LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060917\
Data File : BM010466.D

Acq On : 09 Jun 2017 22:39

Operator : SJ/MA

Sample - 13520-11

Misc :

ALS Vial : 21 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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-BM052717 .M
Title : SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 7.087 670 680 692 rBY 838124 1509538 24.66% 1.997%
2 7.245 701 707 714 rBVY 552897 869232 14.20% 1.150%
3 7.439 733 740 753 rBVY 953093 1531800 25.02% 2.026%
4 7.904 812 819 828 rBV 1296738 2061553 33.67% 2.727%
5 8.628 935 942 952 rBV 1005606 1661126 27.13% 2.197%
6 9.086 1014 1020 1028 rBV 860645 1380581 22.55% 1.826%
7 9.798 1133 1141 1151 rBV 810714 1356091 22.15% 1.794%
8 10.327 1224 1231 1242 rBV 1254110 2189879 35.77% 2.897%
9 10.704 1288 1295 1303 rBV 1617909 2730616 44.60% 3.612%
10 10.869 1314 1323 1335 rBVY 846711 1514009 24.73% 2.003%

11 12.451 1586 1592 1598 rBV5 61061 117080 1.91% 0.155%
12 13.368 1742 1748 1750 rBV5 47107 69302 1.13% 0.092%
13 13.951 1840 1847 1852 rBV 2481654 3402104 55.57% 4 _500%
14 13.998 1852 1855 1860 rVB 913891 1180749 19.29% 1.562%
15 14.239 1888 1896 1903 rBV 2378368 3569387 58.30% 4.721%

16 14.368 1915 1918 1923 rVB4 47551 68115 1.11% 0.090%
17 14.539 1939 1947 1956 rBV3 2571814 3979919 65.01% 5.264%
18 14.780 1983 1988 2000 rBV 722182 1272865 20.79% 1.684%
19 15.321 2076 2080 2085 rVB3 73973 88136 1.44% 0.117%
20 15.527 2108 2115 2123 rBV 3198289 4588309 74.94% 6.069%

21 15.657 2131 2137 2143 rBV 1085444 1414907 23.11% 1.872%

22 15.762 2152 2155 2161 rVB6 48835 77523 1.27% 0.103%
23 16.180 2222 2226 2231 rBV2 70142 97883 1.60% 0.129%
24 16.227 2231 2234 2240 rVB7 46873 65128 1.06% 0.086%
25 16.974 2354 2361 2363 rBV5 45196 78947 1.29% 0.104%
26 17.003 2363 2366 2373 rVB9 44235 79051 1.29% 0.105%
27 17.139 2385 2389 2396 rBV6 96400 129986 2.12% 0.172%
28 17.203 2397 2400 2407 rBV9 43724 86968 1.42% 0.115%

29 17.286 2407 2414 2420 rVV 3531793 4883238 79.76% 6.459%
30 17.386 2425 2431 2438 rVV 3667244 5012673 81.88% 6.630%

31 18.021 2535 2539 2542 rBV5 53648 76184 1.24% 0.101%
32 18.074 2545 2548 2553 rBV3 142886 167194 2.73% 0.221%
33 18.133 2553 2558 2569 rBvV 975739 1406233 22.97% 1.860%
34 18.433 2605 2609 2616 rVB9 52037 84600 1.38% 0.112%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060917\
Data File : BM010466.D

Acq On : 09 Jun 2017 22:39

Operator : SJ/MA

Sample - 13520-11

Misc :

ALS Vial : 21 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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-BM052717 .M
Title = SVOA CALIBRATION
35 18.527 2621 2625 2629 rVV7 41666 62236 1.02% 0.082%

36 18.709 2652 2656 2667 rVB2 257512 383901 6.27% 0.508%
37 19.262 2747 2750 2752 rBvV4 76816 87605 1.43% 0.116%
38 19.292 2752 2755 2757 rBV3 103489 148761 2.43% 0.197%
39 19.403 2770 2774 2782 rBV3 368210 538991 8.80% 0.713%
40 19.562 2798 2801 2804 rBV4 67186 78523 1.28% 0.104%

41 19.674 2814 2820 2830 rBV 4362074 6122249 100.00% 8.098%
42 20.139 2896 2899 2903 rVvB4 100736 127987 2.09% 0.169%
43 20.192 2905 2908 2912 rBV2 303121 401347 6.56% 0.531%
44 20.315 2916 2929 2931 rBV9 567301 1866521 30.49% 2.469%
45 21.109 3059 3064 3070 rBv4 457520 810606 13.24% 1.072%

46 21.450 3117 3122 3127 rBV 4434377 5375453 87.80% 7.110%
47 22.009 3214 3217 3224 rVB5 293989 508981 8.31% 0.673%
48 23.638 3488 3494 3502 rVB2 2405900 4685198 76.53% 6.197%
49 23.791 3514 3520 3529 rVB 2415404 4618588 75.44% 6.109%
50 24.191 3585 3588 3595 rVB4 575587 984719 16.08% 1.302%

Sum of corrected areas: 75602572
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060917\
Data File : BM010466.D

Acq On : 09 Jun 2017 22:39

Operator : SJ/MA

Sample - 13520-11

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\HPCHEM1\BNA_M\Methods\SOM-EPA-BM052717 .M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM010466.D
5000000

4000000
3000000

2000000
10.70

7.90 o3 10.33
1000000 7.09 744 : 9.09 9.80 0.87
ﬂ}fﬁ A_ Ag k
0

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM010466.D

5000000 19.67

4000000
11569

15.53

3000000
14.54

1399424

2000000

14.00 1566
1000000 : 14.78

12.45 13.37 4.3 L, 1234 5.76 165123 jishirel: t

O T T B B e e T i e = e o B

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: BM010466.D

5000000 21445

4000000 2379

3000000

2000000 24.19

22.01
21.11

1000000

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 : Z:\HPCHEM1\BNA_M\DATA\BM060917\
Data File : BM010466.D

Acq On : 09 Jun 2017 22:39

Operator : SJ/MA

Sample - 13520-11

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\Methods\SOM-EPA-BM052717 .M
SVOA CALIBRATION

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

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

Peak Number 1 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.13 5.76 ng/ul 1406230 Phenanthrene-d10 17.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 78
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
Abundance Scan 2558 (18.133 min): BM010466.D (-2553) (-) m/z 73.10 100.00%
73
41
5000

17.80 18.00 18.20 18.40
m/z 60.05 61.68%

0 283 325 357 417 461 507

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107549: n-Hexadecanoic acid

5000 129 R
17.80 18.00 18.20 18.40

m/z 41.10 59.66%

157 185213 256
L \ ‘ ‘

o \\H‘ nh” \u‘\ L

I‘IIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 0 50 50 200 250 300 350 400 450 500
Abundance
43 LS
17.80 18.00 18.20 18.40
5000 m/z 55.10 55.57%
129 171 214
101

O T T T T T T e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #72643: Tridecanoic acid

17.80 18.00 18.20 18.40
m/z 43.15 53.03%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060917\
Data File : BM010466.D

Acq On : 09 Jun 2017 22:39

Operator : SJ/MA

Sample - 13520-11

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\Methods\SOM-EPA-BM052717 .M
SVOA CALIBRATION

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

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

Peak Number 2 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.40 2.01 ng/ul 538991 Chrysene-di12 21.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 83
2 Octadecanoic acid 284 C18H3602 000057-11-4 78
3 Pentadecanoic acid 242 C15H3002 001002-84-2 78
4 Pentadecanoic acid 242 C15H3002 001002-84-2 70
5 Octadecanoic acid 284 C18H3602 000057-11-4 53
Abundance Scan 2773 (19.397 min): BM010466.D (-2770) (-) m/z 73.10 100.00%
41
5000
284 19.00 19.20 19.40 19.60 19.80
401 430459
I e #9521 | "m/z 55.20 62.23%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131260: Octadecanoic acid
43 73
5000 RIS U SN
129 o84 19.00 19.20 19.40 19.60 19.80
m/z 60.10 60.42%
‘ 101 ‘ 185213241
0 ||“|H|“‘“| .‘“‘h.“ﬁ).‘““.“k |‘]|-5|7|‘|‘|‘||‘|‘||‘|‘|||‘|||||||||||||||||||||||||
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43 73
19.00 19.20 19.40 19.60 19.80
5000 129 m/z 41.10 53.58%
185,y 284
0 15 99 157 213
miz--> 0 56 160 1éo 260 2éo 360 3%0 460 4éo 560
Abundance #95851: Pentadecanoic acid R B AR REEEs e
19.00 19.20 19.40 19.60 19.80
m/z 129.10 52.07%
5000
0‘
miz--> 0 50 100 150 200 250 300 350 400 450 500 19.00 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060917\
Data File : BM010466.D

Acq On : 09 Jun 2017 22:39

Operator : SJ/MA

Sample - 13520-11

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\Methods\SOM-EPA-BM052717 .M
SVOA CALIBRATION

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

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

Peak Number 3 2,2,4a,6a,8a,9,12b,14a-0Octa... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.32 6.94 ng/ul 1866520 Chrysene-di12 21.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12,2,4a,6a,8a,9,12b,14a-0ctamethy... 410 C30H50 053013-35-7 55
2 1,6,10,14,18,22-Tetracosahexaen-... 426 C30H500 054159-46-5 55
3 2,3-Dihydrofarnesyl acetate 266 C17H3002 1000374-10-0 49
4 d-Norandrostane (56.alpha.,14.alp... 246 C18H30 1000281-13-8 46
5 (2Z,4E)-3,7,11-Trimethyl-2,4,10-... 206 C15H26 172549-29-0 41
Abundance Scan 2930 (20.321 min): BM010466.D (-2916) (-) m/z 69.10 100.00%
. \—\\/\//\\W
246273 NSNS SRR
355 00411 20.00 20.20 20.40 20.60
o 384 409 519547 m/z 95.10 64.91%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215951: 2,2,4a,6a,8a,9,12b,14a-Octamethyl-1,2,3,4,4a,5,6, ...
95
123 218
5000 55 0 USRS AR
163191 242 41 20,00 2020 20.40 20.60
257 m/z 67.10 63.53%
ol.28 87314 | 377
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
69
20.00 20.20 20.40 20.60
50000 44 m/z 81.10 57.70%
107
135
0 175203231 271299327357 393 426
m/z--> 5b 160 1éo 200 250 300 350 400 4éo 560 séo
Abundance #115759: 2,3-Dihydrofarnesy! acetate R maan s L
69 20.00 20.20 20.40 20.60
m/z 55.05 55.17%
123
223
5000
41 163 wxmnﬁwuwwnMw/JﬁJHWiKNMWA”N”MH
0 \L L‘ Gi li Lo 191 266
m/z--> éo 160 1éo 200 250 300 3éo 460 4éo 560 séo 2000 2020 2040 2060 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060917\
Data File : BM010466.D

Acq On : 09 Jun 2017 22:39

Operator : SJ/MA

Sample - 13520-11

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\Methods\SOM-EPA-BM052717 .M
SVOA CALIBRATION

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

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

Peak Number 4 (DEL) Alkane: Cyclic21.11 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.11 3.02 ng/ul 810606 Chrysene-di12 21.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 98
2 1-Nonadecene 266 C19H38 018435-45-5 96
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 n-Nonadecanol-1 284 C19H400 001454-84-8 93
5 1-Docosene 308 C22H44 001599-67-3 92
Abundance Scan 3064 (21.109 min): BM010466.D (-3059) (-) m/z 83.05 100.00%

83
55

5000

341 387 430 475505 540

m/z--> 0 50

oAb

100 150 200 250 300 350 400 450 500

Abundance #127771: 3-Eicosene, (E)-
57
97
5000 LA L L L L L L LB L |
29 20.80 21.00 21.20 21.40
m/z 97.10 87 .38%
ol || 1 “ | ‘ | 153182210 252280
 ERaE r R L o B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43 97
L ma
20.80 21.00 21.20 21.40
5000 10 m/z 55.10 76.68%
125
ol 15 154182210238266
B B i B T B L o B e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #166292: Behenic alcohol B
83 20.80 21.00 21.20 21.40
m/z 57.10 71.61%
5000 11
39
o 2] | 167196224252280308
e e e e e e e e e T

20.80 21.00 21.20 21.40

m/z 69.05 94 .06%

m/z--> 0 50

100 150 200 250 300 350 400 450 500

20 80 21. 00 21. 20 21. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060917\
Data File : BM010466.D

Acq On : 09 Jun 2017 22:39

Operator : SJ/MA

Sample - 13520-11

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\Methods\SOM-EPA-BM052717 .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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24.19 4.26 ng/ul 984719 Perylene-di12 23.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 74
2 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 72
3 Tetracosane 338 C24H50 000646-31-1 72
4 Octadecane 254 C18H38 000593-45-3 64
5 Eicosane 282 C20H42 000112-95-8 55
Abundance Scan 3588 (24.191 min): BM010466.D (-3585) (-) m/z 71.10 100.00%
57|85
5000 NwWJVNﬂJ/Axbj\kvﬁhumw_vwdw
113 207 NN B B
155 341 23.80 24.00 24.20 24.40 24.60
239 282 402429
okl 308 | 371 461489 535 /7 85.20 100 _.00%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #219831: Triacontane
57
5000 85 U DR RN
23.80 24.00 24.20 24.40 24.60
m/z 57.15 98.70%
NIRRT JJ I }69197225253281309337365393422
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57
23.80 24.00 24.20 24.40 24.60
5000 85 m/z 43.10 50.87%
bbb i 1260 210230067 Msa6360
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #175559: Tetracosane A WA e o S
57 23.80 24.00 24.20 24.40 24.60

m/z 99.15 31.89%

5000

29 113
|7 °141169197225253 338

m/z--> 50 100 150 200 250 300 350 400 450 500 23. 80 24 00 24. 20 24 40 24. 60

o
[e0]
a1
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060917\
Data File : BM010466.D

Acq On : 09 Jun 2017 22:39

Operator : SJ/MA

Sample - 13520-11

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\Methods\SOM-EPA-BM052717 .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]
n-Hexadecanoic acid 18.13 5.8 ng/ul 1406230 4 17.29 4883240 20.0
Octadecanoic acid 19.40 2.0 ng/ul 538991 5 21.45 5375450 20.0
2,2,4a,6a,8a,9,12... 20.32 6.9 ng/ul 1866520 5 21.45 5375450 20.0
(DEL) Alkane: Cyc... 21.11 3.0 ng/ul 810606 5 21.45 5375450 20.0
(DEL) Alkane: Str... 24.19 4.3 ng/ul 984719 6 23.79 4618590 20.0
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