LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM121417\
Data File : BM013414.D

Aca On : 14 Dec 2017 22:19

Operator : SJ/JU

Sample - 16778-18

Misc :

ALS Vial : 12 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-BM113017.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 4.840 293 298 304 rVB2 64683 99148 1.51% 0.145%
2 6.857 634 641 656 rVB 1070735 1893946 28.83% 2.777%
3 7.022 662 669 680 rBV 736987 1135641 17.29% 1.665%
4 7.210 694 701 714 rVB 1080301 1719799 26.18% 2.522%
5 7.675 773 780 788 rVB 691775 1096817 16.70% 1.608%
6 8.387 893 901 911 rBV 1370417 2152931 32.78% 3.157%
7 8.828 968 976 986 rBV 997133 1694733 25.80% 2.485%
8 9.545 1092 1098 1106 rBV 892449 1454450 22.14% 2.133%
9 10.081 1181 1189 1202 rBV 1344830 2283836 34.77% 3.349%
10 10.457 1243 1253 1257 rBvV 888769 1522701 23.18% 2.233%

11 10.504 1257 1261 1268 rVB 270739 434211 6.61% 0.637%
12 10.604 1270 1278 1288 rBV 393548 752620 11.46% 1.104%
13 11.992 1506 1514 1530 rBV 1150603 2129793 32.42% 3.123%
14 13.733 1804 1810 1815 rBV 2404917 3382409 51.49% 4._.960%
15 13.780 1815 1818 1826 rVB 680102 877254 13.36% 1.286%

16 14.010 1849 1857 1866 rVB 2654232 3936203 59.93% 5.772%
17 14.227 1884 1894 1900 rBV 65544 85398 1.30% 0.125%
18 14.321 1902 1910 1916 rVvV3 1306865 2078664 31.65% 3.048%
19 14.533 1940 1946 1961 rBV 1134259 1770817 26.96% 2.597%
20 15.180 2052 2056 2061 rVB2 87408 110552 1.68% 0.162%

21 15.315 2072 2079 2085 rBV 3375434 4699927 71.55% 6.892%
22 15.445 2095 2101 2113 rBV 1135988 1601770 24.39%% 2.349%
23 16.045 2198 2203 2210 rBV 86237 132361 2.02% 0.194%
24 17.068 2371 2377 2382 rBV2 1942192 2676955 40.75% 3.925%
25 17.109 2382 2384 2388 rVV 137275 158042 2.41% 0.232%

26 17.168 2388 2394 2406 rVB2 3876661 5360974 81.62% 7.861%
27 17.974 2522 2531 2540 rBV 607704 890555 13.56% 1.306%
28 19.103 2717 2723 2725 rBV2 51418 79767 1.21% 0.117%
29 19.127 2725 2727 2734 rVB 63576 83597 1.27% 0.123%
30 19.256 2743 2749 2761 rBV 361165 565866 8.61% 0.830%

31 19.468 2779 2785 2791 rBV 4747973 6372625 97.02% 9.345%
32 19.521 2791 2794 2798 rVB 71743 96249 1.47% 0.141%
33 20.980 3037 3042 3052 rBvV 815877 1093023 16.64% 1.603%
34 21.256 3084 3089 3096 rBV 2576237 3314475 50.46% 4 _860%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM121417\
Data File : BM013414.D

Aca On : 14 Dec 2017 22:19

Operator : SJ/JU

Sample - 16778-18

Misc :

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM113017 .M
SVOA CALIBRATION

Method
Title

35 21.868 3187 3193 3198 rBV9 67562 180862 2.75% 0.265%

36 22.815 3350 3354 3358 rVB4 91391 131531 2.00% 0.193%
37 23.344 3436 3444 3455 rVB 3587379 6568513 100.00% 9.632%
38 23.480 3460 3467 3475 rVB 1637958 2982040 45.40% 4_.373%
39 24.009 3553 3557 3566 rVB5 102786 189283 2.88% 0.278%
40 24.097 3566 3572 3583 rBV9 166631 404833 6.16% 0.594%

Sum of corrected areas: 68195171
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM121417\
Data File : BM013414.D

Aca On : 14 Dec 2017 22:19

Operator : SJ/JU

Sample - 16778-18

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.M
SVOA CALIBRATION

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

Abundance TIC: BM013414.D

4000000
3000000

2000000

8.39 10.08

6.86 7.21
1000000 702 8.83 9.55 10.46

| L] e

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM013414.D

19.47

4000000 17.17
15.32

3000000

2000000 17.q7

11.99 1 14.53 15.44

1000000
13.78 17.97
19.26

14. 15.14 16.04 1-41 19. .52
e Wl mml e g | e

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: BM013414.D

4000000 23.34

3000000

21.26

2000000 23.48

1000000

e

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\BM121417\
Data File : BM013414.D

Aca On : 14 Dec 2017 22:19

Operator : SJ/JU

Sample - 16778-18

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.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 1
R.T. EstConc Area Relative to ISTD R.T.
11.99 27 .97 ng/ul 2129790 Naphthalene-d8 10.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-1sopropvlauinoline 171 C12H13N 000135-79-5 38
2 Benzene. 1l-chloro-4-methoxv-2-me... 156 C8H9CIO 013334-71-9 32
3 Benzene. 2.5-cvclohexadien-1-vI- 156 C12H12 004794-05-2 28
4 2-(2-Chloro-pvridin-3-v)-propan... 171 C8H10CINO 267003-35-0 25
5 Quinoline, 8-propyl- 171 C12H13N 007661-53-2 25
Abundance Scan 1514 (11.992 min): BM013414.D (-1506) (-) m/z 156.00 100.00%
156.0
5000 115.0
78.1
e
52.1 ‘ 1{3 11.60 11.80 12.00 12.20 12.40
...,..3.5.-%..!'.,.~'..:-:.-.9.4:0,.-..:|,-.?:?4.'%...~,...'.,....,2.05.‘.0. m/z 114.95  43.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39076: 6-1sopropylquinoline
156.0
5000 R PR S AL B
11/60 11.80 12.00 12.20 12.40
m/z 158.00 32.91%
miz--> "'z'o""4'o'"'e'o""s'o""166"'156"iid"led"iéd"'zéd”'
Abundance
156.0
11.60 11.80 12,00 12.20 12.40
5000 77.0 m/z 171.10 32.56%
51.0 113.0
21.0 93.0 139.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #28511: Benzene, 2,5-cyclohexadien-1-yl- T B B e
156.0 11.60 11.80 12.00 12.20 12.40
m/z 78.10 28.57%
5000
510 910 1150
28.0
..W.W..,”d ”. %....,.”.,..}?%.. e A M S ——
m/z--> 20 40 80 100 120 140 160 180 200 11/60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM121417\
Data File : BM013414.D

Aca On : 14 Dec 2017 22:19

Operator : SJ/JU

Sample - 16778-18

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.97 6.65 ng/ul 890555 Phenanthrene-d10 17.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 86
5 Pentadecanoic acid 242 C15H3002 001002-84-2 83
Abundance Scan 2530 (17.968 min): BM013414.D (-2522) (-) m/z 73.00 100.00%
411 730
5000 129.1 A\
213.2
97.0 AR R R AR
157.1 185.1 2563 o 17.60 17.80 18.00 18.20
- m/z 41.10 89.07%
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 L DA UL BN SN
17. 60 17. 80 18 00 18.20
VJM 1570 1geo 2130 2560 m/z 55.10 79.55%
40

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

43.0 730

_%—

17.60 17.80 18.00 18.20
5000 256.0 m/z 60.00 78.74%
129.0

97.0 213.0
157.0 185.0

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

T

Abundance #84453: Tetradecanoic acid T TR T
73.0 17.60 17.80 18.00 18.20
43.0 m/z 43.05 75.73%
5000 129.0
185.0 228.0
i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 60 17. 80 18 00 18. 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM121417\
Data File : BM013414.D

Aca On : 14 Dec 2017 22:19

Operator : SJ/JU

Sample - 16778-18

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.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 Octadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.26 3.41 ng/ul 565866 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid 284 C18H3602 000057-11-4 95
3 Octadecanoic acid 284 C18H3602 000057-11-4 95
4 Octadecanoic acid 284 C18H3602 000057-11-4 94
5 Octadecanoic acid 284 C18H3602 000057-11-4 93

Abundance Scan 2750 (19.262 min): BM013414.D (-2743) (-) m/z 73.05 100.00%
43.0 73.0
5000 129.1
119.00 19.20 19.40 19.60
m/z 43.05 88.41%
m/z--> 50 100 150 200 250 300
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 41.05 86.89%
‘ ‘ 99.0 157.0 ‘ 213.0
. .“. \;\le‘ul il ““a““‘.“‘l o | L .‘ s ‘I e N T .‘. S
m/z--> 50 100 150 200 250 300
Abundance
430 o,
19.00 19.20 19.40 19.60
5000 m/z 55.10 81.10%
129.0
284.0
185.0
15.0 99.0 157.0 2130 2410
m/z--> 55 160 1%0 200 2%0 360 '
Abundance #131261: Octadecanoic acid
43.0,,73.0 19.00 19.20 19.40 19.60
m/z 60.05 79.48%
5000 129.0
H 9?.0 185.0 241.0  284.0
—— I\Iill \I\ "MI‘ Il“‘lhl |\1|57I'0|\ .\. ‘2;]-.3'.0‘. .[ — .{. g
m/z--> 50 100 150 200 250 300 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\BM121417\
Data File : BM013414.D

Aca On : 14 Dec 2017 22:19

Operator : SJ/JU

Sample - 16778-18

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.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 E-15-Heptadecenal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.98 6.60 ng/ul 1093020 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 96
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
Abundance Scan 3042 (20.980 min): BM013414.D (-3037) (-) m/z 55.05 100.00%

550 83.1
5000 111.1

139.1 20.60 20.80 21.00 21.20
168.1 207.0 252.2280.4 .
il |l Wi, N0, 202220043082 3570 Thyz  43.05  97.09%

m/z 57.10 96 .45%

I \139 0 168 0196 0224 0252 0
T T
m/z--> 200 250 300 350
Abundance
55.0 83.0

20.60 20.80 21.00 21.20

m/z--> 50 100 150 200 250 300 350
Abundance #104157: E-15-Heptadecenal
43.0
83.0
5000 BLELE i e e
111.0 20 60 20.80 21.00 21.20
1 \‘

5000 111.0 m/z 83.10 90.84%
139.0
27,0 167.0 196.0224.0252.0280.0308.0
L o e e e o e e L B e e T
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester L o o e
57.0 20 60 20. 80 21. 00 21 20
97.0 m/z 69.05 89.83%
5000
Hhﬁmmmnm 255.0 356.0
m/z--> 50 100 150 200 250 300 350 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\BM121417\
Data File : BM013414.D

Aca On : 14 Dec 2017 22:19

Operator : SJ/JU

Sample - 16778-18

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.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 (DEL) Alkane: Cyclic24.10 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

24.10 2.72 ng/ul 404833 Perylene-d12 23.48

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 78
2 Behenic alcohol 326 C22H460 000661-19-8 70
3 1-Docosanol. acetate 368 C24H4802 000822-26-4 70
4 Behenic alcohol 326 C22H460 000661-19-8 64
5 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 62

Abundance Scan 3572 (24.097 min): BM013414.D (-3566) (-) m/z 83.05 100.00%

5000

23.80 24.00 24.20 24.40
m/z 43.10 96.59%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #151537: 1-Docosene
57.0 97.0
5000 LI B L L L L L L L
308.0 23. 80 24, 00 24 20 24 40
m/z 55.05 96.36%
150 [ L M »
m/z--> 0 50 50 300 350 400
Abundance
43.0 83.0
N R o e
23.80 24.00 24.20 24.40
5000 m/z 97.10 92.93%
125.0 308.0
167.0 200.0 252.0
L B o o e LANLA B I e o o o
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #195787: 1-Docosanol, acetate
430 g3 23.80 24.00 24.20 24.40
m/z 57.10 84 .96%
5000
25.0 308.0
167.0
LN o mo a0 | sme e I
m/z--> 0 50 100 150 200 250 300 350 400 23.80 24.00 24 20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM121417\
Data File : BM013414.D

Acq On : 14 Dec 2017 22:19

Operator : SJ/JU

Sample - 16778-18

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .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 11.99 28.0 ng/ul 2129790 2 10.46 1522700 20.0
n-Hexadecanoic acid 17.97 6.7 ng/ul 890555 4 17.07 2676960 20.0
Octadecanoic acid 19.26 3.4 ng/ul 565866 5 21.26 3314480 20.0
E-15-Heptadecenal 20.98 6.6 ng/ul 1093020 5 21.26 3314480 20.0
(DEL) Alkane: Cyc... 24.10 2.7 ng/ul 404833 6 23.48 2982040 20.0
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