LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM101417\
Data File : BM012204.D

Aca On : 15 Oct 2017 12:11

Operator : SJ/JU

Sample = 15548-13

Misc :

ALS Vial : 36 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-BM101217 .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 3.752 109 113 120 rvVvB 68367 94750 1.63% 0.178%
2 6.987 656 663 679 rBV 325285 653348 11.24% 1.230%
3 7.146 684 690 699 rVB 237215 395775 6.81% 0.745%
4 7.346 717 724 734 rBV 384264 646280 11.12% 1.217%
5 7.810 797 803 815 rBV 538523 911721 15.68% 1.716%
6 8.528 919 925 935 rBV 389770 720590 12.40% 1.356%
7 8.981 995 1002 1016 rBV 343410 614436 10.57% 1.157%
8 9.704 1118 1125 1135 rBv2 286611 537074 9.24% 1.011%
9 10.251 1211 1218 1231 rBV 440919 915211 15.74% 1.723%
10 10.616 1273 1280 1292 rVB 780444 1318376 22.68% 2.482%
11 10.769 1299 1306 1317 rBvV 116099 274308 4.72% 0.516%
12 12.810 1647 1653 1660 rvB2 40096 65213 1.12% 0.123%
13 13.328 1733 1741 1746 rVB 84681 130272 2.24% 0.245%
14 13.722 1803 1808 1812 rBvV3 57595 82478 1.42% 0.155%
15 13.775 1812 1817 1824 rVB4 50225 76316 1.31% 0.144%

16 13.869 1824 1833 1838 rBV 1015354 1534808 26.40% 2.889%
17 13.916 1838 1841 1848 rVB 438649 621095 10.68% 1.169%
18 14.157 1876 1882 1897 rBV 1150303 1806378 31.07% 3.400%
19 14.292 1899 1905 1910 rBV2 63996 94705 1.63% 0.178%
20 14.410 1919 1925 1930 rBV 881077 1187467 20.43% 2.235%

21 14.469 1930 1935 1941 rVV2 1274758 1951831 33.58% 3.674%
22 14.522 1941 1944 1958 rVB2 80693 161185 2.77% 0.303%
23 14.704 1968 1975 1983 rBV 321800 619855 10.66% 1.167%
24 14.775 1983 1987 1995 rVB2 58085 125481 2.16% 0.236%
25 15.463 2097 2104 2110 rBV 1508889 2227781 38.32% 4.193%

26 15.610 2125 2129 2138 rBV 101893 177443 3.05% 0.334%

27 15.698 2138 2144 2149 rVB4 34547 69029 1.19% 0.130%
28 15.922 2176 2182 2187 rVB7 32368 60988 1.05% 0.115%
29 16.022 2196 2199 2207 rVB7 35582 64517 1.11% 0.121%
30 16.157 2218 2222 2229 rBV4 36213 85466 1.47% 0.161%
31 16.945 2351 2356 2362 rBV7 49490 93064 1.60% 0.175%

32 17.098 2377 2382 2389 rBV 195867 307249 5.29% 0.578%
33 17.163 2389 2393 2396 rVV 119053 164109 2.82% 0.309%
34 17.216 2396 2402 2406 rVV2 1654859 2419036 41.61% 4 _553%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM101417\
Data File : BM012204.D

Aca On : 15 Oct 2017 12:11

Operator : SJ/JU

Sample = 15548-13

Misc :

ALS Vial : 36 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-BM101217 .M
SVOA CALIBRATION

Method
Title

35 17.257 2406 2409 2413 rVV 315477 444399 7.64% 0.837%

36 17.316 2413 2419 2432 rVB2 1583519 2455635 42.24% 4.622%
37 17.974 2527 2531 2536 rBV2 97482 135748 2.34% 0.256%
38 18.033 2536 2541 2547 rBV 465982 688845 11.85% 1.297%
39 18.092 2547 2551 2556 rBV 1370381 1786504 30.73% 3.363%
40 18.280 2579 2583 2587 rBV4 71978 138356 2.38% 0.260%

41 18.392 2597 2602 2607 rBV3 115947 198148 3.41% 0.373%
42 18.645 2641 2645 2649 rBVY 121801 164988 2.84% 0.311%
43 18.951 2694 2697 2701 rVB2 74182 87758 1.51% 0.165%
44 19.010 2704 2707 2710 rBV3 69594 94861 1.63% 0.179%
45 19.274 2747 2752 2759 rVB 1761121 2419881 41.63% 4 _555%

46 19.369 2764 2768 2777 rBV 605319 876464 15.08% 1.650%
47 19.510 2789 2792 2802 rVB2 536455 645594 11.11% 1.215%
48 19.610 2803 2809 2812 rBV 1968781 3127098 53.79% 5.886%
49 19.639 2812 2814 2821 rVB 1318338 1457531 25.07% 2.744%
50 20.127 2895 2897 2901 rVB2 251952 284726 4_90% 0.536%

51 20.557 2966 2970 2975 rBV 823599 913212 15.71% 1.719%
52 20.939 3030 3035 3041 rBV 5012841 5813213 100.00% 10.942%
53 21.080 3056 3059 3063 rVB2 594610 698389 12.01% 1.315%
54 21.286 3090 3094 3099 rBV 1929272 2113438 36.36% 3.978%
55 21.392 3107 3112 3116 rBV2 1934211 3391934 58.35% 6.385%

56 21.433 3116 3119 3125 rVB 1029363 1312308 22.57% 2.470%
57 23.009 3383 3387 3392 rBV 1325706 2668682 45.91% 5.023%

Sum of corrected areas: 53125347
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM101417\
Data File : BM012204.D

Aca On : 15 Oct 2017 12:11

Operator : SJ/JU

Sample : 15548-13

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM101217_M
SVOA CALIBRATION

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

Abundance TIC: BM012204.D
6000000

5000000
4000000
3000000
2000000

1000000 a1 10.62
6.991%.35 A 8.53 8.98 970 1025

3.75 A A }\ 0.77

e o S L T S

Time--> 350 400 450 5.00 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BM012204.D

6000000

5000000
4000000
3000000

2000000
15.46

13,874.164447

1000000 1441
1 92
1281 13, 33 1133 5%77 Q\@Jmemm

Time--> 12.00 12.50 13.00 1350 1400 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM012204.D

6000000 2994

o

5000000
4000000
3000000
2000000

1000000 /V‘d

T

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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM101417\
Data File : BM012204.D

Aca On : 15 Oct 2017 12:11

Operator : SJ/JU

Sample : 15548-13

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM101217_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 Methacrylamide Concentration Rank 10

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

3.75 2.08 ng/ul 94750 1,4-Dichlorobenzene-d4 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methacrvlamide 85 C4H7NO 000079-39-0 50
2 Methacrvlamide 85 C4H7NO 000079-39-0 47
3 2-(BromomethvDacrvlic acid 164 C4H5Bro02 072707-66-5 40
4 2H-Pvran., tetrahvdro-2-methvl- 100 C6H120 010141-72-7 38
5 Methacrylamide 85 C4H7NO 000079-39-0 12

Abundance Scan 113 (3.752 min): BM012204.D (-109) (-) m/z 85.00 100.00%

83.0
41.0
5000
60.0

340 360 380 4.00
o bt el e Tm/z 41.05  72.59%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1539: Methacrylamide
41.0 85.0

5000 B et e e
3.40 3.60 3.80 4.00

m/z 43.05 49_.37%

|80
O TR L S L B I R B IR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
41.0 85.0

3.40 3.60 3.80 4.00

5000 m/z 39.10 36.89%
15.0 68.0
o) R e .
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33838: 2-(Bromomethyl)acrylic acid L B S e
85.0 3.40 3.60 3.80 4.00
m/z 60.00 22.03%
5000 39.0
57.0 166.0
0l 150 L I ] | 1190 147
,,,,,, S BEama e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM101417\
Data File : BM012204.D

Aca On : 15 Oct 2017 12:11

Operator : SJ/JU

Sample : 15548-13

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM101217_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 _beta.-copaene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14._.41 12.17 ng/ul 1187470 Acenaphthene-d10 14.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-copaene 204 C15H24 1000374-18-9 95
2 1H-Cvclopentall.31cvclopropall.2... 204 C15H24 013744-15-5 94
3 (H)-epi-Bicvclosesauiphellandrene 204 C15H24 054274-73-6 93
4 1.6-Cvclodecadiene. 1-methvl-5-m... 204 C15H24 023986-74-5 93
5 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 000483-75-0 89
Abundance Scan 1925 (14.410 min): BM012204.D (-1919) (-) m/z 161.10 100.00%
161.1
105.1
5000 AL0 790
133.1
204.1 280.9 14.00 14.20 14.40 14.60 14.80
01 . m/z 105.05 63.59%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64281: .beta.-copaene
161.0
105.0
s000{ 410
79.0 14.00 14.20 14.40 14.60 14.80
133.0 m/z 91.05 63.51%
204
ol 183.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
161.0
14.00 14.20 14.40 14.60 14.80
5000 m/z 79.05 39.42%
410 105.0
. 81.0 133.0 204.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64381: (+)-epi-Bicyclosesquiphellandrene
161.0 14.00 14.20 14.40 14.60 14.80
m/z 119.05 38.93%
5000
105.0
41.0 81.0 ‘ 1330 204.0
0,”.J.”M.MM“”.“.”M.”,””‘”..”...”..”..”.“.”“.
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM101417\
Data File : BM012204.D

Aca On : 15 Oct 2017 12:11

Operator : SJ/JU

Sample : 15548-13

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM101217_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 Pentadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.10 2.54 ng/ul 307249 Phenanthrene-d10 17.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 87
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 Undecanoic acid 186 C11H2202 000112-37-8 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 55
Abundance Scan 2382 (17.098 min): BM012204.D (-2377) (-) m/z 43.10 100.00%
43.1 73.0
5000 129.1 199.1
97.1 St R S
171.1
242.2 mmﬂmﬂmﬂm
0..W.H.ULu SCas 19:2 m/z 72.95 85.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #95855: Pentadecanoic acid
43.0 730
5000 129.0 T T T T T
mmﬂmﬂmﬂm
m/z 41.10 80.04%
0 . "I‘;""‘l“l"‘l‘;"‘l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
73.0
43.0 16,80 17.00 17.20 17.40
m/ 60.00 68.01Y%
5000 129.0 z 0
185.0 228.0
97.0
166.0
G s R R RS B S LS SRS LA RN SRR LR SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #50051: Undecanoic acid
60.0 16.80 17.00 17.20 17.40
m/z 55.05 65.44Y%
5000 2100
85.0 129.0
186.0
oasol Ul pora | Laso 290 e D
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16. 80 17. 00 17. 20 17. 40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM101417\
Data File : BM012204.D

Aca On : 15 Oct 2017 12:11

Operator : SJ/JU

Sample : 15548-13

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM101217 .M
Quant Title : SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 cis-9-Hexadecenoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.03 5.70 ng/ul 688845 Phenanthrene-d10 17.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 94
2 9-Hexadecenoic acid 254 C16H3002 002091-29-4 91
3 cis-10-Heptadecenoic acid 268 C17H3202 029743-97-3 91
4 cis-Vaccenic acid 282 C18H3402 000506-17-2 91
5 cis-13-0Octadecenoic acid 282 C18H3402 013126-39-1 91
Abundance Scan 2540 (18.027 min): BM012204.D (-2536) (-) m/z 55.10 100.00%
59.1
5000 83.1 Aﬁﬂ/\L
110, 0 236.1 "' 17:80 18.00 18.20 1840
138.1165.0 194.0 : : : : :
o i 220D 28318100 ALT L o T 1.10 0 65.574%
m/z--> 50 100 150 200 250 300
Abundance #105678: cis-9-Hexadecenoic acid
55.0
5000 83.0 I N B L LB L R B
17.80 18.00 18.20 18.40
20.0 11.0 m/z 69.10 56.94%
oL 016501040 2300
m/z--> 50 100 B '150' B '260' B '250' ' "360' L
Abundance
55.0
"' 17:80 18.00 18.20 1840
5000 83.0 m/z 83.10 39.30%
29.0
101380 165.0 194.0 236.0
O e T T T e S R
m/z--> 55 160 1éo 260 250 360
Abundance #117468: cis-10-Heptadecenoic acid b a aan Bt e
55.0 17.80 18.00 18.20 18.40
m/z 97.10 29.40%
83.0
5000
11.0
29.0 13701660 2080 2°00
0! ‘:'li'u"“u"lu‘uuu‘uu|“|.|||||‘||||||||| R e B
m/z--> 50 100 150 200 250 300 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM101417\
Data File : BM012204.D

Aca On : 15 Oct 2017 12:11

Operator : SJ/JU

Sample : 15548-13

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM101217_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 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.09 14.77 ng/ul 1786500 Phenanthrene-d10 17.22
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 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Pentadecanoic acid 242 C15H3002 001002-84-2 81
Abundance 73.00 100.00%

Scan 2551 (18.092 min): BM012204.D (-2547) (-) m/z

5000

|

17. 80 18 00 18. 20 18 40
ol 280.1 821135011 "m/z 43.05 85.69%

m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60.0

5000 129.0
17180 18,00 18.20 1840
97.0 41.10 82.19%

H 157 018502130  256.0 m/z
oL—— .“‘ Iﬂ‘u h H“ MMH \u\ mi I\ . ‘ .‘ ; ‘I .‘ — I “. —
m/z--> 50 150 200 250 300 350
Abundance
43.0 73.0

17. 80 18.00 18.20 18.40

5000 256.0 m/z 60.00 79.60%
129.0
213.0
101.0 157.0185.0
Ol 8 ity il e o e e
m/z--> 5IO lCI)O 150 200 250 300 35I0
Abundance #72648: Tridecanoic acid T e e
73.0 17.80 18.00 18.20 18.40
m/z 55.10 69.81%
43.0
5000
129.0
LT 7 .
0 %519wlg‘l.“ m\ ﬂPﬂ\ i S \ - ﬂ‘l - e N A
m/z--> 50 O 150 200 250 300 350 17. 80 18 00 18. 20 18 40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM101417\
Data File : BM012204.D

Aca On : 15 Oct 2017 12:11

Operator : SJ/JU

Sample : 15548-13

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM101217_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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.37 5.17 ng/ul 876464 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 98
3 Octadecanoic acid 284 C18H3602 000057-11-4 96
4 Octadecanoic acid 284 C18H3602 000057-11-4 94
5 Pentadecanoic acid 242 C15H3002 001002-84-2 93

Abundance Scan 2768 (19.369 min): BM012204.D (-2764) (-) m/z 73.00 100.00%

.0

5000
185.1 241.2

:

284.2 R B I e o e e
3512 4041 488.5 19.00 19.20 19.40 19.60

0 m/z 43.10 94 _.22%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #131258: Octadecanoic acid
43.0
5000 129.0 e —
3.0 19.00 19.20 19.40 19.60
185.0 54y o 2840 m/z 55.10 83.14%
ol .,....,...\.,....,....,....,....,....,....,
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
73.0
B R BN
129.0 19.00 19.20 19.40 19.60
5000 28.0 284.0 m/z 60.00 81.71%
185.0 241.0
O e T T e T T T T T e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #131261: Octadecanoic acid

.0 19.00 19.20 19.40 19.60
m/z 41.10 81.03%

5000
1850 241.0 284.0
O e = = VNS
miz—-> 0 50 100 150 200 250 300 350 400 450 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM101417\
Data File : BM012204.D

Aca On : 15 Oct 2017 12:11

Operator : SJ/JU

Sample : 15548-13

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM101217_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 Hexadecanoic acid, butyl ester Concentration Rank 8

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

19.51 3.81 ng/ul 645594 Chrysene-di12 21.39

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 92
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 90
3 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 60
4 Nipecotic acid 129 C6H11NO2 000498-95-3 43
5 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 38

Abundance Scan 2792 (19.510 min): BM012204.D (-2789) (-) m/z 56.05 100.00%

5000

19.20 19.40 19.60 19.80

312.3

379.1 430.1 502.3

(o m/z 57.10 64.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #154932: Hexadecanoic acid, buty| ester
56.0
5000 LA L L L L L LB L |
19.20 19.40 19.60 19.80
0
129.0 257.0 m/z 41.10 62.21%
| h H‘ bl i 185.0 || 312.0
O I o L B e L S N )
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
56.0
R R R S
19.20 19.40 19.60 19.80
5000 m/z 43.05 54 .48%
257.0
129.0
15.0 171.0213.0 312.0
O T A B o o o IR e e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester T
56.0 19 20 19. 40 19 60 19. 80

m/z 257.15 49 _57%

5000
129.0 257.0
0 A ‘| i MJJ k] 185 0 | i 312.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 19 20 19. 40 19 60 19. 80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM101417\
Data File : BM012204.D

Aca On : 15 Oct 2017 12:11

Operator : SJ/JU

Sample : 15548-13

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM101217_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 Octadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
20.56 5.38 ng/ul 913212 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 83
2 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 72
3 Butvl mvristate 284 C18H3602 000110-36-1 38
4 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 30
5 Docosanoic acid 340 C22H4402 000112-85-6 25

Abundance Scan 2971 (20.563 min): BM012204.D (-2966) (-) m/z 56.10 100.00%
56.1
285.3
5000
129.0
1oL 242 2020 2040 2060 2080
340.3 ) . )
b4, 4012 4743 5404 Tmyz 57.05  78.20%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #177147: Octadecanoic acid, butyl ester
56.0
5000 285.0 AR AR UNARRE
mmmmmmmm
129 0 340.0 m/z 285.25  64.25%
) o 2o
0.‘.‘.”| \‘\‘HH‘ ... .....‘|....|....|....|....|.
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
56.0
20,20 20.40 20.60 20.80
m/z 43.10 56.66%
5000 285.0 340.0 /\J\/VAM
129.0
185.0 241.0
O i o o i e e e e R R R
m/z--> 55 160 1%0 200 250 300 3%0 460 4%0 560 séo
Abundance #131257: Butyl myristate R AR EEEEE T
56.0 20.20 20.40 20.60 20.80
m/z 41.10 53.67%
5000 296.0
I \ 129 0 185 0 { 284.0
0..u,ﬂm“t SRR H S ”J.....“..w..”,.”.,”..“ SN
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2020 2040 2060 20.80

SOM-EPA-BM101217.M Mon Oct 16 18:17:43 2017 Page: 11



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM101417\
Data File : BM012204.D

Aca On : 15 Oct 2017 12:11

Operator : SJ/JU

Sample : 15548-13

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM101217_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 Cinnamyl cinnamate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.94 34.28 ng/ul 5813210 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cinnamvl cinnamate 264 C18H1602 000122-69-0 64
2 1-Phenvl-4-methvl-1-pentvn-3-ol 174 C12H140 005923-02-4 47
3 Cinnamovlalvcine. methvl ester 219 C12H13NO3 040778-04-9 47
4 N-(p-VinvlbenzovD)-l-alanine 219 C12H13NO3 139184-60-4 43
5 2,2-Dimethyl-1-(2-vinylphenyl)pr... 188 C13H160 1000210-99-9 43
Abundance Scan 3035 (20.939 min): BM012204.D (-3030) (-) m/z 131.00 100.00%
131.0
5000
f a7 20160 2080 2100 7120
173.0 : : :
N e 1 2641300.1351.1 4204 4912 8445 | n,07115 00 41.15%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #114231: Cinnamy| cinnamate
131.0
5000 NN AR U
20.60 20.80 21.00 21.20
770 2190 ¢, m/z 117.10 34 .75%
0"'L'ijh '1139 ﬂ" BB SRR WA AR W
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
131.0
20.60 20.80 21.00 21.20
5000 m/z 103.00 33.68%
77.0
27.0 174.0
O i m i g e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #76403: Cinnamoylglycine, methyl ester R R R Ey
131.0 20.60 20.80 21.00 21.20
m/z 77.00 28.70%
5000
77.0
J 218.0
Ob i e e e e e e PR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM101417\
Data File : BM012204.D

Aca On : 15 Oct 2017 12:11

Operator : SJ/JU

Sample : 15548-13

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM101217_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 (DEL) Alkane: Cyclic21.08 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.08 4.12 ng/ul 698389 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 95
2 E-15-Heptadecenal 252 C17H320 1000130-97-9 83
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 83
4 9-Nonadecene 266 C19H38 031035-07-1 80
5 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 64
Abundance Scan 3059 (21.080 min): BM012204.D (-3056) (-) m/z 57.10 100.00%
57.1 228.1
5000
LA SN SR SR
281.1 20.80 21.00 21.20 21.40
ob—ALLLL 342.1 405.4446.3 492.3534.5 n/z 43.10 95 76%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115906: 1-Nonadecene
430 97.0
5000 LRI SR SULRULE IS UL
20.80 21.00 21.20 21.40
m/z 55.10 93.22%
| ‘#390
ot LAy 82022002660
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
97.0 20,80 21.00 21.20 21.40
5000 m/z 228.10 88.95%
o 139.0182.0 252.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0 20.80 21.00 21.20 21.40
m/z 83.10 82.81%
5000
11.0
SR 0O i S ()
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM101417\
Data File : BM012204.D

Acq On : 15 Oct 2017 12:11

Operator : SJ/JU

Sample - 15548-13

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .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]
Methacrylamide 3.75 2.1 ng/ul 94750 1 7.81 911721 20.0
-beta.-copaene 14.41 12.2 ng/ul 1187470 3 14.46 1951830 20.0
Pentadecanoic acid 17.10 2.5 ng/ul 307249 4 17.22 2419040 20.0
cis-9-Hexadecenoi... 18.03 5.7 ng/ul 688845 4 17.22 2419040 20.0
n-Hexadecanoic acid 18.09 14.8 ng/ul 1786500 4 17.22 2419040 20.0
Octadecanoic acid 19.37 5.2 ng/ul 876464 5 21.39 3391930 20.0
Hexadecanoic acid... 19.51 3.8 ng/ul 645594 5 21.39 3391930 20.0
Octadecanoic acid... 20.56 5.4 ng/ul 913212 5 21.39 3391930 20.0
Cinnamyl cinnamate 20.94 34.3 ng/ul 5813210 5 21.39 3391930 20.0
(DEL) Alkane: Cyc... 21.08 4.1 ng/ul 698389 5 21.39 3391930 20.0
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