LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM112717\
Data File : BM013115.D

Aca On : 27 Nov 2017 17:51

Operator : SJ/JU

Sample : 16496-17

Misc :

ALS Vial : 11 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 3.546 70 78 85 rBv2 84686 170423 1.63% 0.145%
2 3.957 125 148 159 rBv2 606752 1826203 17.50% 1.556%
3 4.663 255 268 276 rBV 167416 408876 3.92% 0.348%
4 4.804 282 292 296 rVB 132095 279639 2.68% 0.238%
5 5.269 354 371 375 rBV2 178665 537918 5.15% 0.458%
6 6.751 612 623 628 rBV2 91851 192906 1.85% 0.164%
7 6.898 641 648 649 rBV 716758 954256 9.14% 0.813%
8 6.922 649 652 659 rVB 1051583 1661647 15.92% 1.416%
9 7.051 667 674 683 rVB 561663 868218 8.32% 0.740%
10 7.251 700 708 715 rBV 767634 1218414 11.67% 1.038%

11 7.710 777 786 792 rBV 915753 1456859 13.96% 1.241%
12 8.016 834 838 844 rvB2 73206 115560 1.11% 0.098%
13 8.428 902 908 913 rvv 914507 1494840 14.32% 1.274%
14 8.498 913 920 930 rvB 6078995 9788024 93.78% 8.340%
15 8.863 973 982 994 rBV 774393 1278310 12.25% 1.089%

16 9.581 1096 1104 1117 rVB2 721871 1223257 11.72% 1.042%
17 9.769 1124 1136 1143 rBV 121668 274584 2.63% 0.234%
18 9.951 1162 1167 1176 rVB 83588 142096 1.36% 0.121%
19 10.122 1189 1196 1205 rBV 1097227 1747718 16.74% 1.489%
20 10.486 1249 1258 1266 rBV 1281597 2152447 20.62% 1.834%

21 10.628 1274 1282 1292 rBV 593557 1073252 10.28% 0.914%
22 11.045 1345 1353 1359 rBV 111555 207574 1.99% 0.177%
23 11.322 1390 1400 1406 rBV 91977 179148 1.72% 0.153%
24 12.374 1562 1579 1598 rBV 1716829 4846500 46.43% 4._.129%
25 13.763 1809 1815 1820 rBV 2053016 2871279 27.51% 2.446%

26 13.810 1820 1823 1831 rVB 303247 404123 3.87% 0.344%
27 14.039 1852 1862 1869 rBV 2213136 3294959 31.57% 2.807%
28 14.257 1895 1899 1903 rVB 102305 127898 1.23% 0.109%
29 14.351 1903 1915 1923 rVB2 1931038 3129666 29.98% 2.667%
30 14.574 1946 1953 1965 rBV 747340 1171755 11.23% 0.998%

31 14.780 1982 1988 1993 rBV4 100545 164272 1.57% 0.140%
32 15.210 2057 2061 2069 rVB 130844 179365 1.72% 0.153%
33 15.345 2076 2084 2090 rBV 2781867 3986456 38.19% 3.397%
34 15.463 2096 2104 2114 rBV 915069 1307863 12.53% 1.114%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM112717\
Data File : BM013115.D

Aca On : 27 Nov 2017 17:51

Operator : SJ/JU

Sample : 16496-17

Misc :

ALS Vial : 11 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 15.851 2160 2170 2176 rBV8 159528 357908 3.43% 0.305%

36 16.074 2204 2208 2211 rBV2 127111 174475 1.67% 0.149%
37 16.362 2249 2257 2263 rBV 97343 155217 1.49% 0.132%
38 16.439 2263 2270 2277 rBV 1728529 2385243 22.85% 2.032%
39 16.515 2277 2283 2291 rVV 577268 766237 7.34% 0.653%
40 17.092 2373 2381 2387 rBV2 2626773 3795336 36.36% 3.234%

41 17.192 2392 2398 2409 rVB 3286811 4680852 44.85% 3.988%
42 17.280 2409 2413 2418 rBVS 69054 117699 1.13% 0.100%
43 17.880 2508 2515 2523 rBVS8 53586 158837 1.52% 0.135%
44 18.021 2531 2539 2555 rBVY 6693532 10437526 100.00% 8.893%
45 18.139 2557 2559 2564 rVB3 87144 110018 1.05% 0.094%

46 19.174 2730 2735 2750 rBV3 646979 1661306 15.92% 1.415%
47 19.292 2750 2755 2762 rVV 2710512 3434864 32.91% 2.927%
48 19.345 2762 2764 2771 rVB2 163115 223157 2.14% 0.190%
49 19.486 2783 2788 2797 rVB 3799997 5241218 50.22% 4._466%
50 20.292 2919 2925 2935 rBV 3967596 5287976 50.66% 4._.506%

51 20.386 2937 2941 2953 rVB 1570566 2258678 21.64% 1.924%
52 20.627 2975 2982 2994 rBV 5600280 8426986 80.74% 7.180%
53 21.003 3042 3046 3052 rVB2 603309 715306 6.85% 0.609%
54 21.280 3088 3093 3100 rBV 3723253 4532632 43.43% 3.862%
55 22.468 3292 3295 3302 rVB 193829 260660 2.50% 0.222%

56 22.844 3355 3359 3364 rBV2 282403 416234 3.99% 0.355%
57 22.891 3364 3367 3371 rVB3 130761 175698 1.68% 0.150%
58 23.368 3441 3448 3461 rVV 2812113 5489243 52.59% 4.677%
59 23.509 3465 3472 3480 rVB 2056182 3956995 37.91% 3.371%
60 24.056 3560 3565 3571 rVB2 428191 806736 7.73% 0.687%

61 24.797 3686 3691 3698 rVB8 268893 603567 5.78% 0.514%

Sum of corrected areas: 117366909
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013115.D

Aca On : 27 Nov 2017 17:51

Operator : SJ/JU

Sample : 16496-17

Misc :

ALS Vial : 11 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: BM013115.D

8.50
6000000
5000000
4000000
3000000

2000000

1000000 7.71 8

6.92 I
4 5.27
oL 355 A 16680 6.7 f\)\ 8.02 k A 9.78.9 || 1108132

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM013115.D

18,02
6000000 20

5000000

20.29
4000000 13.49

17.19
3000000 15.34 19.29

2000000

1000000

0‘ A PP a - 0 . - A A o
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM013115.D

6000000

5000000

21.28
4000000

23.37
3000000
2000000

1000000

AN\ VAN

O

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013115.D

Aca On : 27 Nov 2017 17:51

Operator : SJ/JU

Sample : 16496-17

Misc :

ALS Vial : 11 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 unknown-01 Concentration Rank 19

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

3.55 2.34 ng/ul 170423 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanal. 2-methvl- 72 C4H80 000078-84-2 40
2 Propane. 1-nitro- 89 C3H7NO2 000108-03-2 38
3 Propane. 1-nitro- 89 C3H7NO2 000108-03-2 38
4 Propanoic acid. 2-methvl- 88 C4H802 000079-31-2 35
5 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 32

Abundance Scan 79 (3.552 min): BM013115.D (-70) (-) m/z 43.05 100.00%
43.0
73.0
5000

3.20 3.40 3.60 3.80

133.0 206.9

0 btk o B0 2089 41,10 63.63%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #685: Propanal, 2-methy!-
43.0
72.0
5000

3.20 3.40 3.60 3.80

m/z 73.00 55.47%
26# |
ol A e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
3.20 3.40 3.60 3.80
5000 m/z 38.95 45 _.27%
26.0
72.0
oAl - e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2166: Propane, 1-nitro-
43.0 3.20 3.40 3.60 3.80
m/z 44.95 28.15%
5000
oL 2.0 \‘ H [ 61.0
w"w' b
m/z--> 0 40 60 80 100 120 140 160 180 200 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013115.D

Aca On : 27 Nov 2017 17:51

Operator : SJ/JU

Sample : 16496-17

Misc :

ALS Vial : 11 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 Formic acid hydrazide Concentration Rank 11

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

4._.66 5.61 ng/ul 408876 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Formic acid hvdrazide 60 CH4N20 000624-84-0 53
2 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 47
3 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 40
4 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 37
5 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 28

Abundance Scan 267 (4.657 min): BM013115.D (-255) (-) m/z 60.00 100.00%

60.0
5000 411
87.0

440 460 480 500

73.0 133.0

0 s . m/z 41.10 49_.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #302: Formic acid hydrazide
60.0
5000 430 LA L L L L L L L BN

440 4.60 4.80 5.00
m/z 42.95 33.49%

[ —
B LR B o o o B e R SRR RS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
60.0

4.40 4.60 4.80 5.00

o

5000 m/z 39.05 29.08%
41.0
27.0 87.0
0 15.0 74.0 102.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4275: Butanoic acid, 3-methyl- PP S T T oAy
60.0 440 460 480 500

m/z 45.00 27 .45%

5000 43.0

87.0
15.0 . 74.0 101.0

R —

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.40 4.60 4.80 5.00

27.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013115.D

Aca On : 27 Nov 2017 17:51

Operator : SJ/JU

Sample : 16496-17

Misc :

ALS Vial : 11 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 Butanoic acid, 2-methyl- Concentration Rank 14

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

4.80 3.84 ng/ul 279639 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 2-methvl- 102 C5H1002 000116-53-0 56
2 Butanoic acid. 2-methvl- 102 C5H1002 000116-53-0 50
3 Hexanoic acid. 2-methvl- 130 C7H1402 004536-23-6 45
4 Butanoic acid. 2-methvl- 102 C5H1002 000116-53-0 45
5 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 42

Abundance Scan 291 (4.798 min): BM013115.D (-282) (-) m/z 74.05 100.00%
74.0
5000 MO 570
87.0 S A -
| | ” | 1012 440 460 4.80 5.00 5.20
Obrreprrrprr et et e e S S ey m/z 41.00 52.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4289: Butanoic acid, 2-methyl-
74.0
29.0 40 570
5000
440 4.60 4.80 5.00 5.20
87.0 m/z 57.05 45 _56%
0'“I”'W'J'P'”M“'W'L'P'“‘j“"”LP'}O%QW'“'P'“I”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
74.0
29.0 410 57.0 440 4.60 4.80 5.00 5.20
5000 : m/z 87.00 26.79%
87.0
15.0 102.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13442: Hexanoic acid, 2-methyl-
74.0 440 4.60 4.80 5.00 5.20
m/z 45.00 22 .00%
5000 430
27.0 '
60.0 87.0
o H R — ‘ 101.0 1150 130.0
m/z--> 10 20 30 40 5'0 60 70 80 90 1(')0 110 120 130 440 4.60 4.80 5.00 5.20

SOM-EPA-BM111617.M Tue Nov 28 14:05:10 2017 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013115.D

Aca On : 27 Nov 2017 17:51

Operator : SJ/JU

Sample : 16496-17

Misc :

ALS Vial : 11 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 Pentanoic acid Concentration Rank 10

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

5.27 7.38 ng/ul 537918 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid 102 C5H1002 000109-52-4 90
2 Butanoic acid 88 C4H802 000107-92-6 74
3 Pentanoic acid 102 C5H1002 000109-52-4 64
4 Hexanoic acid 116 C6H1202 000142-62-1 56
5 Butanoic acid 88 C4H802 000107-92-6 43

Abundance Scan 371 (5.269 min): BM013115.D (-354) (-) m/z 60.00 100.00%

60.0
5000 73.0
41.1

500 520 540 560

INEER 5.9

o} AL | Ut R P m/z 73.00 45.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4246: Pentanoic acid
60.0
5000 ||||||||||||||||||||||||
73.0 5.00 5.20 5.40 5.60
41.0 m/z 41.10 24 .82%
oL 150 (1 ]| 510], 870 1010
L A o i o B B N BN o e e o e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
60.0
5.00 5.20 5.40 5.60
5000 m/z 45.05 19.00%
73.0
27.0 41.0
18.0 49.0 88.0
O T T T T T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4248: Pentanoic acid
60.0 5.00 5.20 5.40 5.60
m/z 39.00 18.34%
5000 73.0
29.0 410
0 15.0 Ll \‘\\\500\‘ ‘ 87.0 1010
"|"'w""w"'|'“'|" R N A EEEEE SRR
m/z--> 10 20 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013115.D

Aca On : 27 Nov 2017 17:51

Operator : SJ/JU

Sample : 16496-17

Misc :

ALS Vial : 11 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 6 Hexanoic acid Concentration Rank 17

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

6.75 2.65 ng/ul 192906 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 83
2 Propanedioic acid. propvl- 146 C6H1004 000616-62-6 78
3 Hexanoic acid 116 C6H1202 000142-62-1 74
4 Octanoic acid 144 C8H1602 000124-07-2 56
5 Heptanoic acid 130 C7H1402 000111-14-8 50

Abundance Scan 623 (6.751 min): BM013115.D (-612) (-) m/z 60.00 100.00%
6d.0
5000
87.0

“|L 6.40 6.60 6.80 7.00
byt Ll

2070 281.2
0 ,....-,.. ..".'.,.|...,....,....,.... SN s —— m/z 73.00 58.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8070: Hexanoic acid
60.0
5000
27.0 6.40 6.60 6.80 7.00
m/z 41.10 39.54%
‘ 87.0
0 .”.ALM‘HJ.J”.“.”,”.w.”...” e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60.0
6.40 6.60 6.80 7.00
5000 m/z 55.00 25.26%
29.0
87.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8069: Hexanoic acid
60.0 6.40 6.60 6.80 7.00
m/z 45.00 23.72%
5000
27.0
87.0
ol, Hmw e 5 e
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:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013115.D

Aca On : 27 Nov 2017 17:51

Operator : SJ/JU

Sample : 16496-17

Misc :

ALS Vial : 11 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 Benzoic acid Concentration Rank 18

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

9.77 2.55 ng/ul 274584 Naphthalene-d8 10.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid 122 C7H602 000065-85-0 95
2 Benzoic acid 122 C7H602 000065-85-0 94
3 Benzoic acid 122 C7H602 000065-85-0 91
4 Benzoic acid 122 C7H602 000065-85-0 91
5 Cyclobutane-1,1-dicarboxamide, N... 382 C20H18N206 1000253-25-3 90

Abundance Scan 1136 (9.769 min): BM013115.D (-1124) (-) m/z 105.00 100.00%
77.1 105.0122.0
5000 51.0
9.40 9.60 9.80 10.00
o 292000 sz 77.10 0 87.01%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #9883: Benzoic acid
105.0 195
77.0
5000
51.0 9.40 9.60 9.80 10.00
m/z 122.00 86.07%
0 27.0 il Al Lill A | |
R I FURELELS SURL SURLIA UL UL L L UL SN
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
105.0 1220
77.0
9.40 9.60 9.80 10.00
5000 m/z 51.00 44 .90%
51.0
G S S I SR L L S L SN SR
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #9885: Benzoic acid
105.0 155 9.40 9.60 9.80 10.00
77.0 ' m/z 50.00 28.89%
5000 510
0"“ﬁKQNH“h'|“'w|“'“|M"H”"|“"|”"|“"|“"
m/z--> 200 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013115.D

Aca On : 27 Nov 2017 17:51

Operator : SJ/JU

Sample : 16496-17

Misc :

ALS Vial : 11 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 Hydrocinnamic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.37 45.03 ng/ul 4846500 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 4-Nitrosophenvl-_beta.-phenvlpro... 255 C15H13N03 1000129-40-0 90
4 Hvdrocinnamic acid 150 C9H1002 000501-52-0 87
5 Hydrocinnamic acid 150 C9H1002 000501-52-0 80
Abundance Scan 1578 (12.369 min): BM013115.D (-1562) (-) m/z 91.00 100.00%
91.0
5000 //\‘
150.1
51.1 MUV AN SRR SN I
12.00 12.20 12.40 12.60
O ,'.|7.?-':»?, Mool AT m/z 104.10 58.11%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #24397: Hydrocinnamic acid
91.0
5000 RUNSRURA BUULLN UL B
150.0 12,00 12.20 12.40 12.60
m/z 150.10 33.43%
51.0
0 37'9'5“”h'|d??ﬁh" l'|"‘"'|1'3']'-'0|'""l""l"" RS SRR BN
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
91.0
12,00 12.20 12.40 12.60
5000 150.0 m/z 77.10 22 .84%
oL 390 65.0 131.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #106443: 4-Nitrosophenyl-.beta.-phenylpropionate T T
91.0 12.00 12.20 12.40 12.60
m/z 105.10 19.00%
5000 //\&A
150.0
51.0
. b | 1280 255.0
mz-> 20 46 65 80 100 120 140 160 180 200 220 240 12,00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013115.D

Aca On : 27 Nov 2017 17:51

Operator : SJ/JU

Sample : 16496-17

Misc :

ALS Vial : 11 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 Benzeneacetaldehyde, .alpha... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.44 12.57 ng/ul 2385240 Phenanthrene-d10 17.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetaldehvde. .alpha.-met... 190 C13H180 051407-46-6 59
2 2-Penten-1-one. 1-(2-hvdroxv-5-m... 190 C12H1402 051956-78-6 58
3 Benzene. 1-(1.1-dimethvlethvl)-3... 176 C13H20 006630-01-9 47
4 Indole-4-carboxvlic acid 161 C9H7NO2 002124-55-2 43
5 Benzene, 1,3-bis(l-methylpropyl)- 190 C14H22 001079-96-5 42
Abundance Scan 2270 (16.439 min): BM013115.D (-2263) (-) m/z 161.10 100.00%
16f.1
5000
430 770 115.1131.0 ‘ 190.1 '~ 16.20 16.40 16,60 16.80
Ob e 10 L 9B ] 2089 m/z 147.10  30.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53131: Benzeneacetaldehyde, .alpha.-methyl-4-(2-methylpro...
161.0
5000 LN BN B UL I
119.0 16.20 16.40 16.60 16.80
91.0 m/z 162.10 21.48%
0 41\0 57.0 750 ‘ ‘ \‘M 1450 ‘ 19\00
m/z--> ﬁo 40 60 85 160 120 140 160 180 200
Abundance
161.0
'~ 16.20 16.40 16,60 16.80
5000 m/z 190.10 13.83%
135.0
39050 0 1070 190.0
O T R o e T T [ ot R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42624: Benzene, 1-(1,1-dimethylethyl)-3-ethyl-5-methyl- e T
161.0 16.20 16.40 16.60 16.80

m/z 77.00 8.93%

5000

133.0
105.0

(o/RCT SPRERIVIRAI: PR S\t N VIR VMBS M| T

m/z--> 20 40 60 80 100 120 140 160 180 200 16.20 16.40 16.60 16 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013115.D

Aca On : 27 Nov 2017 17:51

Operator : SJ/JU

Sample : 16496-17

Misc :

ALS Vial : 11 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 Tetradecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.52 4.04 ng/ul 766237 Phenanthrene-d10 17.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 94
4 n-Decanoic acid 172 C10H2002 000334-48-5 86
5 Undecanoic acid 186 C11H2202 000112-37-8 86
Abundance Scan 2284 (16.521 min): BM013115.D (-2277) (-) m/z 73.00 100.00%
73.0
43.1
5000 1291
16.20 16.40 16.60 16.80
0! m/z 60.00 72.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid
73.0
43.0
5000 1290 LA L L L L L LB B
mmmmmmmm
m/z 43.10 66.53%
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 | 73.0
16.20 16.40 16.60 16.80
5000 129.0 228.0 m/z 55.10 63.20%
185.0
97.0
o 18.0 157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 ~ﬁ\JMvwwM./kj\vaMNNWJu«MA
Abundance #84455; Tetradecanoic acid T T T
73.0 16.20 16.40 16.60 16.80
m/z 41.05 62.93%
5000 43.0 129.0
185.0
H 97.0 228.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1620 1640 1660 1680

SOM-EPA-BM111617.M Tue Nov 28 14:05:13 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013115.D

Aca On : 27 Nov 2017 17:51

Operator : SJ/JU

Sample : 16496-17

Misc :

ALS Vial : 11 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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.02 55.00 ng/ul 10437500 Phenanthrene-d10 17.09
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 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 Tetradecanoic acid 228 C14H2802 000544-63-8 89

Abundance Scan 2539 (18.021 min): BM013115.D (-2531) (-) m/z 73.00 100.00%

43.0 740

5000

—_

256.2 17.80 18.00 18.20 18.40

157.1 185.1

0 3200 "m/z 43.05 86.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0

17.80 18.00 18.20 18.40
256.0 m/z 60.00 83.16%

157.0 1g85.0 213.0

85.0
il

[0} S RARR:
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0 73.0
17.|80 18.|00 18.|20 18.I40
5000 256.0 m/z 41.10 81.86%
129.0
97.0 213.0
157.0 185.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95851: Pentadecanoic acid
43.0 ,73.0 17.80 18.00 18.20 18.40
m/z 55.05 77.31%
5000 129.0

-

15.0 I‘ I‘ .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013115.D

Aca On : 27 Nov 2017 17:51

Operator : SJ/JU

Sample : 16496-17

Misc :

ALS Vial : 11 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 unknown-02 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.17 8.75 ng/ul 1661310 Phenanthrene-d10 17.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Octadecanone 268 C18H360 018277-00-4 41
2 Oleic Acid 282 C18H3402 000112-80-1 25
3 3-Nonanone 142 C9H180 000925-78-0 22
4 3.4-Dimethvl-isoxazol-5(4H)-one 113 C5H7NO2 015731-93-8 14
5 cis-13-0Octadecenoic acid 282 C18H3402 013126-39-1 14

Abundance Scan 2734 (19.168 min): BM013115.D (-2730) (-) m/z 43.10 100.00%

43.1
5000 :

18 80 19.00 19.20 19.40

O.H,HH'L m/z 55.10 83.21%

2 1. .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117608: 7-Octadecanone
43.0
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_

5000
18.80 19.00 19.20 19.40
m/z 41.10 60.75%

S RAR R RRY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0

o

83.0 18.80 19.00 19.20 19.40
5000 m/z 69.10  46.85%
280 111.0
' 264.0
o 138.0 165.0 194.0 222.0
L L L L B L L L B L B R R R R R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19927: 3-Nonanone L B e L B LB
43.0 18.80 19.00 19.20 19.40

m/z 85.10 40.20%

72.0
5000
113.0
‘ W ‘ ‘ 1420
L B L AL B o e B e R L R R R E R e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 19.00 19.20 19.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013115.D

Aca On : 27 Nov 2017 17:51

Operator : SJ/JU

Sample : 16496-17

Misc :

ALS Vial : 11 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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.29 15.16 ng/ul 3434860 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 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
5 Pentadecanoic acid 242 C15H3002 001002-84-2 93
Abundance Scan 2755 (19.292 min): BM013115.D (-2750) (-) m/z 43.10 100.00%
431 730
5000 129.1 ~v_#__-i_j\_Jt\___/_-~___
185.2 241.2
1q1. 157 132 | 2813 19.00 19.20 19.40 19.60
0 B ol 0 i 1 22l "7z 73.00  98.00%
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
m/z 55.10 85.74Y%
99 | a0 a0
ol ‘.”‘.“‘,“”A“.“‘l i \I i — S
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 84 .69%
185.0 241.0 284.0
. 101.0 157.0 213.0
m/z--> éo 160 1éo 200 2%0 360 3éo
Abundance #131258: Octadecanoic acid
43.0 73.0 19.00 19.20 19.40 19.60
m/z 41.10 84.20%
5000 129.0
qul 185.0 410 284.0
0{59& ﬂ“ ngw'ﬂghluF?ﬂQ\lk e .L. s
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013115.D

Aca On : 27 Nov 2017 17:51

Operator : SJ/JU

Sample : 16496-17

Misc :

ALS Vial : 11 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 unknown-03 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.29 23.33 ng/ul 5287980 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Dodecen-2-one 182 C12H220 005009-33-6 38
2 Cvclododecanone 182 C12H220 000830-13-7 35
3 trans-2-Decen-1-ol. methvl ether 170 C11H220 1000352-66-3 35
4 Octane. 4-ethvl- 142 C10H22 015869-86-0 30
5 9-Heptadecanone 254 C17H340 000540-08-9 30
Abundance Scan 2925 (20.292 min): BM013115.D (-2919) (-) m/z 55.05 100.00%
55.0 A
5000 97.0
141.1
]_85 1 I LI I e e
20.00 20.20 20.40 20.60
o -l\ L |pA312392 2811 3ALLL Tozo771.10  89.10%
m/z--> 50 100 150 200 250 300
Abundance #47171: 11-Dodecen-2-one
43.0
5000
71.0 20.00 20.20 20.40 20.60
m/z 43.10 78 .35%
124.0
0: — \“ H‘ m\\gﬂo\ \h . : |18|‘2|0 —— — ——
m/z--> 50 100 150 200 250 300
Abundance
41.0
71.0 20,00 20.20 20.40 20.60
5000 98.0 m/z 41.05  77.73%
125.0 182.0
o 154.0
m/z--> 55 160 150 200 250 300
Abundance #38271: trans-2-Decen-1-ol, methyl ether B e e e e e
71.0 20.00 20.20 20.40 20.60
m/z 57.10 75.22%
5000
41.0
01|5|0“| |l|“ “‘ ‘H |109(?:‘I-380 :!-799 T T T T T T T T T T T T T | —v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—q—v—v—v—v—
m/z--> 50 100 150 200 250 300 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013115.D

Aca On : 27 Nov 2017 17:51

Operator : SJ/JU

Sample : 16496-17

Misc :

ALS Vial : 11 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-04 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.39 9.97 ng/ul 2258680 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzlcdlindol-2(1H)-one 169 C11H7NO 000130-00-7 46
2 7-Hvdroxv-2-naphthalenecarbonitrile 169 C11H7NO 1000326-75-0 43
3 7-Hvdroxv-l1-naphthalenecarbonitrile 169 C11H7NO 1000326-74-9 43
4 6-Hvdroxv-2-naphthalenecarbonitrile 169 C11H7NO 1000326-74-8 43
5 [1,1"-Biphenyl]-4-amine 169 C12H11N 000092-67-1 43
Abundance Scan 2942 (20.392 min): BM013115.D (-2937) (-) m/z 169.10 100.00%
160.1 n
5000 55.0
98.1
129.1 20.00 20.20 20.40 20.60 20.80
0 207.0 247.2 281.1312.2342.2 401.1 m/z 55.05 44620
m/z--> 50 100 150 200 250 300 350 400
Abundance #37552: Benz[cd]indol-2(1H)-one
169.0
20.00 20.20 20.40 20.60 20.80
. m/z 69.10 38.15%
39'0 \7\0‘.0‘\\ “
m/z--> 55 160 150 260 250 360 3éo 460
Abundance
169.0
20.00 20.20 20,40 20.60 20.80
5000 m/z 41.10 29.64%
630 1140
L L L L WL (L L UL
m/z--> 50 100 150 200 250 300 350 400
Abundance #37558: 7-Hydroxy-1-naphthalenecarbonitrile R e e e
169.0 20.00 20.20 20.40 20.60 20.80
m/z 83.10 23.74%
5000 Vwﬂ/ﬂ¢\~N~/\MA&WNfMMNN_MNM”
114.0
63.0
O L e R e B i niati bt s
m/z--> 55 160 1éo 260 250 360 3éo 460 2050 2050 2020 2d60 20%0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013115.D

Aca On : 27 Nov 2017 17:51

Operator : SJ/JU

Sample : 16496-17

Misc :

ALS Vial : 11 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 9H-Xanthen-9-one, 1-hydroxy- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.63 37.18 ng/ul 8426990 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9H-Xanthen-9-one. 1-hvdroxv- 212 C13H803 000719-41-5 90
2 9H-Xanthen-9-one. 2-hvdroxv- 212 C13H803 001915-98-6 90
3 9H-Xanthen-9-one. 4-hvdroxv- 212 C13H803 014686-63-6 87
4 2-Methvl-3.4-auinolinedicarboxvl... 212 C12H8N202 027295-64-3 86
5 9H-Xanthen-9-one, 1-hydroxy- 212 C13H803 000719-41-5 81
Abundance Scan 2983 (20.633 min): BM013115.D (-2975) (-) m/z 212.10 100.00%
2121
5000 /\
1281 " 500 2060 20,80 2100
63.0 . . ) )
ol 280 ,P?'fi. A 24402820 351 4201 757184 10 21.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #71157: 9H-Xanthen-9-one, 1-hydroxy-
212.0
5000 LR DN NI SN B
20.40 20.60 20.80 21.00
m/z 128.05 16.77%
51.0 92.0 128.0
0"‘f'“”'f"“'|”"'|"" N VNI DU DAL
m/z--> 50 100 150 200 250 300 350 400
Abundance
212.0
20.40 20.60 20.80 21.00
5000 m/z 213.10 14 .51%
51.0 92,0 128.0
(O o o T i o o e e e e A e .
m/z--> 55 160 1éo 260 2éo 360 3%0 460
Abundance #71159: 9H-Xanthen-9-one, 4-hydroxy-
212.0 20.40 20.60 20.80 21.00
m/z 127.00 13.11%
5000
51.0 nglo 128.0
0::: |'|‘||‘”J||||L|||| Y S ——T ——T ——T ——T P e T T T T
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3&1,0 4(')0 20.40 20.|60 20.|80 21.'00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013115.D

Aca On : 27 Nov 2017 17:51

Operator : SJ/JU

Sample : 16496-17

Misc :

ALS Vial : 11 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

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 Trichloroacetic acid, hexad... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
21.00 3.16 ng/ul 715306 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 17-Pentatriacontene 491 C35H70 006971-40-0 91
4 Nonadecvl trifluoroacetate 380 C21H39F302 1000351-76-3 91
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
Abundance _ Scan 3045 (20.997 min): BM013115.D (-3042) (-) m/z 55.10 100.00%
b3.1 70
5000
LRI SR SN
39.0 20.60 20.80 21.00 21.20 21.40
189.1 )
O, 24312810 3411 4012 m/z 57.10 99.21%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43.0
83.0
5000 AU R A B
20. 60 20. 80 21. oo 21. 20 21. 40
250 m/z 43.10 98.46%
L0 o
o/ I‘ ‘“”H‘|‘....|....|....|....|....|....|....|
miz--> 0 50 150 200 250 300 350 400 450
Abundance
55.0 o ¢
20.|60 20.|80 21.'00 21.'20 21.'40
5000 m/z 83.10 96.64%
0l15.0 139.0 185 0 224.0 266.0
miz--> 0 55 160 1%0 200 250 360 3%0 460 4%0 '
Abundance #234187: 17-Pentatriacontene AR R R
43.0 20.60 20.80 21.00 21.20 21.40
m/z 97.05 79.46%
- ] JLA»»AA“/\“A
. y J 1250167.0 2100 267.0307.0 490.0
LR DL DL DL UL L LR DL L DL DL | TTTTTTT T T T T T T T
miz--> 0 50 100 150 200 250 300 350 400 450 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\BM112717\
Data File : BM013115.D

Aca On : 27 Nov 2017 17:51

Operator : SJ/JU

Sample : 16496-17

Misc :

ALS Vial : 11 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 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
22.84 2.10 ng/ul 416234 Perylene-d12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Docosane. 1l1-butvl- 366 C26H54 013475-76-8 90
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 3358 (22.839 min): BM013115.D (-3355) (-) m/z 57.10 100.00%
57.1
" 2260 22.80 23.00 23.20
1549 2113 2811326 . . . .
Ol bl ||, ool GRS TR S2098TL4151 86l sz 71.10  79.40%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #105885: Octadecane
57.0
5000 LRI BV BN IR I
22.60 22.80 23.00 23.20
9.0 m/z 43.10 70.93%
NIEE | || 14101830 2540
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
2260 22.80 23.00 23.20
5000 m/z 85.10 60.08%
99.0
0 141.0182.0 555 ¢ 281.0327 0
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #194493: Hexacosane o B L B e B
57.0 22.60 22.80 23.00 23.20
m/z 41.10 30.55%
5000
9.0
o ﬂHMM%m5mmmwo%m
m/z--> §o 100 150 200 250 300 350 400 450 500 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013115.D

Aca On : 27 Nov 2017 17:51

Operator : SJ/JU

Sample : 16496-17

Misc :

ALS Vial : 11 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 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
24 .06 4.08 ng/ul 806736 Perylene-d12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hexacosane 366 C26H54 000630-01-3 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 3566 (24.062 min): BM013115.D (-3560) (-) m/z 57.10 100.00%
57.1
HRL UL BN BRI B
141.1 183 2 5 2831 23.80 24.00 24.20 24.40
ol 239.2 355.0 415.1 489.2 n/z 71.10 77 10%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129490: Eicosane
57.0
5000 USRI BN BRI B
23.80 24.00 24.20 24.40
9.0 m/z 43.10 69.38%
41.0
ol bl (om0 0 20
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
|23.80 24.00 24.20 24.40
5000 m/z 85.10 57.99%
99.0
0 141.0 183.0 225.0 267.0 309.0 367.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #215181: 2-methyloctacosane T T T RS
57.0 23.80 24.00 24.20 24.40
m/z 55.00 25.03%
5000
9.0
oL )| 34101830 2250 267.0 309.0 365.0
m/z--> 50 100 150 200 250 300 350 400 450 ' 23.80 24.00 24.20 24.40

SOM-EPA-BM111617.M Tue Nov 28 14:05:18 2017 Page: 21



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112717\
Data File : BM013115.D

Aca On : 27 Nov 2017 17:51

Operator : SJ/JU

Sample : 16496-17

Misc :

ALS Vial : 11 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 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
24.80 3.05 ng/ul 603567 Perylene-di12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 89
2 Octadecane. 3-ethvl-5-(2-ethvlbu... 366 C26H54 055282-12-7 72
3 Octadecane. 9-ethvl-9-heptvl- 380 C27H56 055282-27-4 72
4 Tetracosane 338 C24H50 000646-31-1 72
5 Nonadecane 268 C19H40 000629-92-5 64
Abundance Scan 3691 (24.797 min): BM013115.D (-3686) (-) m/z 57.10 100.00%
57.1
5000
5.0 1451 207.0 2440 2460 24.80 25.00 2520
430.1 475.2 : : - :
oﬁﬂhr g m/z 43.05 88.13%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129491: Eicosane
57.0
5000 A PR BRI SO BN
2440 24.60 24.80 25.00 25.20
m/z 71.05 82.87%
oL L ‘h 1 “\ f ® 14101830 2250 2820
m/z--> 50 100 150 200 250 360 350 400 450 '
Abundance
43.0
24.40 24.60 24.80 25.00 25.20
5000 85.0 m/z 85.10 58.13%
. 127.0 1830 50 g 2810 3379
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #202670: Octadecane, 9-ethyl-9-heptyl- A EEEEE TR
43.0 24.40 24.60 24.80 25.00 25.20
m/z 55.05 42 _.36%
5000 85.0
253.0
oL L | J2]016002110 || g950 10
m/z--> 5'0 100 150 200 250 300 350 400 450 ' 2440 24.60 24.80 25.00 25.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM112717\
Data File : BM013115.D

Acq On : 27 Nov 2017 17:51

Operator : SJ/JU

Sample - 16496-17

Misc :

ALS Vial : 11 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]
unknown-01 3.55 2.3 ng/ul 170423 1 7.71 1456860 20.0
Formic acid hydra... 4.66 5.6 ng/ul 408876 1 7.71 1456860 20.0
Butanoic acid, 2-... 4.80 3.8 ng/ul 279639 1 7.71 1456860 20.0
Pentanoic acid 5.27 7.4 ng/ul 537918 1 7.71 1456860 20.0
Hexanoic acid 6.75 2.6 ng/ul 192906 1 7.71 1456860 20.0
Benzoic acid 9.77 2.5 ng/ul 274584 2 10.49 2152450 20.0
Hydrocinnamic acid 12.37 45.0 ng/ul 4846500 2 10.49 2152450 20.0
Benzeneacetaldehy... 16.44 12.6 ng/ul 2385240 4 17.09 3795340 20.0
Tetradecanoic acid 16.52 4.0 ng/ul 766237 4 17.09 3795340 20.0
n-Hexadecanoic acid 18.02 55.0 ng/ul 10437500 4 17.09 3795340 20.0
unknown-02 19.17 8.8 ng/ul 1661310 4 17.09 3795340 20.0
Octadecanoic acid 19.29 15.2 ng/ul 3434860 5 21.28 4532630 20.0
unknown-03 20.29 23.3 ng/ul 5287980 5 21.28 4532630 20.0
unknown-04 20.39 10.0 ng/ul 2258680 5 21.28 4532630 20.0
9H-Xanthen-9-one, ... 20.63 37.2 ng/ul 8426990 5 21.28 4532630 20.0
Trichloroacetic a... 21.00 3.2 ng/ul 715306 5 21.28 4532630 20.0
(DEL) Alkane: Str... 22.84 2.1 ng/ul 416234 6 23.51 3957000 20.0
(DEL) Alkane: Str... 24.06 4.1 ng/ul 806736 6 23.51 3957000 20.0
(DEL) Alkane: Str... 24.80 3.0 ng/ul 603567 6 23.51 3957000 20.0
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