LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70316\
Data File : BM006242.D

Acq On : 03 Jul 2016 19:47

Operator : UM/SJ

Sample : H3797-02

Misc :

ALS Vial : 18 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\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 height area % max. total

2.828 36 41 53 rBV 1019710 1821396 27.45% 1.880%
3.422 138 142 153 rBV 468894 650200 9.80% 0.671%
720 733 rBVY 1535951 2656173 40.02% 2.742%
6.987 741 748 760 rBV 1259310 2008492 30.26% 2.073%
7.181 774 781 795 rBV 1554972 2596250 39.12% 2.680%
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7.563 841 846 852 rBV 37947 71662 1.08% 0.074%
7.645 852 860 869 rvv 1104471 1786558 26.92% 1.844%
909 918 rVB 39922 80460 1.21% 0.083%
8.351 972 980 998 rBV 1921268 3305739 49.81% 3.413%
8.798 1048 1056 1070 rBV 1620198 2721132 41.00% 2.809%

O © o~ O
\l
©
w
D
©
O
o

11 9.516 1170 1178 1194 rVB 1363933 2364021 35.62% 2.441%
12 10.051 1262 1269 1290 rBV 1866604 3348098 50.45% 3.456%
13 10.428 1324 1333 1348 rBV 1545174 2694639 40.60% 2.782%
14 10.569 1348 1357 1370 rBV 1704326 3121448 47.03% 3.222%
15 13.186 1797 1802 1811 rBV3 34092 69913 1.05% 0.072%

16 13.710 1884 1891 1895 rBV 3045770 4532005 68.29% 4.679%
17 13.751 1895 1898 1909 rVvB 1751512 2641807 39.81% 2.727%
18 13.986 1926 1938 1950 rBV 3499441 5578378 84.06% 5.759%
19 14.298 1983 1991 2001 rBV2 2044584 3317889 49.99%% 3.425%
20 14.510 2020 2027 2044 rBV 1172532 1900621 28.64% 1.962%

21 15.157 2133 2137 2144 rVB 64970 82506 1.24% 0.085%
22 15.292 2153 2160 2169 rBV 4207111 6397349 96.40% 6.604%
23 15.421 2176 2182 2193 rBV 1321482 1843412 27.78% 1.903%
24 15.533 2196 2201 2210 rVB3 58379 124597 1.88% 0.129%
25 16.021 2279 2284 2291 rBV 88107 168036 2.53% 0.173%

26 16.810 2414 2418 2424 rBV 224455 329026 4._.96% 0.340%
27 17.045 2452 2458 2465 rBV 2356419 3536285 53.29% 3.651%
28 17.145 2468 2475 2486 rVB2 4148621 6481923 97.67% 6.692%
29 17.351 2506 2510 2516 rVB3 52308 78868 1.19% 0.081%
30 17.551 2539 2544 2553 rVB 207075 324558 4_89% 0.335%

31 17.721 2569 2573 2579 rVB2 74693 112487 1.69% 0.116%
32 18.421 2688 2692 2700 rVB2 118837 165240 2.49% 0.171%
33 18.880 2765 2770 2777 rBV2 118520 193618 2.92% 0.200%
34 19.327 2843 2846 2853 rVB 51356 70140 1.06% 0.072%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70316\
Data File : BM006242.D

Acq On : 03 Jul 2016 19:47

Operator : UM/SJ

Sample : H3797-02

Misc :

ALS Vial : 18 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
Title

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

35 19.445 2859 2866 2873 rBV2 4604975 6636445 100.00% 6.851%

36 19.998 2956 2960 2965 rVB 199235 236174 3.56% 0.244%

37 20.556 3051 3055 3060 rVB3 68612 97995 1.48% 0.101%
38 20.650 3066 3071 3075 rBV 310998 404003 6.09% 0.417%
39 20.692 3075 3078 3081 rVB2 61075 71910 1.08% 0.074%

40 20.845 3099 3104 3108 rBV 195817 246425 3.71% 0.254%

41 20.886 3108 3111 3118 rVB5 72799 93528 1.41% 0.097%
42 20.956 3119 3123 3125 rVV 591739 774166 11.67% 0.799%
43 20.986 3125 3128 3133 rVV 790612 1024885 15.44% 1.058%
44 21.033 3133 3136 3143 rVV 228169 278470 4._.20% 0.287%
45 21.239 3166 3171 3177 rVV 2736354 3535839 53.28% 3.650%

46 21.309 3179 3183 3188 rVB2 263455 315357 4._75% 0.326%
47 21.821 3267 3270 3271 rBV 149392 143633 2.16% 0.148%
48 21.844 3271 3274 3282 rVV 331851 646776 9.75% 0.668%
49 21.915 3282 3286 3291 rVB 212347 263134 3.96% 0.272%
50 22.280 3344 3348 3353 rVB 85032 111219 1.68% 0.115%

51 22.403 3364 3369 3380 rBvV 428131 627654 9.46% 0.648%
52 22.515 3385 3388 3394 rVBS8 65860 89708 1.35% 0.093%
53 22.774 3427 3432 3437 rBV 334537 523188 7.88% 0.540%
54 22.833 3437 3442 3450 rVB2 172819 358086 5.40% 0.370%
55 23.315 3516 3524 3535 rVB2 3047356 6031416 90.88% 6.227%

56 23.450 3540 3547 3554 rBV 1721569 3323566 50.08% 3.431%
57 23.968 3629 3635 3644 rVB 189212 369147 5.56% 0.381%
58 24.062 3647 3651 3661 rVB5 88839 239094 3.60% 0.247%
59 24.697 3754 3759 3765 rBV2 142936 283198 4.27% 0.292%
60 26.621 4080 4086 4102 rVB9 250782 792628 11.94% 0.818%

61 27.332 4198 4207 4226 rVB3 624158 2172792 32.74% 2.243%

Sum of corrected areas: 96865362
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70316\
Data File : BM006242.D

Acq On : 03 Jul 2016 19:47

Operator : UM/SJ

Sample : H3797-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM006242.D

4000000
3000000

2000000 8.35 10.05
10,57

6.82 7.18 8.80 10.
6.99 9.52

283 7.65
1000000

3.42
7. 7.93

R R T s . SEUSR L1 S Y+ d (L SN L SRS SSHMBUMIN | KSR L MU L U

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BM006242.D

15.29 17.14

19.44
4000000
13.99

13.71
3000000

17.04

14.30
2000000 18.75

15.42
1000000

18.42 18.88 193

. 13.19 17.348772

LA L L L L BB
Time--> 12.00 12.50 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: BM006242.D

4000000

23.31

3000000 21.24

2000000 $3.45

1000000

O T T e O I S e T I B e S

Time--> 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 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\BMO70316\
Data File : BM006242.D

Acq On : 03 Jul 2016 19:47

Operator : UM/SJ

Sample : H3797-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM070216 .M
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: Cyclic2.83 Concentration Rank 1

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

2.83 20.39 ng/ul 1821400 1,4-Dichlorobenzene-d4 7.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane 84 C6H12 000110-82-7 91
2 Cyclohexane 84 C6H12 000110-82-7 91
3 Cyclohexane 84 C6H12 000110-82-7 91
4 Cyclohexane 84 C6H12 000110-82-7 90
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 72

Abundance Scan 41 (2.828 min): BM006242.D (-36) (-) m/z 56.05 100.00%
56
84
41
5000
‘ 69 \\_
——— P ———
280 300 320
50
...,....,....,....,....;I'...i-.'! ST Tm/z 84.05  69.32%
m/z--> 0 10 20 30 40 5 60 70 80 90
Abundance #1436: Cyclohexane
56 84
5000 41 N L R R R
69 280 300 320
. ‘ m/z 41.05 55.52%
T T '|'%§'| "J*\"' wij"'i“‘l"l§?'” |"??|'“"'|""|
m/z--> 0 10 20 30 40 50 60 70
Abundance
56
41 84 \\7"|""|""|"
280 300 320
5000 m/z 55.05 37.56%
27 69
15 50 63 77
L UL SRR UL S UL SO SN UL I IR
m/z--> 0 10 20 30 40 50 60 70
Abundance #1434: Cyclohexane %. R e e o e
56 280 300 320
41 84 m/z 69.05 27.76%
5000 7
69
15
T "|?"' |"M'| "l'h"' .}j...ﬁQ‘l‘.,??.u‘,..??,.u‘..,....,
m/z--> 0 10 20 30 40 5 60 70 80 90 280 300 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70316\
Data File : BM006242.D

Acq On : 03 Jul 2016 19:47

Operator : UM/SJ

Sample : H3797-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM070216 .M
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 Isopropyl Alcohol Concentration Rank 3

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

3.42 7.28 ng/ul 650200 1,4-Dichlorobenzene-d4 7.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 56
2 Propylene Glycol 76 C3H802 000057-55-6 47
3 Isopropyl Alcohol 60 C3H80 000067-63-0 9
4 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9
5 Propylene Glycol 76 C3H802 000057-55-6 9

Abundance Scan 142 (3.422 min): BM006242.D (-138) (-) m/z 45.00 100.00%
45
5000 A\_
S
3841 535761 g9 75 83 88 3.00 3.20 3.40 3.60 3.80
LA AR LA A AR AL AR Ldn) AR L skl AT Aadad Nt el A A m/z 43.00 19.91%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #288: Isopropy! Alcohol
45
5000
3.00 3.20 3.40 3.60 3.80
27 m/z 61.00 6.73%
B s gt 59
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
45
300 320 340 3.60 380
5000 m/z 44.00 5.08%
29 61
1519 25 | |33 3841 53 57 7376
RS St LR NRRN) SALY KRN LR AAS LA SURRE RALL) SAL) LARANRRRA) RALAA AL LARSA A L
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #286: Isopropyl Alcohol T T T T T
45 3.00 3.20 3.40 3.60 3.80
m/z 41.95 3.56%
5000
1519 Mo gt o
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 | | 3,00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70316\
Data File : BM006242.D

Acq On : 03 Jul 2016 19:47

Operator : UM/SJ

Sample : H3797-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM070216 .M
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 unknown-01 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.65 2.29 ng/ul 404003 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Longipinane, (E)- 206 C15H26 1000156-14-5 47
2 (+)-(2)-Longipinane 206 C15H26 1000156-12-3 35
3 1,1,4a,6-Tetramethyl-5-(phenylth._._. 314 C21H30S 155191-62-1 30
4 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 000473-13-2 25
5 Disulfide, diphenyl 218 C12H10S2 000882-33-7 14
Abundance Scan 3071 (20.650 min): BM006242.D (-3066) (-) m/z 109.10 100.00%
9

5000

20.40 20.60 20.80 21.00
m/z 95.10 71.95%

2624 265081

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #60291: Longipinane, (E)-
109
5000 41 LA L L L L L L LB
81 20.40 20.60 20.80 21.00
135 m/z 189.20 67.90%
6! 163 179 206
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
109
41 20.40 20.60 20.80 21.00
5000 82 m/z 55.10 58.79%
135
163 206
6% 187

Wmmmwmwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #125215: 1,1,4a,6-Tetramethyl-5-(phenylthio)methyl-1,2,3,4... S A B as EnEe e
20.40 20.60 20.80 21.00

m/z 313.30 56.68%

5000

314

237 256 281 N
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70316\
Data File : BM006242.D

Acq On : 03 Jul 2016 19:47

Operator : UM/SJ

Sample : H3797-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM070216 .M
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: Cyclic20.96 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.96 4_.38 ng/ul 774166 Chrysene-di2 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 92
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
3 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 91
4 1-Hexadecanesulfonyl chloride 324 C16H33CI102S 038775-38-1 91
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 87
Abundance Scan 3124 (20.962 min): BM006242.D (-3119) (-) m/z 57.10 100.00%
57 H
83
5000
20.60 20.80 21.00 21.20
3 139
=L oy J09 196 239 280 856 /7 43.05  78.06Y%
m/z--> 50 100 150 200 250 300 350
Abundance #89785: 5-Octadecene, (E)-
55
83
5000 USRI SRR
20.60 20.80 21.00 21.20
29 111 m/z 55.10 63.60%
\\, L ,H\,ml ] 139 168 105 224 282
m/z--> 50 100 150 200 250 300 350
Abundance
57
83 20.60 20.80 21.00 21.20
5000 m/z 71.05 57.22%
29 111
Al g R T 22 e
m/z--> 50 100 150 200 250 300 350
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57 20.60 20.80 21.00 21.20
83 m/z 83.10 55.00%
5000 /w\kfvvwﬁﬁ—dﬂ\kn—-ﬁdxpﬁm
111
29
ey H | L0 168 101210 28 g3 |
LN B B N N B BN B [ B B B S NN BN N B B NN B B B B EN B B N LI B B B —v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr
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 : Z:\HPCHEM1\BNA_M\DATA\BMO70316\
Data File : BM006242.D

Acq On : 03 Jul 2016 19:47

Operator : UM/SJ

Sample : H3797-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM070216 .M
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 unknown-02 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.99 5.80 ng/ul 1024890 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dispiro[2.2.5.0]Jundecan-4-one, 5... 220 C15H240 1000152-13-8 27
2 5,9-Undecadien-2-ol, 2,6,10-trim... 210 C14H260 021980-62-1 27
3 [2-(1-butenyl)-2,2-dimethylcyclo... 163 C11H17N 1000111-15-4 25
4 4,8,12,16-0Octadecatetraen-1-ol, ... 318 C22H380 1000142-00-0 22
5 4-(1,3,3-Trimethyl-bicyclo[4.1.0... 206 C14H220 077143-31-8 22
Abundance Scan 3129 (20.992 min): BM006242.D (-3125) (-) m/z 123.10 100.00%

123

5000

20.60 20.80 21.00 21.20 21.40
m/z 109.10 89.14%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #69539: Dispiro[2.2.5.0]undecan-4-one, 5,5-diethyl-
123
81 152
41
5000 191
20.60 20.80 21.00 21.20 21.40
107 m/z 149.10 79.49%
6! 17 220
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
123
69
41 20.60 20.80 21.00 21.20 21.40
5000 m/z 163.10 78.20%
192
95 149
167 210

mmmmmmwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #31269: [2-(1-butenyl)-2,2-dimethylcyclopropyl]acetonitrile
3

20.60 20.80 21.00 21.20 21.40
m/z 95.10 77.82%

5000

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 20.60 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70316\
Data File : BM006242.D

Acq On : 03 Jul 2016 19:47

Operator : UM/SJ

Sample : H3797-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM070216 .M
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: Cyclic21.84 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.84 3.66 ng/ul 646776 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Nonadecene 266 C19H38 031035-07-1 80
2 1-Nonadecene 266 C19H38 018435-45-5 70
3 1l-Hexadecene, 16-bromo- 302 C16H31Br 118625-56-2 64
4 1-Heptadecanol 256 C17H360 001454-85-9 52
5 1-Hexadecanol 242 C16H340 036653-82-4 49
Abundance Scan 3273 (21.839 min): BM006242.D (-3271) (-) m/z 83.10 100.00%
55 88
UL SN SRR SR B
139 167 209 95 281 21.60 21.80 22.00 22.20
—_— -,'.'!' gL 08T 20 e s 415 Tee 10 92,870
m/z--> 50 100 150 200 250 300 350 400
Abundance #98168: 9-Nonadecene
55
50007 g LR BRI BRI I U
111 2160 21.80 22.00 22.20
‘ m/z 97.10  84.65%
266
..“.‘.‘l‘ M M \‘ “1:‘39‘167.|...23.8.‘...l....l....l..
m/z--> 50 200 250 300 350 400
Abundance
43 97
69 UL PN SRR SR B
21.60 21.80 22.00 22.20
5000 m/z 69.10 77 .85%
125
15 154 182 210 238 266
m/z--> 50 100 150 200 250 300 350 400
Abundance #118561: 1-Hexadecene, 16-bromo- B B A
55 21.60 21.80 22.00 22.20
83 m/z 111.10 47 .92%
5000
29 111 148
--“-‘-.‘- | j,ill,J,Ml.,ul,?fi,%O?,z?% 00 W
m/z--> 50 100 150 200 250 300 350 400 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70316\
Data File : BM006242.D

Acq On : 03 Jul 2016 19:47

Operator : UM/SJ

Sample : H3797-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM070216 .M
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 7 Squalene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.40 3.78 ng/ul 627654 Perylene-di12 23.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 007683-64-9 91
2 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 83
3 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 78
4 Trideca-1,7,11-triene-1,1-dicarb... 270 C18H26N2 1000161-46-0 59
5 1,5,9-Decatriene, 2,3,5,8-tetram... 192 Cl14H24 230646-72-7 59
Abundance Scan 3368 (22.397 min): BM006242.D (-3364) (-) m/z 69.10 100.00%
6o
5000
41
95
137 22.00 22.20 22.40 22.60 22.80
ol | a g d g pa (163 192217 253273205 327 355 415 | n75 81,05  47.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69
s000{ 4 AUV
22.00 22.20 22.40 22.60 22.80
o5 m/z 41.05 25.35%
‘q‘\““d 417 m ‘161 191 217 273299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
22.00 22.20 22.40 22.60 22.80
5000 41 m/z 95.10 12.89%
B 1
113 | 161 192 519 247 273 316
m/z--> 50 100 150 200 250 300 350 400
Abundance #61615: 7,11-Dimethyldodeca-2,6,10-trien-1-ol BN B e R
69 22.00 22.20 22.40 22.60 22.80
m/z 68.10 11.73%
5000
41
95
il \‘ | i i 1513‘7 16\5 193
m/z--> 50 100 150 200 250 300 350 400 22.00 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70316\
Data File : BM006242.D

Acq On : 03 Jul 2016 19:47

Operator : UM/SJ

Sample : H3797-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM070216 .M
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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.77 3.15 ng/ul 523188 Perylene-di12 23.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Eicosane 282 C20H42 000112-95-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
Abundance Scan 3431 (22.768 min): BM006242.D (-3427) (-) m/z 57.10 100.00%
57
5000 85 lﬁ
AN UL IR
113 449 22.40 22.60 22.80 23.00
— | ,I. WA AT teo191o1 230 281 s27 867 | i 7110 66.79%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57
5000 KNTTﬁ""l"' N IUNREE
85 22.40 22.60 22.80 23.00
29 m/z 43.05 58.55%
S0 e - .- S
m/z--> 50 100 150 200 250 300 350
Abundance
57
I I I

85 22.40 22.60 22.80 23.00
5000 m/z 85.10 46.58%
113
29 141 169 197 225 953 282
L e e B e e e B e L O S B |
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane L L L L B
57 22.40 22.60 22.80 23.00
m/z 55.10 22.07%
29
] | (M3 141 169 197 225 253 281 309 337 365 394

T T T T I
m/z--> 50 100 150 200 250 300 350 22.40 22.60 22.80 23.00

SOM02 .2-EPA-BM0O70216.M Tue Jul 05 05:34:07 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70316\
Data File : BM006242.D

Acq On : 03 Jul 2016 19:47

Operator : UM/SJ

Sample : H3797-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM070216 .M
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 9 (DEL) Alkane: Cyclic22.83 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.83 2.15 ng/ul 358086 Perylene-d12 23.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 1-Nonadecene 266 C19H38 018435-45-5 83
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 81
4 Acetic acid, chloro-, octadecyl ... 346 C20H39CI102 005348-82-3 80
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 76
Abundance Scan 3442 (22.833 min): BM006242.D (-3437) (-) m/z 57.10 100.00%
57 83
5000 111 i [
A NI LN BN SU
139 167 907 268 22.60 22.80 23.00 23.20
,d-J U m/z 55.05 94.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #98169: 1-Nonadecene
57 83
5000 11 R NI SRR BN SUR
29 22.60 22.80 23.00 23.20
139 266 m/z 83.10 90.52%
e -“. 1\_‘\\‘, e
m/z--> 50 100 150 200 250 300 350 400
Abundance
43 97
69 R U SRR BN SUR
22.60 22.80 23.00 23.20
5000 m/z 43.05 87.26%
125
15 154 182 210 238 266
m/z--> 50 100 150 200 250 300 350 400 /
Abundance #152927: Trichloroacetic acid, hexadecy! ester A B B s o B
22.60 22.80 23.00 23.20
69 m/z 97.05 84 .93%
97
5000
125
J i [T ‘L l15.3 196 224
m/z--> 50 100 150 200 250 300 350 400 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70316\
Data File : BM006242.D

Acq On : 03 Jul 2016 19:47

Operator : UM/SJ

Sample : H3797-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM070216 .M
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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.97 2.22 ng/ul 369147 Perylene-di12 23.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Triacontane 422 C30H62 000638-68-6 87
3 Nonacosane 408 C29H60 000630-03-5 87
4 Docosane 310 C22H46 000629-97-0 87
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 87
Abundance Scan 3635 (23.968 min): BM006242.D (-3629) (-) m/z 57.10 100.00%
g7
- T /\M/k/\\w
113 207 23.60 23.80 24.00 24.20
141 169 : : : :
..3.,.J. AT 160 ) 231258 285 342 401 m/z 71.10 71.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane
57
5000 85 IUABUAUVARAUUREE &
23.60 23.80 24.00 24.20
29 m/z 43.10 55.33%
‘ L i H113‘141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
23.60 23.80 24.00 24.20
5000 85 m/z 85.05 50.26%
13 94
29 169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane A BRI o e e
7 23.60 23.80 24.00 24.20
m/z 55.10 22.10%
h I MWMMMNﬂNWNNq/\V/\MAkfkfkkﬁA
D1 M |4 169 197 225 253 281 309 337 365 408
m/z--> 50 100 150 2(')0 250 300 350 400 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70316\
Data File : BM006242.D

Acq On : 03 Jul 2016 19:47

Operator : UM/SJ

Sample : H3797-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM070216 .M
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 11 1S,2S,5R-1,4,4-Trimethyltri... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
26.62 4.77 ng/ul 792628 Perylene-di12 23.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1S,2S,5R-1,4,4-Trimethyltricyclo... 204 C15H24 1000140-07-5 60
2 1H-Cyclopropa[a]naphthalene, 1la,... 204 C15H24 1000147-32-8 58
3 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1000140-07-7 49
4 Azulene, 1,2,3,4,5,6,7,8-octahyd... 204 C15H24 003691-12-1 43
5 .beta.-Humulene 204 C15H24 000116-04-1 43
Abundance Scan 4086 (26.621 min): BM006242.D (-4080) (-) m/z 55.05 100.00%
95 133 204
5000
" 26.40 26,60 26.80 27.00
m/z 204.20 94 .66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58760: 1S,2S,5R-1,4,4-Trimethyltricyclo[6.3.1.0(2,5)]dode...
9
41
148 204
2000 119 26.40 26.60 26.80 27.00
m/z 95.10 90.48%
L
‘I‘ ‘IH\I\ .‘M. \i .“ .“. ||
m/z--> 50 100 150 200 250 300 350 400
Abundance
161 189
105 26.40 26.60 26.80 27.00
41 )
5000 133 m/z 133.05 88.72%
81
mz-> 50 100 150 200 250 300 350 400
Abundance #58755: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10... ERammEEs e
204 26.40 26.60 26.80 27.00
m/z 107.10 75.40%
5000 o
n 123 171
. A [
W
m/z--> 50 100 150 200 250 300 350 400 26.40 26.60 26.80 27.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70316\
Data File : BM006242.D

Acq On : 03 Jul 2016 19:47

Operator : UM/SJ

Sample : H3797-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM070216 .M
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 12 Lup-20(29)-en-3-one Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

27 .33 13.08 ng/ul 2172790 Perylene-d12 23.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 97
2 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 93
3 D:C-Friedoolean-8-en-3-one 424 C30H480 022611-26-3 90
4 Azulene, 1,2,3,5,6,7,8,8a-octahy... 204 C15H24 003691-11-0 46
5 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 000473-13-2 44

Abundance Scan 4207 (27.332 mm) BM006242.D (-4198) (-) m/z 95.10 100.00%

5000

%

27.00 27.20 27.40 27.60
m/z 109.10  97.86%

m/z--> 50 100 150 200 250 300 350 400
Abundance #160959: Lup-20(29)-en-3-one
205
109

424

-

5000

27.00 27.20 27.40 27.60
m/z 205.20 96.83%

m/z--> 50 100 150 200 250 300 350 400
Abundance
124 205
_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—r
424 27.00 27.20 27.40 27.60
5000 m/z 55.05 95.84%
149 245 314
175
103 271 342 382
AL A S e B e
m/z--> 50 100 150 200 250 300 350 400
Abundance #160967: D:C-Friedoolean-8-en-3-one A E
205 27.00 27.20 27.40 27.60
m/z 93.10 85.44Y%
257
5000
121 149 424
m/z--> 50 100 150 200 250 300 350 400 27. 00 27 20 27. 40 27.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70316\
Data File : BM006242.D

Acq On : 03 Jul 2016 19:47

Operator : UM/SJ

Sample : H3797-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM070216 .M
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... 2.83 20.4 ng/ul 1821400 1 7.65 1786560 20.0
Isopropyl Alcohol 3.42 7.3 ng/ul 650200 1 7.65 1786560 20.0
unknown-01 20.65 2.3 ng/ul 404003 5 21.24 3535840 20.0
(DEL) Alkane: Cyc... 20.96 4.4 ng/ul 774166 5 21.24 3535840 20.0
unknown-02 20.99 5.8 ng/ul 1024890 5 21.24 3535840 20.0
(DEL) Alkane: Cyc... 21.84 3.7 ng/ul 646776 5 21.24 3535840 20.0
Squalene 22.40 3.8 ng/ul 627654 6 23.45 3323570 20.0
(DEL) Alkane: Str... 22.77 3.1 ng/ul 523188 6 23.45 3323570 20.0
(DEL) Alkane: Cyc... 22.83 2.1 ng/ul 358086 6 23.45 3323570 20.0
(DEL) Alkane: Str... 23.97 2.2 ng/ul 369147 6 23.45 3323570 20.0
1S,25,5R-1,4,4-Tr... 26.62 4.8 ng/ul 792628 6 23.45 3323570 20.0
Lup-20(29)-en-3-one 27.33 13.1 ng/ul 2172790 6 23.45 3323570 20.0
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