85 m/z 55.10 55.73%
5000
29 ‘ 12 940
o i M. ,\\, | 213 25 W ONVL AL
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40

SOM-EPA-BMO90420MA_M Fri Sep 11 18:53:49 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091020\
Data File : BM027400.D

Aca On : 11 Sep 2020 12:17

Operator : JU/CG

Sample : L3961-14

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 8 Propanoic acid, 2-methyl-, ... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.19 2.75 ng/ul 427904 Phenanthrene-d10 16.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. heptv... 186 C11H2202 002349-13-5 50
2 Butanoic acid. hexvl ester 172 C10H2002 002639-63-6 49
3 Butvric acid. octadecvl ester 340 C22H4402 013373-83-6 47
4 3-Methvlseleno-2-benzolblthiophe... 256 C10H80SSe 039857-04-0 47
5 Butanoic acid, octyl ester 200 C12H2402 000110-39-4 43
Abundance Scan 2245 (16.192 min): BM027400.D (-2237) (-) m/z 43.10 100.00%
8L o
5000
15.80 16.00 16.20 16.40 16.60
of m/z 55.10 86.07%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #50151: Propanoic acid, 2-methyl-, heptyl ester
43 57
71 89
5000 LN IR AR B B
15.80 16.00 16.20 16.40 16.60
m/z 67.00 79.22%
0 29 ! 113 143
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 71 89
15.80 16.00 16.20 16.40 16.60
5000 m/z 89.00 76.86%
o 57 111 129 154 172
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #177143: Butyric acid, octadecyl ester
89 15.80 16.00 16.20 16.40 16.60
a8 m/z 71.00 76.18%
5000 57
29 111
. 125 144 168182 224 252 297
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.80 16.00 16.20 16.40 16.60

SOM-EPA-BMO90420MA_M Fri Sep 11 18:53:50 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091020\
Data File : BM027400.D

Aca On : 11 Sep 2020 12:17

Operator : JU/CG

Sample : L3961-14

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

SVOA CALIBRATION

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

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .M

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

Concentration Rank 13

Peak Number 9 Tetradecanoic acid

R.T. EstConc Area Relative to ISTD R.T.
16.40 5.27 ng/ul 820734 Phenanthrene-d10 16.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 96
3 Tetradecanoic acid 228 C14H2802 000544-63-8 94
4 Dodecanoic acid 200 C12H2402 000143-07-7 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 76

Abundance Scan 2280 (16.398 min): BM027400.D (-2276) (-) m/z 73.00 100.00%
7B
41
5000
129 185
o7 ‘ 228 16.00 16.20 16.40 16.60 16.80
157 : : : : :
o e il e 84 W7 60.00  71.89%
m/z--> 50 100 150 200 250 300
Abundance #84453: Tetradecanoic acid
7B
43
5000
129 16.00 16.20 16.40 16.60 16.80
o7 185 228 m/z 41.10 55.00%
o2 i ) 140166 | 211 |
m/z--> 50 100 1%0 260 2éo 360
Abundance
73
43 NN
16.00 16.20 16.40 16.60 16.80
5000 129 m/z 55.10 48.50%
185
97 228
ol—#% L SR ?57' T '|2}1" Y DU
m/z--> 50 100 150 200 250 300
Abundance #84455: Tetradecanoic acid R e e
78 16.00 16.20 16.40 16.60 16.80
m/z 43.05 44 .21%
5000 43 129
185
‘ 97 228
ol Il ‘1, Iy | anl
m/z--> 50 100 150 200 250 300 16.00 16.20 16.40 16.60 16.80

SOM-EPA-BMO90420MA_M Fri Sep 11 18:53:51 2020

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091020\
Data File : BM027400.D

Aca On : 11 Sep 2020 12:17

Operator : JU/CG

Sample : L3961-14

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 10 Oxalic acid, allyl dodecyl ... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.75 3.09 ng/ul 480449 Phenanthrene-d10 16.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. allvl dodecvl ester 298 C17H3004 1000309-24-0 91
2 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 90
3 Cetene 224 C16H32 000629-73-2 70
4 4-Tetradecene. (BE)- 196 C14H28 041446-78-0 64
5 1-Tetradecene 196 C14H28 001120-36-1 64
Abundance Scan 2340 (16.751 min): BM027400.D (-2336) (-) m/z 57.05 100.00%

7 71

43
5000
T 128 153 1550 1550 150
139154 196 : : :
Obprerh 108182 021024 28 28l m/z 71.05 85.21%

m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #142787: Oxalic acid, allyl dodecy! ester

a

i

16.I4O 16.I60 16.I80 17.IOO
m/z 43.05  67.24%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
T T T
16.40 16.60 16.80 17.00
5000 43 m/z 69.05 59.15%

o 111125 148 168 196 241

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81242: Cetene R e R
55 16.40 16.60 16.80 17.00
m/z 41.10 56.57%

:

5000

111

:

125140154168182196 224

T I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.40 16.60 16.80 17.00

SOM-EPA-BMO90420MA_M Fri Sep 11 18:53:52 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091020\
Data File : BM027400.D

Aca On : 11 Sep 2020 12:17

Operator : JU/CG

Sample : L3961-14

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 11 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.89 52.61 ng/ul 8192270 Phenanthrene-d10 16.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Pentadecanoic acid 242 C15H3002 001002-84-2 62
Abundance Scan 2534 (17.892 min): BM027400.D (-2526) (-) m/z 73.00 100.00%
7
43
5000
129
T s | s "0 1750 1500 150
o gl 452 | 098 | 239 | 281 34 | 7,7 60.00  70.06%
m/z--> 50 100 150 200 250 300 350
Abundance #107547: n-Hexadecanoic acid
/87
5000 L A SR FURLRN B
17.60 17.80 18.00 18.20
o7 129 256 m/z 43.10 59.65%
o2 o | 157 185 2 5
m/z--> 50 100' B '150' B '260' - '250' ' "360' ' "3éo'
Abundance
43 60
17.60 17.80 18.00 18.20
5000 129 m/z 55.10 55.91%
83
101 157 185 213 256
239
ol g b ol b L e
m/z--> éo 160 1%0 260 2éo 300 3%0
Abundance #107548: n-Hexadecanoic acid I R e
/B 7 17.60 17.80 18.00 18.20
m/z 41.05 55.82%
5000 256
129
“ 97 157 185 213
OI‘\IIJIHI\I J‘“.“I‘l“.““‘.“l L {. .{.‘.“.“.‘.23.9 ——— ——r— : e ERER e i S
m/z--> 50 100 150 200 250 300 350 17.60 17.80 18.00 18.20

SOM-EPA-BMO90420MA_M Fri Sep 11 18:53:53 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091020\
Data File : BM027400.D

Aca On : 11 Sep 2020 12:17

Operator : JU/CG

Sample : L3961-14

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 12 Diethylene glycol monododec... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.16 9.93 ng/ul 1545950 Phenanthrene-d10 16.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvlene alvcol monododecvl ether 274 C16H3403 003055-93-4 68
2 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 43
3 Dodecane. 1l-(methoxvmethoxv)- 230 C14H3002 034458-41-8 30
4 Dodecane. 4-methvl- 184 C13H28 006117-97-1 30
5 1,3-Dimethylcyclopentanol 114 C7H140 019550-46-0 30
Abundance Scan 2580 (18.162 min): BM027400.D (-2575) (-) m/z 57.10 100.00%

5000 85 j\\

1 1780 18.00 18.20 18.40

138 166 199 pp1 243
0 iy 221 €75 265284 327 385 | Tn/z  45.05  94.00%

T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #122812: Diethylene glycol monododecy! ether
7
5000

17.80 18.00 18.20 18.40
m/z 71.10 85.07%

) U1 100 166 100 oug
m/z--> 50 100 150 200 250 300 350
Abundance
57
17. 80 18 00 18. 20 18.40
5000 85 m/z 43.10 70.14%
39 105
133 161 288
ol ol b s
m/z--> 50 100 150 200 250 300 350
Abundance #86148: Dodecane, 1-(methoxymethoxy)- T . A
45 17. 80 18 00 18. 20 18 40

m/z 41.10 52.91%

5000
75
97
27 | | L se138 166185 g JL

m/z--> 50 100 150 200 250 300 350 17. 80 18 00 18. 20 18 40

SOM-EPA-BMO90420MA_M Fri Sep 11 18:53:55 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091020\
Data File : BM027400.D

Aca On : 11 Sep 2020 12:17

Operator : JU/CG

Sample : L3961-14

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 13 9-Octadecenoic acid, (E)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.04 8.70 ng/ul 1354710 Phenanthrene-d10 16.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 99
2 Octadec-9-enoic acid 282 C18H3402 1000190-13-7 98
3 cis-Vaccenic acid 282 C18H3402 000506-17-2 98
4 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 95
5 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 94
Abundance Scan 2729 (19.039 min): BM027400.D (-2726) (-) m/z 55.10 100.00%
111 lllllllllllllllllll
33151 264 mmmmmmwm
ob——3 180109 22 283 32 “n77 69.10  87.80%

m/z--> 50 100 150 200 250 300
Abundance #129353: 9-Octadecenoic acid, (E)-

5000
18 80 19.00 19.20 19.40
11 m/z 83.10 69.69%

264
137 165 103 222 p4p
04
m/z--> 50 100 150 200 250 300
Abundance
55 83

18 80 19.00 19.20 19.40
5000 11 264 m/z 41.10 68.86%

29
138 222 282
161180199 246
o T o e
miz--> 50 100 150 200 250 300
Abundance s Ci i i

#129339: cis-Vaccenic acid
5 18 80 19.00 19.20 19.40

m/z 97.05 53.24%

5000 83
111
29
ol iy 185 108 222 2467 282

T
m/z--> 50 100 150 200 250 300 18 80 19.00 19.20 19.40

SOM-EPA-BMO90420MA_M Fri Sep 11 18:53:56 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091020\
Data File : BM027400.D

Aca On : 11 Sep 2020 12:17

Operator : JU/CG

Sample : L3961-14

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 14 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.17 20.73 ng/ul 3476380 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 98
3 Octadecanoic acid 284 C18H3602 000057-11-4 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 95
5 Pentadecanoic acid 242 C15H3002 001002-84-2 90
Abundance Scan 2751 (19.168 min): BM027400.D (-2747) (-) m/z 73.00 100.00%
73
43
5000

%43%%5 1880 1900 19.20 19.40
0! m/z 60.00 73.93%

m/z--> 50 100 150 200 250 300 350 400
Abundance #131262: Octadecanoic acid
73

5000 A m e RAR R
18 80 19. OO 19 20 19.40

m/z 43.10 68 .00%

04
m/z--> 50 100 150 200 250 300 350 400
Abundance
43 | 73
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_

18.80 19.00 19.20 19.40

5000 129 m/z 55.10 62 .86%
o1 185
241 284
157 207
ol ALl o ) e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #131258: Octadecanoic acid R R
73 18 80 19. OO 19 20 19. 40

m/z 57.10 61.42%

5000 129
97 284
85 2m \
o 15 " A15L7\ { t2131 {
A A

m/z--> 50 100 150 200 250 300 350 400 18.80 19.00 19.20 19.40

SOM-EPA-BMO90420MA_M Fri Sep 11 18:53:57 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091020\
Data File : BM027400.D

Aca On : 11 Sep 2020 12:17

Operator : JU/CG

Sample : L3961-14

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 15 Triethylene glycol monodode... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.80 12.90 ng/ul 2163300 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvlene alvcol monododecvl e... 318 C18H3804 003055-94-5 53
2 Dodecane. 1-(methoxvmethoxv)- 230 C14H3002 034458-41-8 49
3 Heptaethvlene alvcol 326 C14H3008 005617-32-3 43
4 2-Heptadecanol 256 C17H360 016813-18-6 41
5 Tetradecane 198 C14H30 000629-59-4 25
Abundance Scan 2858 (19.797 min): BM027400.D (-2854) (-) m/z 45.05 100.00%
45
89
5000
6 It 1111 ... 166 10.40 19.60 19.80 20.00 20.20

197
L3381 97 229256281 356 429 | 77 57.10  67.66%

ol b2 e P RS

T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #159667: Triethylene glycol monododecy! ether
45
—rv—v—v—l—rv—v—v—v—rv—v—v—v—rv—l—v—vj—v—r

5000 89
19.40 19.60 19.80 20.00 20.20
m/z 89.05 61.21%

166
oL 15 b ALl 138 " 197 229 256 287
e L B e e e B
m/z--> 50 100 150 200 250 300 350 400
Abundance
45
T T
19.40 19.60 19.80 20.00 20.20
5000 m/z 43.10 52 .85%
75
97
o 138 166 199 229
T T T T e T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #165400: Heptaethylene glycol e B
45 19.40 19.60 19.80 20.00 20.20

m/z 71.10 52.07%

5000 89
133
oL29 | b | 177 207 239 283
L B B

IIIIIII‘III‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

|
m/z--> 50 100 150 200 250 300 350 400 19.40 19.60 19.80 20.00 20.20

SOM-EPA-BMO90420MA_M Fri Sep 11 18:53:58 2020 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091020\
Data File : BM027400.D

Aca On : 11 Sep 2020 12:17

Operator : JU/CG

Sample : L3961-14

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 16 unknown-02 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.26 6.43 ng/ul 1078610 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-T2-T2-T2-12-12-T2-1T2-(2-Hvdrox... 414 C18H38010 1000352-12-5 30
2 2-12-T2-T2-T2-T2-12-T2-T2-T2-(2-... 502 C22H46012 1000352-13-2 27
3 Pentaethvlene alvcol 238 C10H2206 004792-15-8 27
4 T2-T2-T2-1I2-T2-T2-T2-(tert-Butvl... 440 C20H4408Si 1000352-10-4 22
5 Diisopropyl ether 102 C6H140 000108-20-3 18
Abundance Scan 2937 (20.262 min): BM027400.D (-2928) (-) m/z 55.10 100.00%
169
129 20,00 20.20 20,40 20.60
o 239265 312 358 415 m/z 169.05  96.51%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #217050: 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]et...
45
89
5000
20.00 20.20 20.40 20.60
133 m/z 45.05 96.16%
o9, 14 l L ] 177 207 239263 295 327 371
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
45
89 20.00 20.20 20.40 20.60
5000 m/z 69.05 78.87%
133
ol19 7 201 265 205 327 383 415 459
LI S BN LAY WL UL WAL IR UL I
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #91750: Pentaethylene glycol B L
45 20.00 20.20 20.40 20.60
m/z 73.00 62.47%
89
5000
RvE N 1, 363 105 239
miz--> 0 50 100 150 200 250 300 350 400 450 20,00 20.20 20.40 20.60
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM091020\
BM027400.D

11 Sep 2020 12:17

JU/CG

L3961-14

36 Sample Multiplier: 1

SVOA CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .M

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 (DEL) Alkane: Straight-Chai...

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
20.89 4.19 ng/ul 701932 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
2 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
3 9-Octadecene. (E)- 252 C18H36 007206-25-9 90
4 1-Hexadecanol 242 C16H340 036653-82-4 90
5 1-Heneicosanol 312 C21H440 015594-90-8 89

Abundance Scan 3044 (20.892 min): BM027400.D (-3040) (-) m/z 83.10 100.00%
55| 9B
5000 1
HSR ISR BN SUNRA SR
39 207 20.60 20.80 21.00 21.20
ol AR} L3107 7 251280308 342 401430 489 849 | 7, 69 05 94 .44%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #127771: 3-Eicosene, (E)-
57
97
5000 L SN BRI SULRULE I
29 20.60 20.80 21.00 21.20
o5 m/z 57.10 89 .54%
0 J Pl 153182210 252280
m/z--> 50 100 1%0 200 250 300 350 400 450 500 550
Abundance
43
83 AU SUNLA SN
20.60 20.80 21.00 21.20
5000 m/z 55.05 82 .84%
111
o 139 182210
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104187: 9-Octadecene, (E)- B E R R E ma eI e
55 20.60 20.80 21.00 21.20
83 m/z 97.10 80.24%
B ‘M
11
2
0 J 139168196224252
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091020\
Data File : BM027400.D

Aca On : 11 Sep 2020 12:17

Operator : JU/CG

Sample : L3961-14

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 3,6,9,12,15-Pentaoxanonadec... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

22.33 11.53 ng/ul 1537310 Perylene-di12 23.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.6.9.12.15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 86
2 Hexaethvlene alvcol 282 C12H2607 002615-15-8 83
3 Hexaethvlene alvcol 282 C12H2607 002615-15-8 80
4 Hexaethvlene alvcol 282 C12H2607 002615-15-8 72
5 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet. .. 370 C16H3409 005117-19-1 72

Abundance Scan 3289 (22.333 min): BM027400.D (-3283) (-) m/z 45.05 100.00%

45
5000
133

IL 166 207 957 22.00 22.20 22.40 22.60
Ol A R i T 220 807 356386416 461489 535 m/z 89.05 98.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #139150: 3,6,9,12,15-Pentaoxanonadecan-1-ol

T%

5000
22.00 22.20 22.40 22.60

m/z 57.10 56.05%

133
163 207 251

0!
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
45
T e T
22.00 22.20 22.40 22.60
5000 89 m/z 43.10 49.14%
133
015 163195 239
R i o AR T B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #128697: Hexaethylene glycol R B R
45 22.00 22.20 22.40 22.60
89 m/z 71.10  48.35%
5000
133
oL 15, [ (|, | 163 209 252283
A e e e e e e R et e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091020\
Data File : BM027400.D

Aca On : 11 Sep 2020 12:17

Operator : JU/CG

Sample : L3961-14

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM0O90420MA _M
Quant Title : 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 19 Hexaethylene glycol monodod... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.84 6.92 ng/ul 922864 Perylene-di12 23.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexaethvlene alvcol monododecvl ... 450 C24H5007 003055-96-7 87
2 3.6.9.12.15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 86
3 2-T2-T2-T2-T2-T2-T2-(2-Hvdroxvet... 370 C16H3409 005117-19-1 83
4 2-T2-T2-12-12-12-12-12-(2-Hvdrox. .. 414 C18H38010 1000352-12-5 80
51,4,7,10,13,16-Hexaoxacyclooctad... 264 C12H2406 017455-13-9 72
Abundance Scan 3545 (23.838 min): BM027400.D (-3541) (-) m/z 45.10 100.00%
45
U A SR SRR B
177 283 23.60 23.80 24.00 24.20
ob e d 209 243 312341371401429 461491 535 m/z 89.05 94 81%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #227076: Hexaethylene glycol monododecy! ether
45
5000 89 LN SN BRI SUCRI U
23.60 23.80 24.00 24.20
133 m/z 57.10 51.76%
ol 154 Il 177 213 257 317 363 407 451
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
45
" 23.60 23.80 24.00 24.20
5000 89 m/z 71.10 45_11%
133
0wl?" [T T }§?"2qz '?5%"' LD S UL S S
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #196473: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]ethox... L LA oo
4 23.60 23.80 24.00 24.20
m/z 43.05 43.51%
5000
133
| 177207 251283 327
mz-> 0 50 100 150 200 250 300 350 400 450 500 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091020\
Data File : BM027400.D

Aca On : 11 Sep 2020 12:17

Operator : JU/CG

Sample : L3961-14

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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 20 unknown-03 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
24 .94 3.58 ng/ul 477813 Perylene-di12 23.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Methvl-2-(methvlthio)-4-pvrimi... 270 C12H22N20SSi 1000332-17-1 38
2 Octabenzone 326 C21H2603 001843-05-6 35
3 Harmaline 214 C13H14N20 000304-21-2 27
4 Pvrimidine. 2.4-diamino-6-ethvl-... 214 C12H14N4 027653-49-2 25
5 1,2,4-Triazine-3,5(2H,4H)-dione, ... 213 C4H2F3N302S 113307-05-4 25
Abundance Scan 3732 (24.938 min): BM027400.D (-3729) (-) m/z 213.00 100.00%
213
5000 ]k
105 137
87 L J 32 24,60 24.80 25.00 25.20
186 282 . . . :
or A Lo, 186 |, 295282 aprsss | aasa7ssos o Soramo0T G a3,
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #118637: 6-Methyl-2-(methylthio)-4-pyrimidinol todms
213
5000 L SR SO UL B
24.60 24.80 25.00 25.20
105 m/z 137.00 26 .63%
ol 2,7, 1| 139 181 255
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
213
24,60 24.80 25.00 25,20
5000 137 m/z 105.05 26 .47%
105 396
43 77
0 186 249 281
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #72606: Harmaline  REAEE EEmEs RS
213 24.60 24.80 25.00 25.20
m/z 382.30 17.12%
5000
170
63 89 11514“72‘ \
mz> 6 3 100 1% 200 2% 360 50 4b0 450 56 24,60 24.80 25.00 25,20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM091020\
Data File : BM027400.D

Acq On : 11 Sep 2020 12:17

Operator : JU/CG

Sample : L3961-14

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM090420MA .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]
Hexanoic acid 6.66 9.3 ng/ul 475627 1 7.56 1017610 20.0
Octanoic acid 9.77 25.6 ng/ul 1856870 2 10.33 1452150 20.0
n-Decanoic acid 12.57 40.2 ng/ul 4603820 3 14.20 2288300 20.0
Phenol, 4-(1,1-di... 13.05 4.1 ng/ul 470802 3 14.20 2288800 20.0
Dodecanoic acid 14.84 777.4 ng/ul 88965400 3 14.20 2288800 20.0
Z-11-Tetradecenoi... 15.09 2.2 ng/ul 249463 3 14.20 2288300 20.0
unknown-01 16.12 3.6 ng/ul 567544 4 16.95 3114600 20.0
Propanoic acid, 2... 16.19 2.8 ng/ul 427904 4 16.95 3114600 20.0
Tetradecanoic acid 16.40 5.3 ng/ul 820734 4 16.95 3114600 20.0
Oxalic acid, ally... 16.75 3.1 ng/ul 480449 4 16.95 3114600 20.0
n-Hexadecanoic acid 17.89 52.6 ng/ul 8192270 4 16.95 3114600 20.0
Diethylene glycol... 18.16 9.9 ng/ul 1545950 4 16.95 3114600 20.0
9-Octadecenoic ac... 19.04 8.7 ng/ul 1354710 4 16.95 3114600 20.0
Octadecanoic acid 19.17 20.7 ng/ul 3476380 5 21.15 3353210 20.0
Triethylene glyco... 19.80 12.9 ng/ul 2163300 5 21.15 3353210 20.0
unknown-02 20.26 6.4 ng/ul 1078610 5 21.15 3353210 20.0
(DEL) Alkane: Str... 20.89 4.2 ng/ul 701932 5 21.15 3353210 20.0
3,6,9,12,15-Penta... 22.33 11.5 ng/ul 1537310 6 23.32 2666140 20.0
Hexaethylene glyc... 23.84 6.9 ng/ul 922864 6 23.32 2666140 20.0
unknown-03 24.94 3.6 ng/ul 477813 6 23.32 2666140 20.0
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