LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM112217\
Data File : BM013096.D

Aca On : 22 Nov 2017 21:30

Operator : SJ/JU

Sample : 16514-07

Misc :

ALS Vial : 19 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-BM111617.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 3.881 123 135 145 rVB 135463 313041 1.56% 0.270%
2 5.234 353 365 373 rBV2 117229 305666 1.52% 0.263%
3 6.916 639 651 658 rVB2 2098231 4836709 24.07% 4.166%
4 7.051 664 674 683 rVB 841420 1305318 6.50% 1.124%
5 7.245 699 707 714 rBVY 1181997 1864530 9.28% 1.606%
6 7.710 775 786 794 rBV 895438 1420652 7.07% 1.224%
7 8.422 898 907 912 rBVY 1357279 2379752 11.85% 2.050%
8 8.504 912 921 927 rVB 11184606 20090334 100.00% 17.304%
9 8.869 975 983 989 rBVY 1097853 1823746 9.08% 1.571%
10 9.581 1097 1104 1115 rVB2 1115276 1837635 9.15% 1.583%

11 9.945 1157 1166 1176 rVB 236792 445063 2.22% 0.383%
12 10.116 1188 1195 1204 rBV 1521086 2453296 12.21% 2.113%
13 10.492 1251 1259 1266 rBV 1188001 1913855 9.53% 1.648%
14 10.634 1275 1283 1296 rBV 1245731 2143689 10.67% 1.846%
15 11.322 1390 1400 1407 rBV 280521 477735 2.38% 0.411%

16 11.545 1430 1438 1448 rBvV 792343 1358595 6.76% 1.170%
17 12.357 1561 1576 1597 rBV 1188933 3344369 16.65% 2.881%
18 12.527 1597 1605 1616 rVB 1510841 2323220 11.56% 2.001%
19 12.645 1619 1625 1634 rBV 215897 346333 1.72% 0.298%
20 12.792 1645 1650 1661 rVB3 144103 256905 1.28% 0.221%

21 13.769 1810 1816 1820 rBV 2626338 3601327 17.93% 3.102%
22 13.816 1820 1824 1832 rVB 418074 621740 3.09% 0.536%
23 14.045 1852 1863 1869 rVB 2733293 4204272 20.93% 3.621%
24 14.351 1909 1915 1924 rVB2 1618958 2405546 11.97% 2.072%
25 14.563 1944 1951 1958 rBV 1043817 1521538 7.57% 1.311%

26 14.786 1981 1989 1994 rBV2 377428 570513 2.84% 0.491%
27 14.904 2000 2009 2013 rBV3 91764 217712 1.08% 0.188%
28 15.216 2057 2062 2068 rVB 165260 228380 1.14% 0.197%
29 15.345 2078 2084 2091 rBV 3489731 4895339 24.37% 4.216%
30 15.463 2096 2104 2113 rBV 926380 1333560 6.64% 1.149%

31 16.445 2265 2271 2276 rVV 3076595 4199056 20.90% 3.617%
32 16.521 2278 2284 2293 rVB 755244 1052389 5.24% 0.906%
33 17.098 2374 2382 2387 rBV 1869729 2945911 14.66% 2.537%
34 17.198 2392 2399 2408 rVB 3667818 5232099 26.04% 4_.507%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM112217\
Data File : BM013096.D

Aca On : 22 Nov 2017 21:30

Operator : SJ/JU

Sample : 16514-07

Misc :

ALS Vial : 19 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

Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM111617 .M
SVOA CALIBRATION

Method
Title

35 17.886 2504 2516 2524 rBV 98022 332433 1.65% 0.286%

36 18.015 2531 2538 2556 rBV 3294924 4786901 23.83% 4.123%
37 19.174 2730 2735 2746 rBV6 413750 1103824 5.49% 0.951%
38 19.292 2750 2755 2761 rVVv2 1753257 2350375 11.70% 2.024%
39 19.345 2761 2764 2777 rVB2 332504 614616 3.06% 0.529%
40 19.492 2783 2789 2795 rBV 4078784 5311189 26.44% 4_575%

41 20.286 2919 2924 2933 rBVY 382353 605616 3.01% 0.522%
42 20.380 2936 2940 2952 rVV 727234 987152 4.91% 0.850%
43 20.615 2975 2980 2984 rBV 1262493 1687507 8.40% 1.453%
44 21.003 3042 3046 3053 rBVY 961186 1123198 5.59% 0.967%
45 21.280 3088 3093 3098 rBV 2072969 2564840 12.77% 2.209%

46 22.639 3320 3324 3332 rBV 247479 495367 2.47% 0.427%
47 23.374 3441 3449 3463 rBV2 2822332 5750031 28.62% 4 _.953%
48 23.509 3466 3472 3480 rVB 1281471 2443747 12.16% 2.105%
49 24.068 3562 3567 3573 rVV3 132572 259905 1.29% 0.224%
50 24.150 3577 3581 3591 rVB5 178259 380741 1.90% 0.328%

51 24.797 3684 3691 3700 rBV6 393281 1032919 5.14% 0.890%

Sum of corrected areas: 116100186
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013096.D

Aca On : 22 Nov 2017 21:30

Operator : SJ/JU

Sample : 16514-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

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

Abundance TIC: BM013096.D

1e+07
8000000
6000000

4000000

6.92

2000000 10.12

8.42 3
7082 171 8.87 9.58 4\ 10141’\96 1155
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O L I e o o e e I e o e o L L o e e o (B A

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM013096.D

1e+07

8000000

6000000

19.49

4000000

2000000
04 A A N A - - AV el M A o
Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM013096.D
1e+07
8000000
6000000
4000000
23.37
21.28
2000000 3.51
21,00 24.80
22.64 :
2agis %P
O L B B e o L T e e e o L A o o e L B B e e e R
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013096.D

Aca On : 22 Nov 2017 21:30

Operator : SJ/JU

Sample : 16514-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 Butanoic acid Concentration Rank 18

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

3.88 4.41 ng/ul 313041 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid 88 C4H802 000107-92-6 72
2 Butanoic acid 88 C4H802 000107-92-6 72
3 Silver butanoate 194 C4H7A002 005076-24-4 40
4 Hvdrazine. 1.1-dimethvl- 60 C2H8N2 000057-14-7 9
5 4-Bromobutyric acid 166 C4H7Bro02 002623-87-2 9

Abundance Scan 135 (3.881 min): BM013096.D (-123) (-) m/z 60.00 100.00%
6d.0
5000

3.60 3.80 4.00 4.20

193.0

o ,If.‘.,....,....,....,....,....,....,....,....,. m/z 73.00 42.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2016: Butanoic acid
60.0
5000

3.60 3.80 4.00 4.20
m/z 42.10 29.30%

15.
o} T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
60.0
3.60 3.80 4.00 4.20
5000 m/z 41.05 28.11%
18.0
O T T T e T T T e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #56567: Silver butanoate
60.0 3.60 3.80 4.00 4.20
m/z 39.10 22 .85%
5000
303.0
107.0 216.0
ol18. [|] ~7149.0 b || 347.0 392.0 443.0 495.0
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013096.D

Aca On : 22 Nov 2017 21:30

Operator : SJ/JU

Sample : 16514-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 Pentanoic acid Concentration Rank 19

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

5.23 4_.30 ng/ul 305666 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid 102 C5H1002 000109-52-4 72
2 Propanedioic acid. propvl- 146 C6H1004 000616-62-6 64
3 Hexanoic acid 116 C6H1202 000142-62-1 56
4 Pentanoic acid 102 C5H1002 000109-52-4 50
5 Butanoic acid 88 C4H802 000107-92-6 50

Abundance Scan 364 (5.228 min): BM013096.D (-353) (-) m/z 60.00 100.00%
60.0
5000 73.0
411
480 500 5.20 5.40 5.60
86.9
0..,....,....,...-.|,|“.|..i..|!'. SR VR i oNNNNN—_-. m/z 73.00 40.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4246: Pentanoic acid
60.0
5000
73.0 480 500 5.20 5.40 5.60
41.0 m/z 41.10 25.12%
o180 "I [ | | 8.0 1010
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
440  60.0
480 500 5.20 5.40 5.60
5000 73.0 m/z 45.00 22 .04%
29.0
87.0
G R RS R AR RARAS AR AR RS RARRS RSN LARAS NARRS SRS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8071: Hexanoic acid
60.0 4.80 500 5.20 5.40 5.60
m/z 39.00 20.49%
5000 73.0
41.0
27.0 ‘ 87.0
O'W}%qw'mh“'hﬂi'ij‘“'W'”'w'“l“?%q“'w'“l“'w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.80 5.00 5.20 5.40 5.60

SOM-EPA-BM111617.M Mon Nov 27 15:28:14 2017 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013096.D

Aca On : 22 Nov 2017 21:30

Operator : SJ/JU

Sample : 16514-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 Phenol, 3-ethyl- Concentration Rank 17

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

9.95 4.65 ng/ul 445063 Naphthalene-d8 10.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 3-ethvl- 122 C8H100 000620-17-7 97
2 Phenol. 3-ethvl- 122 C8H100 000620-17-7 93
3 Phenol. 2-ethvl- 122 C8H100 000090-00-6 90
4 Phenol. 4-ethvl- 122 C8H100 000123-07-9 87
5 Phenol, 4-ethyl- 122 C8H100 000123-07-9 87

Abundance Scan 1167 (9.951 min): BM013096.D (-1157) (-) m/z 107.10 100.00%
107.1
5000 122.1 A
77.1
390 511 650 91.1 9.60 9.80 10.00 10.20
Obrrprrrr e ettt e m/z 122.10 41.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9913: Phenoal, 3-ethyl-
107.0
5000
770 122.0 9.60 9.80 10.00 10.20
39.0 ‘ m/z 77.10 27.26%
510 94.0
..,}59,.?n?...J“...Hm..,?ﬁ?,...h....ﬂﬂ..,u”.,..”,Hu..“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
107.0
9.60 9.80 10.00 10.20
5000 122.0 m/z 38.95 10.87%
27.0 51.0 65.0 94.0
G R AR AN AR RS RARRRARES RARRA RSN SARSS RARRS RERRN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9915: Phenol, 2-ethyl-
107.0 9.60 9.80 10.00 10.20
m/z 79.10 8.86%
5000 122.0
77.0
27.0 3%0 510 650 ‘w 91.0
0|||||||||‘|||||||||‘=‘||||‘|‘||||||||||‘|||| |‘||| ||||‘|‘||||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013096.D

Aca On : 22 Nov 2017 21:30

Operator : SJ/JU

Sample : 16514-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 Phenol, 2-propyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.32 4.99 ng/ul 477735 Naphthalene-d8 10.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-proovl- 136 C9H120 000644-35-9 76
2 Phenol. 2-propovl- 136 C9H120 000644-35-9 64
3 Phenol. 3-proovl- 136 C9H120 000621-27-2 53
4 Benzenemethanol. .alpha.-ethvl- 136 C9H120 000093-54-9 47
5 Benzeneethanol, 4-hydroxy- 138 C8H1002 000501-94-0 47
Abundance Scan 1400 (11.322 min): BM013096.D (-1390) (-) m/z 107.10 100.00%
107.1
5000 o 136.1
39.0 11.00 11.20 11.40 11.60
5.1
o! st e b e 2202, m/z 108.00  43.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16379: Phenol, 2-propyl-
107.0
136.0
5000 L BN SULILE IS B
77.0 11,00 11.20 1140 11.60
m/z 136.10 37.73%
27.0 l 51\\0 L \‘ l ‘ |
e R S S SIS B WL L B WL WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
107.0
SRR AR RARAN RARRE
11.00 11.20 11.40 11.60
5000 m/z 77.00 33.44%
136.0
77.0
39.0
55.0
G L S S UL B WL L B WL WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16373: Phenol, 3-propyl- e  RRARREEE SR
107.0 11.00 11.20 11.40 11.60
m/z 121.00 10.51%
5000 - 136.0
51.0 ‘
o) SV P Y Y N N S — L
m/z--> 20 40 60 80 100 120 140 160 180 200 11,00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013096.D

Aca On : 22 Nov 2017 21:30

Operator : SJ/JU

Sample : 16514-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 Resorcinol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.55 14 .20 ng/ul 1358600 Naphthalene-d8 10.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Resorcinol 110 C6H602 000108-46-3 97
2 Resorcinol 110 C6H602 000108-46-3 95
3 Resorcinol 110 C6H602 000108-46-3 93
4 Hvdroauinone 110 C6H602 000123-31-9 87
5 Hydroquinone 110 C6H602 000123-31-9 83
Abundance Scan 1439 (11.551 min): BM013096.D (-1430) (-) m/z 110.00 100.00%
110.0
5000
53.1 811
3?'0 | 69| 0 ‘ 95.0 1120 1140 11.60 1180
o ] PSSO NSO IR R B | N m/z 81.10 29.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5756: Resorcinol
110.0
5000 UL BN BN UL I
11.20 11.40 11.60 11.80
53.0 81.0 m/z 82.00 26.03%
69.0
O "'?% f)"i"‘l"'l"l 'JI"' URERN |??'q| T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
110.0
11:20 11.40 11.60 11.80
5000 m/z 53.10 20.92%
200 530 6.0 82.0
ol 150 27.0 95.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #5757: Resorcinol A
110.0 11.20 11.40 11.60 11.80
m/z 39.00 15.69%
5000
27.0 39.0 82.0
53.0 60.0
0..,”..“.J.“.nm:u.uhw.w.wnh..”,..”,?99,.”. S BV I S . N’
m/z--> 10 20 30 50 60 70 80 90 100 110 120 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013096.D

Aca On : 22 Nov 2017 21:30

Operator : SJ/JU

Sample : 16514-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 6 Hydrocinnamic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.36 34.95 ng/ul 3344370 Naphthalene-d8 10.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hvdrocinnamic acid 150 C9H1002 000501-52-0 96
2 Hvdrocinnamic acid 150 C9H1002 000501-52-0 90
3 Hvdrocinnamic acid 150 C9H1002 000501-52-0 90
4 Hvdrocinnamic acid 150 C9H1002 000501-52-0 87
5 4-Nitrosophenyl-_beta.-phenylpro... 255 C15H13NO3 1000129-40-0 80

Abundance Scan 1577 (12.363 min): BM013096.D (-1561) (-) m/z 91.10 100.00%
91.1
5000 //\\
150.1
51.1 T T
12,00 12.20 12,40 12.60
o...,....',.'.'|:.,~'.|.7f‘n':u?,..-!.,17.'.0.,.1??'.1,....,....,....,220?;5’. m/z 104.10 57.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24397: Hydrocinnamic acid
91.0
5000 AR SRR LR
150.0 1200 12.20 1240 12.60
m/z 150.10 34.07%
51.0
oL 270 | 1740 | 107.0 1310
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
91.0
12.00 12.20 12.40 12,60
5000 150.0 m/z 77.10 21.35%
51.0
o 27.0 74.0 107.0 131.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #24402: Hydrocinnamic acid
91.0 12.00 12.20 12.40 12.60
m/z 105.10 19.05%
5000 150.0
o 320 880, 1 4470 1310
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013096.D

Aca On : 22 Nov 2017 21:30

Operator : SJ/JU

Sample : 16514-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 1,2-Benzenediol, 4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.53 19.32 ng/ul 2323220 Acenaphthene-d10 14.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenediol. 4-methvl- 124 C7H802 000452-86-8 80
2 1.2-Benzenediol. 4-methvl- 124 C7H802 000452-86-8 76
3 Benzaldehvde. 2-fluoro- 124 C7H5FO 000446-52-6 72
4 Orcinol 124 C7H802 000504-15-4 70
5 1,3-Benzenediol, 2-methyl- 124 C7H802 000608-25-3 70
Abundance Scan 1605 (12.527 min): BM013096.D (-1597) (-) m/z 124.00 100.00%
124.0
5000
77.0 95.0 N BB m AR
510 206.9 1220 12.40 12.60 12.80
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10436: 1,2-Benzenediol, 4-methyl-
124.0
5000 78.0 SRS ASUVESUNEE
1220 12.40 12.60 12.80
0
51.0 107.0 m/z 76.95 18.65%
0 ...|.“....‘i“..“l“.|“.‘”...“l...‘.l.h‘...l ‘...l....l....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
124.0
12.20 12.40 12.60 12.80
5000 78.0 m/z 95.00 18.49%
270 51.0 107.0
G S S U S UL L L I WL WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10397: Benzaldehyde, 2-fluoro-
123.0 12.20 12.40 12.60 12.80

m/z 67.10 16.70%

5000 9.0
75.0
50.0
29.0 L |
0 Ll | Ll |

m/z--> 20 40 60 80 100 120 140 160 180 200 12. 20 12. 40 12 60 12. 80

SOM-EPA-BM111617.M Mon Nov 27 15:28:18 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013096.D

Aca On : 22 Nov 2017 21:30

Operator : SJ/JU

Sample : 16514-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 n-Decanoic acid Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
12.65 2.88 ng/ul 346333 Acenaphthene-d10 14.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 90
2 n-Decanoic acid 172 C10H2002 000334-48-5 80
3 n-Decanoic acid 172 C10H2002 000334-48-5 74
4 n-Decanoic acid 172 C10H2002 000334-48-5 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 1626 (12.651 min): BM013096.D (-1619) (-) m/z 73.00 100.00%
73.0
41.0
5000 129.1
57.
12.40 12.60 12.80 13.00
o 200 121 2070 77 60.00  82.56%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #39474: n-Decanoic acid
73.0
129.0
5000
57. 12.40 12.60 12.80 13.00
‘ m/z 41.05 57 .19%
P 0 1 V- -
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
60.0
41.0
12.40 12.60 12.80 13.00
5000 m/z 55.10 54 _.33%
129.0
87.0
olzs0 | M0 ol
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #39473: n-Decanoic acid
60.0 12.40 12.60 12.80 13.00
m/z 43.00 45 _.80%
41.0
5000 129.0
8r.0 112,0
0 |1|5|0| . ‘:‘: IUI‘I |“l“‘|‘ﬁ“|‘| I“l ‘: . IMI\I I\HI T |‘| . |" EI'?SI?I:LI??IOI T
m/z--> 200 40 60 80 100 120 140 160 180 200 12.40 12.60 12.80 13.00

SOM-EPA-BM111617.M Mon Nov 27 15:28:18 2017

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013096.D

Aca On : 22 Nov 2017 21:30

Operator : SJ/JU

Sample : 16514-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 Orcinol Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
12.79 2.14 ng/ul 256905 Acenaphthene-d10 14.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Orcinol 124 C7H802 000504-15-4 81
2 Orcinol 124 C7H802 000504-15-4 74
3 Orcinol 124 C7H802 000504-15-4 72
4 1.4-Benzenediol. 2-methvl- 124 C7H802 000095-71-6 70
5 1,4-Benzenediol, 2-methyl- 124 C7H802 000095-71-6 70
Abundance Scan 1650 (12.792 min): BM013096.D (-1645) (-) m/z 123.95 100.00%
124.0
5000
95.1
AN
sl 8l 12/40 12,60 12.80 13.00 13.20
O . . . . .
o Lo 2498 1911 "w/z 123.00 59.42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10403: Orcinol
124.0
5000 AR RARAR AR
12.40 12.60 12.80 13.00 13.20
95.0 m/z 95.10 31.61%
39.0 67.0
0 .1.5.'0| - .“i“‘. .“:”. IHIHU : .H‘l‘. : .‘ﬁ I .“‘. T \I I maa  Emaa
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
124.0
12.40 12.60 12.80 13.00 13.20
5000 m/z 85.00 25.49Y%
39.0 69.0 95.0
54.0
L S S S W WL B B B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10404: Orcinol
124.0 12.40 12.60 12.80 13.00 13.20
m/z 39.10 16.98%
5000
39.0 69.0 95.0
0 ||||||||“i”||5|‘4.‘.|O|‘|‘|‘||h|‘ll|‘|||“|||| ‘...|....|....|....|
m/z--> 20 40 60 80 100 120 140 160 180 12.40 12.60 12.80 13.00 13.20

SOM-EPA-BM111617.M Mon Nov 27 15:28:19 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013096.D

Aca On : 22 Nov 2017 21:30

Operator : SJ/JU

Sample : 16514-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 Dodecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.79 4.74 ng/ul 570513 Acenaphthene-d10 14.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 92
2 Dodecanoic acid 200 C12H2402 000143-07-7 81
3 Undecanoic acid 186 C11H2202 000112-37-8 50
4 n-Decanoic acid 172 C10H2002 000334-48-5 47
5 Undecanoic acid 186 C11H2202 000112-37-8 47
Abundance Scan 1990 (14.792 min): BM013096.D (-1981) (-) m/z 73.00 100.00%
73.0
41.0
5000
St 1291 1574
97.1 LA AR AR BARAR SRR R
L‘h“v o 185.0200.3 14.40 14.60 14.80 15.00 15.20
0! ; ; m/z 60.00 85.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61120: Dodecanoic acid
60.0
43.0
5000 LA B B BRI B
g5.0 1290 1440 1460 14.80 15.00 15.20
' m/z 41.00 76.06%
il I O W 0™
0...|.‘...‘i‘a‘..”l“‘.‘l‘. MI‘H \‘ .‘..‘i‘....|..‘.?'E|;:?'9..l....
m/z--> 20 40 60 100 1 140 160 180 200
Abundance
73.0
14.40 14.60 14.80 15.00 15.20
5000 43.0 120.0 m/z 55.10 61.61%
' 157.0
101.0
. 183.0 200.0
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance #50053: Undecanoic acid T e T
60.0 14.40 14.60 14.80 15.00 15.20
43.0 m/z 43.10 59.68%
5000
27lo 129.0
101.0 186.0
oL, .|..‘..U.‘..” \HH “H ‘H.‘.. ”|”1|5|7|0””||”||”” e s Ll
m/z--> 20 40 60 1m 140 160 180 200 mmmmmmmmmm

SOM-EPA-BM111617.M Mon Nov 27 15:28:20 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013096.D

Aca On : 22 Nov 2017 21:30

Operator : SJ/JU

Sample : 16514-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 2-Penten-1-one, 1-(2-hydrox... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.44 28.51 ng/ul 4199060 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Penten-1-one. 1-(2-hvdroxv-5-m... 190 C12H1402 051956-78-6 58
2 Benzene. 1-(1l-ethvlpropvl)-4-pro... 190 C14H22 054789-16-1 50
3 Benzene. 1.3-bis(1l-methvilpropvl)- 190 C14H22 001079-96-5 45
4 Indole-4-carboxvlic acid 161 C9H7NO2 002124-55-2 43
5 1-Propanone, 1-[4-(1,1-dimethyle... 190 C13H180 071209-71-7 40
Abundance Scan 2270 (16.439 min): BM013096.D (-2265) (-) m/z 161.10 100.00%
161.1
5000
i e —
430 770 1151 & 190.1 16.20 16.40 16.60 16.80
O b b B9 L L 28090 7147 10 29.57%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53002: 2-Penten-1-one, 1-(2-hydroxy-5-methylphenyl)-
161.0
5000 LRI UL BULRLN UL S
16,20 16,40 16.60 16.80
135.0 m/z 162.05 22.87%
w0 70 w0 M0 | o
) e — ”\” o— ”\” .‘... N A
m/z--> 0 20 40 eb 80 100 120 140 160 180 260 220 240 260 280
Abundance
161.0
" 16.20 16.40 16.60 16.80
5000 m/z 190.10 13.28%
43.0 910 133.0
190.0
o 15.0 65.0
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53165: Benzene, 1,3-bis(1-methylpropyl)- LIS L L L L
161.0 16,20 16,40 16.60 16.80

m/z 77.00 9.26%

5000 29.0
57.0
1. 190.0
\‘ 117 0 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.20 16. 40 16. 60 16. 80

o

SOM-EPA-BM111617.M Mon Nov 27 15:28:20 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013096.D

Aca On : 22 Nov 2017 21:30

Operator : SJ/JU

Sample : 16514-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 Tetradecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.52 7.14 ng/ul 1052390 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80
Abundance Scan 2284 (16.521 min): BM013096.D (-2278) (-) m/z 73.00 100.00%
40 730
5000 129.1 185.1
' . 28 16.20 16.40 16.60 16.80
(o} ; m/z 41.05 82.03%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #84452: Tetradecanoic acid
73.0
43.0
5000 129.0
185.0 16.20 16.40 16.60 16.80
97.0 298.0 m/z 60.00 78.76%
ol ??‘-b \ , Hw Al Ium Al BT L2000 |
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
43.0 73.0
16,20 16.40 16.60 16.80
5000 129.0 228.0 m/z 43 .05 76 .38%
185.0
97.0
o 18.0 149.0166.0 209.0
m/z--> 25 4b eb éo 160 120 150 1éo 180 260 250
Abundance #84453: Tetradecanoic acid
73.0 16.20 16.40 16.60 16.80
43.0 m/z 55.10 73.94%
5000 1290
185.0 228.0
b |70
0||||2|6‘.|||‘|‘|‘||“l”|‘|“‘|‘||”h‘:|‘=‘H|‘||‘M=|||||1'|4|9|qle:6ucu)| |‘|||‘||||||||||
m/z--> 200 40 60 80 100 120 140 160 180 200 220 16.20 16.40 16.60 16.80

SOM-EPA-BM111617.M Mon Nov 27 15:28:21 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013096.D

Aca On : 22 Nov 2017 21:30

Operator : SJ/JU

Sample : 16514-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 (1S,15S)-Bicyclo[13.1.0]hex... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
17.89 2.26 ng/ul 332433 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1S.159)-Bicvclol13.1.0Thexadeca... 236 C16H280 102572-89-4 53
2 9-Oxabicvclol6.1.01nonane 126 C8H140 000286-62-4 43
3 Chloromethvl 1l1l-chlorododecanoate 282 C13H24Cl1202 080419-07-4 38
4 1-Decene. 10-bromo- 218 C10H19Br 062871-09-4 35
5 4-n-Hexylthiane, S,S-dioxide 218 C11H2202S 070928-52-8 30

Abundance Scan 2517 (17.892 min): BM013096.D (-2504) (-) m/z 55.05 100.00%

.0

83.0

5000
1521 1850
: 208.9 236.1 281.0 17.60 17.80 18.00 18.20
01 ' m/z 41.05 69.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #90908: (1S,15S)-Bicyclo[13.1.0]hexadecan-2-one
55.0
81.0
5000 LI e

17.I60 17.I80 18.I00 18!20
m/z 83.05 60.29%

236.0
178.0 207.0

O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
17.60 17.80 18.00 18.20
5000 m/z 69.10 53.91%
27.0 83.0
111.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128770: Chloromethy! 11-chlorododecanoate R AR e
55.0 17.60 17.80 18.00 18.20

m/z 97.05 46.44%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20

SOM-EPA-BM111617.M Mon Nov 27 15:28:22 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013096.D

Aca On : 22 Nov 2017 21:30

Operator : SJ/JU

Sample : 16514-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 14 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.02 32.50 ng/ul 4786900 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 2539 (18.021 min): BM013096.D (-2531) (-) m/z 73.00 100.00%
431 730
5000 129.1
970 213.2
| N 263 Ta0 1o 20 1ok
ol 29 . m/z 43.10 83.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0

17.80 18.00 18.20 18.40
256.0 m/z 41.10 80.35%

83.0
J‘u 157.0 185.0 213.0 .
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 73.0

17.80 18 00 18. 20 18.40

5000 256.0 m/z 60.00 78.32%
129.0
97.0 213.0
157.0 185.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72646: Tridecanoic acid I e e
43.0 73.0 17. 80 18 00 18. 20 18. 40
‘ m/z 55.10 73.15%
5000
129.0
214.0
bage e
o ,.a..‘,‘.‘..“.“ - "l‘...”,‘...a,....,.... T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40

SOM-EPA-BM111617.M Mon Nov 27 15:28:22 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013096.D

Aca On : 22 Nov 2017 21:30

Operator : SJ/JU

Sample : 16514-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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-01 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.17 7.49 ng/ul 1103820 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 46
2 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 43
3 1-Decene 140 C10H20 000872-05-9 41
4 3-0Octen-2-one. 7-methvl- 140 C9H160 033046-81-0 38
5 1-Pentadecene 210 C15H30 013360-61-7 35
Abundance Scan 2734 (19.168 min): BM013096.D (-2730) (-) m/z 43.05 100.00%
5000
18.80 19.00 19.20 19.40
(o} m/z 55.10 91.63%
m/z--> 50 100 150 200 250 300 350
Abundance #129335: Oleic Acid
41.0
5000
69.0 18.80 19.00 19.20 19.40
97.0 m/z 41.10 81.97%
ol \ WALl L) g2tomsioaren 2200 2030
m/z--> 50 100 150 200 250 300 350
Abundance
55.0
18.80 19.00 19.20 19.40
5000 83.0 m/z 69.10 64 .48%
111.0
JL e 138.0165.0103.0222.0 2640
m/z--> o '55' ' "160" ' ﬁéo" "260" "250" ' 500" "3éo
Abundance #17936: 1-Decene
558.0 18.80 19.00 19.20 19.40
m/z 97.10 41.94%
5000 83.0
270
oL o
0..‘..,J.l.‘.‘.‘,.“..l,....,............,.
m/z--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40

SOM-EPA-BM111617.M Mon Nov 27 15:28:23 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013096.D

Aca On : 22 Nov 2017 21:30

Operator : SJ/JU

Sample : 16514-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 16 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.29 18.33 ng/ul 2350380 Chrysene-di12 21.28
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 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 96
4 Octadecanoic acid 284 C18H3602 000057-11-4 95
5 Octadecanoic acid 284 C18H3602 000057-11-4 91
Abundance Scan 2755 (19.292 min): BM013096.D (-2750) (-) m/z 73.00 100.00%
5000 l
241.2
284.3 3513 19.'00 19.'20 19.'40 19.|60
o 51351 "n/z 43.05 97.50%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 284.0
185.0 241.0 19.00 19.20 19.40 19.60
H ‘ m/z 55.05 94 .82%
101.
0 ‘ [N u“ %m M ‘;\15\7;0.\‘ L ?1}?9\ —_——
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 73.0
119.00 19.20 19,40 19.60
5000 129.0 m/z 60.00 85.75%
185.0 410 284.0
101.0 ’
0 15.0 157.0 213.0
m/z--> éo 160 150 260 250 300 350
Abundance #131259: Octadecanoic acid R AR e
43.0 19.00 19.20 19.40 19.60
m/z 41.10 84._47%
5000
1290
284.0
“}1 185.0 241.0
0 15'0‘ ‘ u | “ (H " 157 O ‘ 213'0\ { I
m/z--> 200 250 300 3éo 19. oo 19 20 19. 40 19 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013096.D

Aca On : 22 Nov 2017 21:30

Operator : SJ/JU

Sample : 16514-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 2,2"-Ethylenediphenol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.34 4.79 ng/ul 614616 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2"-Ethvlenediphenol 214 C14H1402 029338-20-3 90
2 1-(4-Hvdroxvphenvl)-2-(3-hvdroxv... 214 C14H1402 037116-80-6 72
3 Benzenepropanoic acid. 4-hvdroxv- 166 C9H1003 000501-97-3 53
4 Benzeneethanol. 4-hvdroxyv- 138 C8H1002 000501-94-0 53
5 Phenol, 2-propyl- 136 C9H120 000644-35-9 50
Abundance Scan 2763 (19.339 min): BM013096.D (-2761) (-) m/z 107.10 100.00%
107.1
5000 J\k
214.1
IUNAUMUVBR AR RS
39.0 19.00 19.20 19.40 19.60
Ol 30 1 2220 %L1 3880 42900 /77 214.05 34.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #72762: 2,2'-Ethylenediphenol
107.0
5000 IUNNUMUVGBR AR AR
214.0 19.00 19.20 19.40 19.60
: m/z 77.05 29.03%
o 51.0 | 165.0 ‘
m/z--> 50 100 150 200 250 300 350 400
Abundance
107.0
19.00 19.20 19.40 19.60
5000 m/z 107.95 9.72%
214.0
o 36.0 69.0 165.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #35715: Benzenepropanoic acid, 4-hydroxy-
107.0 19.00 19.20 19.40 19.60
m/z 78.05 6.42%
5000
166.0
0 39\0,_ 7\4{0\ i A
m/z--> 50 100 150 200 250 300 350 400 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013096.D

Aca On : 22 Nov 2017 21:30

Operator : SJ/JU

Sample : 16514-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 18 Cyclododecanone Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
20.29 4.72 ng/ul 605616 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclododecanone 182 C12H220 000830-13-7 50
2 l1-Hvdroxvcvclododecanecarbonitrile 209 C13H23NO 000882-83-7 35
3 9-Heptadecanone 254 C17H340 000540-08-9 35
4 2-Methoxvcvclohexanone 128 C7H1202 007429-44-9 27
5 2,11-Dodecadiene, 4-acetoxy- 224 C14H2402 1000155-54-4 25
Abundance Scan 2925 (20.292 min): BM013096.D (-2919) (-) m/z 55.10 100.00%
1
5000
141.0 185.1
U AR TR BN
32 2493 2841 20.00 20.20 20.40 20.60
0 51 "m/z 41.05 97.71%
m/z--> 150 200 250 300 350
Abundance #47167: Cyclododecanone
41.0
5000 B AR AR
mmmmmmmm
125.0 182.0 m/z 71.10 88.92%
0.... "“““‘154.0..‘.|....l....l....l.
m/z--> 200 250 300 350
Abundance
55.0
98.0 1 20.00 20,20 20,40 20.60
5000] 27.0 m/z 43.10 77.63%
138.0
166.0
o 194.0
m/z--> ' 160 150 200 250 300 3éo
Abundance #105859: 9-Heptadecanone e
43.0 71.0 20.00 20.20 20.40 20.60
141.0 m/z 57.00 67.66%
ot h‘\ 1 | 19&022502540
m/z--> ' ﬁo 2% ﬁ) %o mmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013096.D

Aca On : 22 Nov 2017 21:30

Operator : SJ/JU

Sample : 16514-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 [1,1"-Biphenyl]-3-amine Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.38 7.70 ng/ul 987152 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 I1.1"-Biphenvl1-3-amine 169 C12H11IN 002243-47-2 53
2 5-Hvdroxv-6.6.6-trifluorohexanoi... 214 C8H13F303 108142-08-1 47
3 I1.1"-Biphenvl1-4-amine 169 C12H11IN 000092-67-1 38
4 Fumaric acid. 3-heptvl pentvl ester 284 C16H2804 1000348-68-1 38
5 2,3-Dihydrothieno[3,4-b][1,4]dio... 225 C10H11NO3S 1000304-19-7 38
Abundance Scan 2940 (20.380 min): BM013096.D (-2936) (-) m/z 169.05 100.00%
169.1
5000 55.1 Jk\
"% 101 2000 2070 2040 2080
o cholabog o 1o, 221125092850 3430 40111 7575510  46.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #37569: [1,1'-Biphenyl]-3-amine
169.0
5000 NSNS BB UM
20.00 20.20 20.40 20.60
83.0 115.0 m/z 69.05 44 _52%
0...|...“.f.‘.“.‘l“l““.“..|.... T
m/z--> 50 100 150 200 250 300 350 400
Abundance
20.0 169.0
123.0 2000 20.20 20.40 20.60
5000 ' m/z 41.10 33.90%
59.0
o 91.0 198.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #37576: [1,1'-Biphenyl]-4-amine A B
169.0 20.00 20.20 20.40 20.60
m/z 43.05 32.00%
5000
0 39.0 18‘}-0 115.0 ‘
m/z--> 50 100 150 200 250 300 350 400 2000 20.20 2040 20.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013096.D

Aca On : 22 Nov 2017 21:30

Operator : SJ/JU

Sample : 16514-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 9H-Xanthen-9-one, 4-hydroxy- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.62 13.16 ng/ul 1687510 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9H-Xanthen-9-one. 4-hvdroxv- 212 C13H803 014686-63-6 91
2 9H-Xanthen-9-one. 1-hvdroxv- 212 C13H803 000719-41-5 90
3 9H-Xanthen-9-one. 2-hvdroxv- 212 C13H803 001915-98-6 86
4 9H-Xanthen-9-one. 1-hvdroxv- 212 C13H803 000719-41-5 72
5 2-Methyl-3,4-quinolinedicarboxyl... 212 C12H8N202 027295-64-3 72
Abundance Scan 2981 (20.621 min): BM013096.D (-2975) (-) m/z 212.05 100.00%
211
5000 jL
128160 90040 20180 2030 21,00
63.0 102.1 . . . . )
Ol s e O I A 2413 2821 3431 m/z 184.00 20.23%
m/z--> 50 100 150 200 250 300 350
Abundance #71159: 9H-Xanthen-9-one, 4-hydroxy-
212.0
5000 RN BN U S
20.40 20.60 20.80 21.00
m/z 128.10 15.52%
51‘.0 77.0 128.0155.0 1871-0
0:::”:”:‘”“: I\\\‘II\‘II DR - ¥ | —— — :
m/z--> éo 160 150 260 2%0 300 3%0
Abundance
212.0
' 20.40 20.60 20.80 21.00
5000 m/z 213.00 15.37%
g0 630 920 128055, 184.0
R e e T e e i L B s e
m/z--> éo 160 1éo 260 2%0 300 3%0
Abundance #71158: 9H-Xanthen-9-one, 2-hydroxy- I MAEE e
212.0 20.40 20.60 20.80 21.00
m/z 127.00 12.12%
5000
510 920 12801550 184.0
0:::":“:": I\m\llll ‘|||| ¥ | —— — : N S M S o S
m/z--> éo 160 150 260 2%0 360 350 20h0 2d60 20%0 2150
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013096.D

Aca On : 22 Nov 2017 21:30

Operator : SJ/JU

Sample : 16514-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 21 1-Heneicosanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

21.00 8.76 ng/ul 1123200 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 94
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
5 1-Nonadecene 266 C19H38 018435-45-5 91

Abundance Scan 3045 (20.998 min): BM013096.D (-3042) (-) m/z 43.05 100.00%

43.Q 97.0
5000

39.1781 1 230.0 3270 20.60 20.80 21.00 21.20 21.40
of AR L TP1811 2300 28523270 w152 532 L TEEtio 97,95k
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155046: 1-Heneicosanol
55.0 97.0
5000 TT T T [T T T T [T T T T[T T TT[TT
20. 60 20. 80 21. OO 21. 20 21. 40
m/z 57.10 93.41%
0 Al b { \H\ ‘ ]\*3? ‘1)182 0224. 0266 0
e e e R I S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
83.0
SR aEEa s
a 20.60 20.80 21.00 21.20 21.40
o m/z 83.10 86.57%
125.0
0 167.0210.0  280. 0
L B L L B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131391: n-Nonadecanol-1 A R e
83.0 20.60 20.80 21.00 21.20 21.40
m/z 69.10 84_79%
41,0
5000
25.0
o ,168.0 238 0
e o REERE SRS S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20. 60 20. 80 21. OO 21. 20 21. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013096.D

Aca On : 22 Nov 2017 21:30

Operator : SJ/JU

Sample : 16514-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 22 Trioxsalen Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
22.64 4_.05 ng/ul 495367 Perylene-di12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trioxsalen 228 C14H1203 003902-71-4 62
2 1.4-Dihvdro-3-phenvlimino-1.2.4-... 228 C10H8N60O 1000216-48-2 59
3 Formic acid. (3-phenoxvphenvlme... 228 C14H1203 1000368-97-0 59
4 Trioxsalen 228 C14H1203 003902-71-4 58
5 2-Phenoxyphenylacetic acid 228 C14H1203 025563-02-4 53
Abundance Scan 3324 (22.639 min): BM013096.D (-3320) (-) m/z 228.10 100.00%
228.1
5000 /\&v‘
00 240 22,60 2280 2300
63.0
ol ;.t.u..,.l...l,d..l.. | . 2821 Sall 4150 8031 n.757500.00  24.32%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #84314: Trioxsalen
228.0

5000 L i A
22. 40 22 60 22. 80 2300

128.0 m/z 115.00 19.01%

430 ‘ 1857
m/z--> 15 200 250 300 350 400 450 500
Abundance
228.0

118.0 2240 22'60 22.80 23.00
5000 ' m/z 229.00 14.26%

77.0
0 39.0 171.0
i B B e e T B e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #84372: Formic acid, (3-phenoxyphenyl)methy! ester
228.0

22.40 22.60 22.80 23.00
m/z 207.00 9.77%

o

5000

89.0 183(1
510
[o) M— .L “i A?H “

m/z--> 50 1 15 200 250 300 350 400 450 500 22. 40 22 60 22. 80 23 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013096.D

Aca On : 22 Nov 2017 21:30

Operator : SJ/JU

Sample : 16514-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 23 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
24 .07 2.13 ng/ul 259905 Perylene-di12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Eicosane 282 C20H42 000112-95-8 87
3 Eicosane 282 C20H42 000112-95-8 83
4 Heneicosane 296 C21H44 000629-94-7 74
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 74
Abundance Scan 3567 (24.068 min): BM013096.D (-3562) (-) m/z 57.10 100.00%
5%.1
5000
Qj 2 1541010 ooy, 2820 2180 2400 PAG0 240
234.8 355.1 : : : :
o bbbl L 2300 L O S 4TS 77110 89.30%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane
57.0
5000 IR DR
Bmmmmmmm
9.0 m/z 43.05 69.68%
miz--> 0 50 100 1éo 260 2éo 360 3éo 460 4éo
Abundance
57.0
| 23.80 24.00 24.20 24.40
5000 m/z 85.05 51.82%
. 990 1410 1830 2250 2820
miz--> 0 éo 160 1éo 260 2éo 360 3éo 460 4éo
Abundance #129490: Eicosane e L o
57.0 23.80 24.00 24.20 24.40
m/z 41.10 27 .44Y%
5000
9.0
oL “ 410 1830 2250 2820
miz--> 0 éo 160 1éo 260 2éo 360 3éo 460 4éo 2380 2400 2420 2440
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013096.D

Aca On : 22 Nov 2017 21:30

Operator : SJ/JU

Sample : 16514-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 24 (DEL) Alkane: Cyclic24.15 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
24 .15 3.12 ng/ul 380741 Perylene-di12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 89
2 Eicosvl pentafluoropropionate 444 C23H41F502 1000351-80-8 87
3 1-Nonadecene 266 C19H38 018435-45-5 74
4 Z-5-Nonadecene 266 C19H38 1000131-11-8 68
5 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 68
Abundance . Scan 3581 (24.150 min): BM013096.D (-3577) (-) m/z 57.10 100.00%
>t 97.0
5000
02 1900 L0 | wes vos 2580 2400 240 oo
o} m/z 55.10 82 .44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
58.0
5000 or.0 N SUNU SN B
23.80 24.00 24.20 24.40
m/z 97.05 78.68%
JLzzo) || | || 1390 1890 2230 2800
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 LN SUNU SN B
23.80 24.00 24.20 24.40
5000 m/z 83.10 76 .99%
o 139.0 182.0 2240 2800 3250 426.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #115904: 1-Nonadecene L e B
57.0 (97.0 23.80 24.00 24.20 24.40
m/z 43.10 73.86%
5000
39.0 266.0
Jiso | L[], 1810 2040
m/z--> 50 100 150 200 250 300 350 400 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013096.D

Aca On : 22 Nov 2017 21:30

Operator : SJ/JU

Sample : 16514-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 25 Cholesterol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24 .80 8.45 ng/ul 1032920 Perylene-d12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholesterol 386 C27H460 000057-88-5 98
2 26-Nor-5-cholesten-3.beta.-ol-25... 386 C26H4202 007494-34-0 97
3 17-(1.5-Dimethvlhexv)-10.13-dim... 386 C27H460 1000210-38-4 97
4 26-Nor-5-cholesten-3.beta.-ol-25... 386 C26H4202 007494-34-0 95
5 Cholesterol 386 C27H460 000057-88-5 91
Abundance Scan 3691 (24.797 min): BM013096.D (-3684) (-) m/z 57.10 100.00%
57.1
59.1 213.2 2752 ) e
549.4 24.40 24.60 24.80 25.00 25.20
O | m/z 43.10 99 .90%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #205847: Cholesterol
43.0
105.0 386.0
5000 LR BRI BRI DU BN
Mmmmmm%m%m
m/z 71.05 60.87%
0 .“. ‘ ,‘. T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
24,40 24.60 24.80 25.00 25.20
5000 m/z 41.05 49 .54%
107.0 2150 386.0
161.0 . .
0 2750 326.0
m/z--> 5b 160 1éo 200 250 300 3éo 460 4éo 560 séo
Abundance #205911: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-2,3,4,7,8,9... A EEE T
43.0 24.40 24.60 24.80 25.00 25.20
386.0 m/z 55.10 47.47%
5000
O s e A B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2440 2460 2480 2500 2520
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM112217\
Data File : BM013096.D

Acq On : 22 Nov 2017 21:30

Operator : SJ/JU

Sample - 16514-07

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111617 .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]
Butanoic acid 3.88 4.4 ng/ul 313041 1 7.71 1420650 20.0
Pentanoic acid 5.23 4.3 ng/ul 305666 1 7.71 1420650 20.0
Phenol, 3-ethyl- 9.95 4.7 ng/ul 445063 2 10.49 1913860 20.0
Phenol, 2-propyl- 11.32 5.0 ng/ul 477735 2 10.49 1913860 20.0
Resorcinol 11.55 14.2 ng/ul 1358600 2 10.49 1913860 20.0
Hydrocinnamic acid 12.36 35.0 ng/ul 3344370 2 10.49 1913860 20.0
1,2-Benzenediol, ... 12.53 19.3 ng/ul 2323220 3 14.35 2405550 20.0
n-Decanoic acid 12.65 2.9 ng/ul 346333 3 14.35 2405550 20.0
Orcinol 12.79 2.1 ng/ul 256905 3 14.35 2405550 20.0
Dodecanoic acid 14.79 4.7 ng/ul 570513 3 14.35 2405550 20.0
2-Penten-1-one, 1... 16.44 28.5 ng/ul 4199060 4 17.10 2945910 20.0
Tetradecanoic acid 16.52 7.1 ng/ul 1052390 4 17.10 2945910 20.0
(1s,15S8)-Bicyclo[--.. 17.89 2.3 ng/ul 332433 4 17.10 2945910 20.0
n-Hexadecanoic acid 18.02 32.5 ng/ul 4786900 4 17.10 2945910 20.0
unknown-01 19.17 7.5 ng/ul 1103820 4 17.10 2945910 20.0
Octadecanoic acid 19.29 18.3 ng/ul 2350380 5 21.28 2564840 20.0
2,2"-Ethylenediph... 19.34 4.8 ng/ul 614616 5 21.28 2564840 20.0
Cyclododecanone 20.29 4.7 ng/ul 605616 5 21.28 2564840 20.0
[1,1"-Biphenyl]-3... 20.38 7.7 ng/ul 987152 5 21.28 2564840 20.0
9H-Xanthen-9-one, ... 20.62 13.2 ng/ul 1687510 5 21.28 2564840 20.0
1-Heneicosanol 21.00 8.8 ng/ul 1123200 5 21.28 2564840 20.0
Trioxsalen 22.64 4.0 ng/ul 495367 6 23.51 2443750 20.0
(DEL) Alkane: Str... 24.07 2.1 ng/ul 259905 6 23.51 2443750 20.0
(DEL) Alkane: Cyc... 24.15 3.1 ng/ul 380741 6 23.51 2443750 20.0
Cholesterol 24.80 8.4 ng/ul 1032920 6 23.51 2443750 20.0
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