LSC Area Percent Report

Data Path : V:\HPCHEM1\BNA M\DATA\BMO70916\
Data File : BM006362.D

Aca On : 08 Jul 2016 22:18

Operator : UM/SJ

Sample : H3861-09

Misc :

ALS Vial : 10 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\SOMO2.2-EPA-BM070216 .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 6.816 712 719 736 rBVY 1002401 1648719 27.18% 2.621%
2 6.981 740 747 759 rVB 665758 1114376 18.37% 1.771%
3 7.175 772 780 792 rBV 966203 1582606 26.09% 2.516%
4 7.640 852 859 867 rBV 701449 1160278 19.13% 1.844%
5 8.346 971 979 997 rBVY 1220055 2101071 34.63% 3.340%
6 8.793 1046 1055 1071 rBV 954614 1640494 27.04% 2.608%
7 9.510 1169 1177 1190 rBV 804739 1385777 22.84% 2.203%
8 10.045 1261 1268 1284 rBV 1213970 2161137 35.62% 3.435%
9 10.416 1324 1331 1345 rBV 986852 1764680 29.09% 2.805%
10 10.557 1347 1355 1371 rVV 1104522 2095552 34.54% 3.331%

11 13.704 1883 1890 1894 rBV 2147862 3287396 54.19% 5.226%
12 13.745 1894 1897 1913 rVB 733845 1078004 17.77% 1.714%
13 13.980 1928 1937 1950 rBV 2386228 3764813 62.06% 5.984%
14 14.292 1983 1990 2000 rBV2 1401692 2398060 39.53% 3.812%
15 14.504 2018 2026 2045 rBV 972054 1700701 28.03% 2.703%

16 15.151 2132 2136 2141 rBV 55154 69623 1.15% 0.111%
17 15.286 2149 2159 2166 rBV 3098016 4783614 78.85% 7.604%
18 15.416 2175 2181 2195 rBV 864917 1234721 20.35% 1.963%
19 15.527 2195 2200 2204 rBV3 45968 78464 1.29% 0.125%
20 16.010 2278 2282 2290 rBV 84741 156856 2.59% 0.249%

21 16.804 2413 2417 2423 rBV2 86214 128312 2.11% 0.204%
22 17.039 2451 2457 2467 rBV 1992509 2962027 48.82% 4._.708%
23 17.139 2467 2474 2485 rVB2 3557034 5386065 88.78% 8.561%

24 19.068 2798 2802 2805 rBV 46556 66072 1.09% 0.105%
25 19.104 2805 2808 2815 rVB 48036 64561 1.06% 0.103%
26 19.327 2840 2846 2852 rBV 45774 70184 1.16% 0.112%

27 19.439 2858 2865 2879 rBV 4150423 6066783 100.00% 9.643%
28 20.956 3118 3123 3132 rBV 370736 716521 11.81% 1.139%
29 21.151 3153 3156 3161 rVB 69175 78453 1.29% 0.125%
30 21.233 3164 3170 3175 rBV 2220758 2961888 48.82% 4._.708%

31 21.815 3266 3269 3272 rBV 72995 86385 1.42% 0.137%
32 21.851 3273 3275 3282 rVB7 55629 89109 1.47% 0.142%
33 22.268 3341 3346 3358 rBV 368344 553013 9.12% 0.879%
34 22.398 3363 3368 3374 rVB 389354 527159 8.69% 0.838%
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LSC Area Percent Report

Data Path : V:\HPCHEM1\BNA M\DATA\BMO70916\
Data File : BM006362.D

Aca On : 08 Jul 2016 22:18

Operator : UM/SJ

Sample : H3861-09

Misc :

ALS Vial : 10 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\SOMO2.2-EPA-BM070216.M
SVOA CALIBRATION

Method
Title

35 22.768 3427 3431 3438 rBV2 165469 245208 4._.04% 0.390%
36 23.303 3515 3522 3537 rVB2 2284023 4639305 76.47% 7.374%
37 23.445 3539 3546 3557 rVB 1226600 2398926 39.54% 3.813%

38 23.950 3627 3632 3643 rVB 154577 309843 5.11% 0.493%
39 24.686 3753 3757 3772 rVB4 109363 353880 5.83% 0.563%

Sum of corrected areas: 62910636
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title :

TIC Library :

LSC Report - Integrated Chromatogram

> V:\HPCHEM1\BNA M\DATA\BM0O70916\
: BM006362.D

: 08 Jul 2016 22:18

: UM/SJ

: H3861-09

- 10 Sample Multiplier: 1

: Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM070216 .M
SVOA CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BM006362.D
4000000
3000000
2000000
8.35 10.05
10 56
1000000 682 7.18 8.7 9.51 10
6.98| 7.64 i
O e e e e e e e e e e ey
Time--> 300 350 400 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BM006362.D
4000000 19144
17.14
15.29
3000000
13.98
13.70
2000000 17.qe
14.29
14.50
1000000 .
147 15.42
1§_1J5 5.53 16.01 16.80 Jmoma.j
O e B I I e o B e N N R I e e R R T A e R
Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM006362.D
4000000
3000000
2123 23.30
2000000
03.44
1000000
2222740
20.96
22.77 23.95
215 2L i J S - N
O L o L B B B g B e
Time--> 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA M\DATA\BMO70916\
Data File : BM006362.D

Aca On : 08 Jul 2016 22:18

Operator : UM/SJ

Sample : H3861-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM070216.M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 (DEL) Alkane: Cyclic20.96 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.96 4.84 ng/ul 716521 Chrysene-di12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 97
2 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
4 2- Chloropropionic acid. hexadec... 332 C19H37Cl102 086711-81-1 91
5 1-Docosene 308 C22H44 001599-67-3 91
Abundance Scan 3124 (20.962 min): BM006362.D (-3118) (-) m/z 57.10 100.00%
5000
111
NN AR SRR
3 J 139 296 20.60 20.80 21.00 21.20
ol A ler 192 226 283 %6 s 4310 90.91%
m/z--> 50 100 150 200 250 300 350
Abundance #106398: 5-Eicosene, (E)-
55
83
5000 RVUNALUUAR L IS B
20.60 20.80 21.00 21.20
29 111 m/z 55.10 88.53%
Ll || 1% 167 106 223 252 280
m/z--> 50 100 150 200 250 300 350
Abundance
57
83 20.60 20.80 21.00 21.20
5000 m/z 83.10 82.43%
111
29
o 139 169 191210 238 e5083
m/z--> 50 100 150 200 250 300 350
Abundance #152927: Trichloroacetic acid, hexadecy! ester R T T T
3 20.60 20.80 21.00 21.20
69 m/z 97.05 75.16%
97
5000
‘ }125
0‘2 ‘ J il l\ul‘\.ll 196|2|2‘}| — e L S e
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 : V:\HPCHEM1\BNA M\DATA\BMO70916\
Data File : BM006362.D

Aca On : 08 Jul 2016 22:18

Operator : UM/SJ

Sample : H3861-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM070216.M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.27 3.73 ng/ul 553013 Chrysene-di12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 72
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 62
3 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 58
4 7Z-8-Methvl-9-tetradecenoic acid 240 C15H2802 1000130-84-5 53
5 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 49
Abundance Scan 3346 (22.268 min): BM006362.D (-3341) (-) m/z 59.00 100.00%
59
5000 }\
T 2 00 2130 2240 2260
3 154 : : : :
o AR 182208 292 294320843 415 | hyz 72.00  68.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #106874: 9-Octadecenamide, (2)-
59
5000
22.00 22.20 22.40 22.60
m/z 55.10 60.89%
L% Users 184 220 253 20
m/z--> 50 100 150 200 250 300 350 400
Abundance
59
| 22.00 22.20 22.40 22.60
5000 m/z 57.10 56.42%
29 8 337
0 105, 154 184206 234254276 308
m/z--> 50 100 150 200 250 300 350 400
Abundance #106876: 9-Octadecenamide, (2)- L L et LA
59 22.00 22.20 22.40 22.60
m/z 43.05 56.30%
126 281
o Ly s s ooz T e A
m/z--> 50 100 150 200 250 300 350 400 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA M\DATA\BMO70916\
Data File : BM006362.D

Aca On : 08 Jul 2016 22:18

Operator : UM/SJ

Sample : H3861-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM070216.M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Squalene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.40 4.39 ng/ul 527159 Perylene-di12 23.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 90
3 .psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 83
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 80
5 2,6,10,14,18,22-Tetracosahexaene. .. 410 C30H50 000111-02-4 72
Abundance Scan 3368 (22.398 min): BM006362.D (-3363) (-) m/z 69.10 100.00%
69
o J\_j\
41 A e
09137 22.00 22.20 22.40 22.60 22.80
ob b d L30Ty 180 231 281 35 367 0778110 52.89%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158503: Squalene
69
5000 AUV
22.00 22.20 22.40 22.60 22.80
41 m/z 41.10 26.08%
o ““}MH d 191 231 273301 341368 410
| UL B IIIII rrrryrrTTpTTTTIT T T T T T T T T T T T T T
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
69
22.00 22.20 22.40 22.60 22.80
5000, m/z 95.05 13.00%
137
ol13 09 191 231 273 341368 410
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #170954: .psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,... AR AR R
69 22.00 22.20 22.40 22.60 22.80
m/z 68.05 12.21%
5000
a1 137
o | | L4y, 1oL 245273301 341368 409437 477505 546
mz-> 0 50 100 150 200 250 300 350 400 450 500 séo 22.00 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA M\DATA\BMO70916\
Data File : BM006362.D

Aca On : 08 Jul 2016 22:18

Operator : UM/SJ

Sample : H3861-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM070216.M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.77 2.04 ng/ul 245208 Perylene-di12 23.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 81
2 Heptadecane 240 C17H36 000629-78-7 74
3 Docosane 310 C22H46 000629-97-0 74
4 Octadecane 254 C18H38 000593-45-3 74
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 74
Abundance Scan 3431 (22.768 min): BM006362.D (-3427) (-) m/z 57.10 100.00%
g7
13 141 169 252 22.40 22.60 22.80 23.00
oLk .J [rulghaes 2w CfT oes 325 36T 429 S T G A 4%,
m/z--> 50 100 150 200 250 300 350 400
Abundance #142113: Heptadecane, 9-octyl-
57
5000 85 DAL
22.40 22,60 22.80 23.00
m/z 43.05 60.24%
Otk L | M1%3‘ ‘1‘169 197 %3 267 204 323 352
m/z--> 50 100 150 200 2éo 300 350 400
Abundance
57
85 22.40 22.60 22.80 23.00
5000 m/z 85.10 47 .65%
29
. 113 141 169 197 240
mz-> 50 100 150 200 250 300 350 400
Abundance #123096: Docosane A SR MR
57 22.40 22.60 22.80 23.00
m/z 55.05 25.15%
113
ol b T 18 211 200 67 30
m/z--> 50 100 150 ﬁ 250 300 350 400 22.40 22,60 22.80 23.00
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA M\DATA\BMO70916\
Data File : BM006362.D

Aca On : 08 Jul 2016 22:18

Operator : UM/SJ

Sample : H3861-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM070216.M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 5
R.T. EstConc Area Relative to ISTD R.T.
23.95 2.58 ng/ul 309843 Perylene-di12 23.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Tetracosane 338 C24H50 000646-31-1 90
3 Docosane. 7-hexvl- 394 C28H58 055373-86-9 87
4 Nonacosane 408 C29H60 000630-03-5 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 3632 (23.950 min): BM006362.D (-3627) (-) m/z 57.10 100.00%
57
5000 85 aw\_m.,vv~,w]\gf\»\mwdx_,,
3 | 11}3 141 169 197 225 253 205 327 355 2360 2380 2000 2420
ol D BT TR0 225 8 295 827 355 m/z 71.10 68.00%
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57
85
5000 NN AU B
23.60 23.80 24.00 24.20
m/z 43.10 60.09%
29 113
0 \‘ Al ‘\ “\ ‘hw h‘ H‘ l 1?1\16‘9 197 225 253 296
m/z--> 55 160 1%0 260 2éo 360 3éo '
Abundance
57
23.60 23.80 24.00 24.20
5000 P m/z 85.05 50.84Y%
29
o 113 141 169 197 225 253 281 309 338
m/z--> 55 160 1%0 260 2éo 300 3éo '
Abundance #155180: Docosane, 7-hexyl- e R a R
57 23.60 23.80 24.00 24.20
m/z 55.10 23.59%
- 1 WW\F]\/W
113 182
oL 3 “,‘j 717496177 211 239 267 %9 337 363 302
m/z--> 5'0 1(')0 1&1,0 2(')0 25'30 3(')0 3&'30 ' 23.|60 23.|80 24.'00 24.'20 '
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA M\DATA\BMO70916\
Data File : BM006362.D

Aca On : 08 Jul 2016 22:18

Operator : UM/SJ

Sample : H3861-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM070216.M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24.69 2.95 ng/ul 353880 Perylene-di12 23.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 72
2 Octacosane 394 C28H58 000630-02-4 72
3 Tetradecane 198 C14H30 000629-59-4 72
4 Docosane. 7-butvl- 366 C26H54 055282-15-0 72
5 Pentadecane 212 C15H32 000629-62-9 64
Abundance Scan 3758 (24.692 min): BM006362.D (-3753) (-) m/z 57.10 100.00%
57
85
5000
18 199,0,213 01275 o s "9A40 2460 2450 25,00
O m/z 43.10 82.62%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #169089: Hexatriacontane
57
5000 RIS BRI BN U U
85 24.40 24.60 24.80 25.00
29 m/z 71.10 70.23%
ol | “h‘khﬁﬁ3}ﬂ11§9197225253281309337 379 421449477 506
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
' 24.40 24.60 24.80 25.00
5000 g5 m/z 85.10 61.75%
o 29 113141169197 225 253 281 300 337365 394
mz-> 0 50 100 150 200 250 300 350 400 450 500
I I I I

Abundance #55008: Tetradecane e e e
24.40 24.60 24.80 25.00

m/z 55.10 42 _.35%

5000

3

113141169 198

T T I T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 24.40 24.60 24.80 25.00
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Tentatively ldentified Compound (LSC) summary

Data Path : V:\HPCHEM1\BNA_M\DATA\BMO70916\
Data File : BM006362.D

Acq On : 08 Jul 2016 22:18

Operator : UM/SJ

Sample - H3861-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM070216.M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
(DEL) Alkane: Cyc... 20.96 4.8 ng/ul 716521 5 21.23 2961890 20.0
9-Octadecenamide, ... 22.27 3.7 ng/ul 553013 5 21.23 2961890 20.0
Squalene 22.40 4.4 ng/ul 527159 6 23.44 2398930 20.0
(DEL) Alkane: Str... 22.77 2.0 ng/ul 245208 6 23.44 2398930 20.0
(DEL) Alkane: Str... 23.95 2.6 ng/ul 309843 6 23.44 2398930 20.0
(DEL) Alkane: Str... 24.69 3.0 ng/ul 353880 6 23.44 2398930 20.0
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