LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010285.D

Aca On : 27 May 2017 20:56

Operator : SJ/MA

Sample : 13162-02

Misc :

ALS Vial : 18 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-BM052717 .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 7.116 677 685 696 rBV 538224 1041107 8.41% 0.974%
2 7.269 705 711 719 rBV 402672 637723 5.15% 0.596%
3 7.469 738 745 756 rBV 656912 1045900 8.45% 0.978%
4 7.928 816 823 834 rBVY 1665181 2655124 21.44% 2.483%
5 8.651 940 946 957 rBV 573312 942500 7.61% 0.882%
6 9.116 1018 1025 1034 rBV 514652 901337 7.28% 0.843%
7 9.828 1139 1146 1157 rBV2 449339 789165 6.37% 0.738%
8 10.357 1230 1236 1247 rBV 727949 1326462 10.71% 1.241%
9 10.733 1292 1300 1314 rBV 1944889 3332053 26.91% 3.116%
10 10.904 1322 1329 1342 rBV2 215261 521770 4.21% 0.488%

11 11.863 1486 1492 1501 rVB 203660 318714 2.57% 0.298%
12 13.974 1845 1851 1856 rBV 1466758 2068675 16.71% 1.935%
13 14.021 1856 1859 1869 rVB 212423 307997 2.49% 0.288%
14 14.262 1894 1900 1906 rBV 1478087 2196587 17.74% 2.054%
15 14.562 1943 1951 1959 rBV3 2905425 4426633 35.75% 4.140%

16 14.804 1984 1992 2004 rBV2 330063 737164 5.95% 0.689%
17 15.551 2111 2119 2128 rBV 2143123 2998719 24.22% 2.805%
18 15.674 2135 2140 2149 rBV 542510 725600 5.86% 0.679%
19 17.309 2411 2418 2428 rBV 4037151 5523472 44.61% 5.166%
20 17.403 2428 2434 2443 rVV 2293239 3383237 27.32% 3.164%

21 17.492 2446 2449 2453 rVB5 108260 137015 1.11% 0.128%
22 18.039 2537 2542 2550 rBV8 125522 227603 1.84% 0.213%
23 18.156 2557 2562 2570 rBV2 479177 735296 5.94% 0.688%
24 18.462 2608 2614 2622 rVB 648665 947475 7.65% 0.886%
25 18.739 2657 2661 2665 rBV7 102474 149021 1.20% 0.139%

26 19.050 2710 2714 2717 rBV6 122407 181035 1.46% 0.169%
27 19.092 2717 2721 2724 rVV4 266773 350264 2.83% 0.328%
28 19.127 2724 2727 2732 rVB3 412212 505025 4.08% 0.472%
29 19.368 2765 2768 2773 rVB4 294815 354950 2.87% 0.332%
30 19.421 2774 2777 2781 rBV3 252994 350212 2.83% 0.328%

31 19.692 2817 2823 2830 rBV 3526581 4725625 38.16% 4._.420%
32 20.162 2899 2903 2909 rVB 318022 391971 3.17% 0.367%
33 20.497 2957 2960 2967 rBV7 257005 512106 4.14% 0.479%
34 21.115 3057 3065 3067 rBV 1427069 2272403 18.35% 2.125%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010285.D

Aca On : 27 May 2017 20:56

Operator : SJ/MA

Sample : 13162-02

Misc :

ALS Vial : 18 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-BM052717 .M
SVOA CALIBRATION

Method
Title

35 21.433 3116 3119 3121 rBV2 385440 509547 4.11% 0.477%

36 21.468 3121 3125 3132 rVB 6689766 8164420 65.93% 7.636%
37 21.991 3210 3214 3218 rBV 1272832 1446632 11.68% 1.353%
38 22.521 3302 3304 3310 rVB4 476002 569827 4.60% 0.533%
39 22.715 3334 3337 3344 rVB3 998958 1362124 11.00% 1.274%
40 22.985 3379 3383 3390 rVB2 669236 965362 7.80% 0.903%

41 23.668 3492 3499 3508 rVB2 3154745 6463473 52.20% 6.045%
42 23.821 3519 3525 3534 rVB 4321784 8431605 68.09% 7.886%
43 23.915 3538 3541 3546 rVB4 797756 1159718 9.37% 1.085%
44 27.173 4088 4095 4110 rVB5 3298328 10270357 82.94% 9.606%
45 27.391 4125 4132 4141 rVB2 2660119 7473198 60.35% 6.990%

46 27.956 4221 4228 4244 rVB4 3784355 12383017 100.00% 11.582%

Sum of corrected areas: 106919220
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010285.D

Aca On : 27 May 2017 20:56

Operator : SJ/MA

Sample : 13162-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM052717 .M
SVOA CALIBRATION

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

Abundance TIC: BM010285.D
7000000
6000000
5000000
4000000
3000000

2000000 203 10.73

1000000 747 865 912 og3 1036

(R :
: Vil S N I

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM010285.D

7000000
6000000

5000000

17.31
4000000 19.69

3000000 14.56

15.55

2000000
13.9714.26

1000000 5.67 20.1620.5(

R e e R R I e S e =N

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: BM010285.D
21.47

7000000
23.82

6000000 27.96
5000000
4000000

3000000

2000000

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\BM052717\
Data File : BM010285.D

Aca On : 27 May 2017 20:56

Operator : SJ/MA

Sample : 13162-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM052717 .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 Tridecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

18.16 2.66 ng/ul 735296 Phenanthrene-d10 17.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 89
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
3 Tridecanoic acid 214 C13H2602 000638-53-9 55
4 Dodecanoic acid 200 C12H2402 000143-07-7 49
5 Tridecanoic acid 214 C13H2602 000638-53-9 46

Abundance Scan 2563 (18.162 min): BM010285.D (-2557) (-) m/z 73.10 100.00%

741
5000 1291 213.2

17.80 18.00 18.20 18.40
m/z 60.10 53.19%

327.0 387.1426.0 477.5518.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #72646: Tridecanoic acid
73.0
5000
29. 17.80 18.00 18.20 18.40
171 02140 m/z 55.10 52.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
60.0
17.80 18.00 18.20 18.40
5000 129.0 m/z 129.05 52.17%

171.0213.0256.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #72648: Tridecanoic acid
3.0 17.80 18.00 18.20 18.40
m/z 43.05 50.93%
5000
129.0
29. 17105149
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\BM052717\
Data File : BM010285.D

Aca On : 27 May 2017 20:56

Operator : SJ/MA

Sample : 13162-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM052717 .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 photocitral B Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.46 3.43 ng/ul 947475 Phenanthrene-d10 17.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 photocitral B 152 C10H160 006040-45-5 76
2 trans.trans-3-Ethvlbicvclol4.4.0... 166 C12H22 058462-32-1 35
3 Naphthalene. 2-butvldecahvdro- 194 C14H26 006305-52-8 35
4 3-Octvne. 2.2.7-trimethvl- 152 C11H20 055402-13-6 30
5 Benzenamine, 3-ethoxy- 137 C8H11NO 000621-33-0 25
Abundance Scan 2614 (18.462 min): BM010285.D (-2608) (-) m/z 55.05 100.00%
58.0 | 1232
5000
276.3 18.20 18.40 18.60 18.80
A 3409 4153  493.7 5484 /2 81.05 95 30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25079: photocitral B
81.0123.0
5000} 39.0 18.20 18.40 18.60 18.80
m/z 123.20 84.03%
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance
81.0 137.0
18.20 18.40 18.60 18.80
5000 m/z 69.05 77.91%
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56494: Naphthalene, 2-butyldecahydro- R BAE RS R o s e
g1o 1370 18.20 18.40 18.60 18.80
' m/z 109.10 76.01%
5000
194.0
390
L | \
m/z--> 50 160 150 200 250 300 350 400 450 500 550 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010285.D

Aca On : 27 May 2017 20:56

Operator : SJ/MA

Sample : 13162-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM052717 .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 Hexadecane, l-iodo- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.12 5.57 ng/ul 2272400 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. l-iodo- 352 C16H33l1 000544-77-4 96
2 Eilcosane 282 C20H42 000112-95-8 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Dodecane. 2-methvl- 184 C13H28 001560-97-0 87
5 Hentriacontane 437 C31H64 000630-04-6 87
Abundance Scan 3066 (21.121 min): BM010285.D (-3057) (-) m/z 71.20 100.00%
71.
5000
20.80 21.00 21.20 21.40
534.3
Obr; 3034021 4793 m/z 57.15 84.49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #184946: Hexadecane, 1-iodo-
57.0
5000
20.80 21.00 21.20 21.40
9.0 2250 m/z 85.10 69.13%
141.0
Mmoo
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0

20.80 21.00 21.20 21.40
5000 m/z 43.05 61.66%
99.0

"~ 141.0183.0225.0 282.0
LI L L B I L L L B B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane R B L B B

20.80 21.00 21.20 21.40
m/z 41.10 37.91%

5000
1 141.0183.0225.0 281.0 337.0 394.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 20. 80 21. 00 21. 20 21. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010285.D

Aca On : 27 May 2017 20:56

Operator : SJ/MA

Sample : 13162-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM052717 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.99 3.54 ng/ul 1446630 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
2 Hentriacontane 437 C31H64 000630-04-6 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 3214 (21.991 min): BM010285.D (-3210) (-) m/z 71.10 100.00%
7.1
5000
52 208.1 21.60 21.80 22.00 22.20 22.40
obrd A .'l.l.].J-, Fpy 22312042 3411 4023 A611507.254911 sz 57 10 95.42%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000

21.60 21.80 22.00 22.20 22.40
m/z 85.10 71.83%

239 0
1 F s 0183 0 281,0323.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
21.60 21.80 22.00 22.20 22.40
5000 m/z 43.10 62.17%

9.0
14101830225026703090351039304360

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane PR T
57.0 21.60 21.80 22.00 22.20 22.40

m/z 55.10 27.91%
5000
9.0

b L e e oo on000 3080 | [ D e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21 60 21. 80 22. OO 22 20 22. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010285.D

Aca On : 27 May 2017 20:56

Operator : SJ/MA

Sample : 13162-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM052717 .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 Oxirane, hexadecyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.71 3.23 ng/ul 1362120 Perylene-di12 23.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 97
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 94
3 Octadecanal 268 C18H360 000638-66-4 91
4 1.19-Eicosadiene 278 C20H38 014811-95-1 91
5 Octadecanal 268 C18H360 000638-66-4 89

Abundance Scan 3336 (22.709 min): BM010285.D (-3334) (-) m/z 82.10 100.00%

82.1

50001 41

_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'—'—I_'_'_'_'—[
281.1
355.1 4161 4754 5493 22.40 22.60 22.80 23.00
m/z 57.10 76 .66%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117618: Oxirane, hexadecyl-
82.0
5000 LA L L L L L LB L |

22.40 22.60 22.80 23.00
24.0 m/z 83.15 T4 _.72%
|

! “‘d Hh 166.0211.0 268.0

\M TR

29.
“.iWﬂh e —
mz-> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance
82.0
T T T
22.40 22.60 22.80 23.00
5000{ 290 m/z 69.10 66.76%
24.0
166. 0208 0250 0
I o AR LA S e e o o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117607: Octadecanal B e R,
43. 22.40 22.60 22.80 23.00
m/z 96.10 65.06%
96.0
5000
38. 0180 0222.0 68.0
T 00 es0 e
m/z--> 0 5 100 150 200 250 300 350 400 450 500 550 22. 40 22 60 22. 80 23.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010285.D

Aca On : 27 May 2017 20:56

Operator : SJ/MA

Sample : 13162-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM052717 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.99 2.29 ng/ul 965362 Perylene-di12 23.82
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 Hexadecane 226 C16H34 000544-76-3 90
4 2-methvlhexacosane 380 C27H56 1000376-72-7 86
5 Tetracosane 338 C24H50 000646-31-1 80
Abundance Scan 3384 (22.991 min): BM010285.D (-3379) (-) m/z 71.10 100.00%
71.1
5000
207.1
155.1 265 0 356.2 22.60 22.80 23.00 23.20 23.40
ol rded, ]ﬂ Lid, Lot iy 31319902 901.9448.2490.3936. ' "m/z  57.10  95.28%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129490: Eicosane
57.0
5000 NN AR SRR B
22.60 22.80 23.00 23.20 23.40
‘ 9.0 m/z 85.10 77 .95%
141.0
i i orzozan0 2820
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
22.60 22.80 23.00 23.20 23.40
5000 m/z 43.15 58.95%
99.0 141.0183.0005 ¢ 282.0
miz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83023: Hexadecane i B S e
57.0 22.60 22.80 23.00 23.20 23.40
m/z 207.10 28.51%
P AN A
5000

0
| , 141.0183.0226.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 22 60 22. 80 23. 00 23 20 23. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010285.D

Aca On : 27 May 2017 20:56

Operator : SJ/MA

Sample : 13162-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM052717 .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 E-2-Tetradecen-1-ol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.91 2.75 ng/ul 1159720 Perylene-d12 23.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-2-Tetradecen-1-ol 212 C14H280 1000130-83-7 89
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 87
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 87
4 Octadecanal 268 C18H360 000638-66-4 83
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 83
Abundance Scan 3540 (23.909 min): BM010285.D (-3538) (-) m/z 57.10 100.00%
57.1
5000
11.2
209.1  283.1 E BBARER R
63.0 3271 390.6 476.0 5499 23.60 23.80 24.00 24.20
il . m/z 82.10 98.11%
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #71314: E-2-Tetradecen-1-ol
57.0
5000 AU R
23.60 23.80 24.00 24.20
m/z 96.10 63.34%
| L H‘“ Fh H 152 0194 0
miz—-> 0 55 100 150 200 250 300 3%0 460 4éo 560 séo
Abundance
82.0
23.60 23.80 24.00 24.20
5000{ 41.0 m/z 83.20 62.58%
124.0

16602110 2680

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129467: Oxirane, heptadecyl- RS S
82.0 23.60 23.80 24.00 24.20

41,0 m/z 71.10 57.37%

5000

24.0
| ]l | (166.0 222. 0264 0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23 60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010285.D

Aca On : 27 May 2017 20:56

Operator : SJ/MA

Sample : 13162-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM052717 .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 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
27.17 24 .36 ng/ul 10270400 Perylene-di12 23.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Isopropenvl-4a.8-dimethvl-1.2.... 204 C15H24 1000192-43-5 42
2 Naphthalene. 1.2.3.4.4a.5.6.8a-0... 204 C15H24 000473-13-2 38
3 1R.4S.7S.11R-2.2.4.8-Tetramethvl... 204 C15H24 1000140-07-6 38
4 5.beta..7.beta.H.10.alpha.-Eudes... 222 C15H260 025826-85-1 38
5 Naphthalene, decahydro-4a-methyl... 204 C15H24 000515-17-3 38
Abundance Scan 4094 (27.168 min): BM010285.D (-4088) (-) m/z 204.20 100.00%

5000

.

26 80 27. OO 27 20 27. 40
459.150335492 1 h/77 133.10  97.38%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64441: 2-1sopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,7-octah...
189.0

133.0

5000 R ma B A
41.0 91.0 26,80 27.00 2720 27.40

m/z 285.30 82.82%

m/z--> 5 100 150 200 250 300 350 400 450 500 550
Abundance
189.0
93.0 B B R BN B B

356.1 409.4

41.0 26.80 27.00 27.20 27.40
5000 m/z 81.10 73.85Y%
147.0
L O B e o N L e o e e o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64444: 1R,4S,7S,11R-2,2,4,8-Tetramethyltricyclo[5.3.1.0(4... B W B
109.0 161 0204.0 26 80 27. OO 27 20 27. 40

m/z 109.20 72.26%

41.0
B MM

1—v—v—v—rv—v—v—v—rv—v—v—v—|—rv—v—v—|—v—v—v—v—rv—v—v—v—rv—v—ﬁ—rr
m/z--> 50 100 150 200 250 300 350 400 450 500 550 26 80 27. OO 27 20 27. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010285.D

Aca On : 27 May 2017 20:56

Operator : SJ/MA

Sample : 13162-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM052717 .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 Lup-20(29)-en-3-one Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
27.39 17.73 ng/ul 7473200 Perylene-di12 23.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lup-20(29)-en-3-o0ne 424 C30H480 001617-70-5 58
2 Olean-13(18)-ene 410 C30H50 003399-27-7 43
3 1-Hvdroxvmethvl-5.8.9-endo-10-ex... 236 C16H280 1000140-32-9 35
4 Benzenamine. 3.5-bis(l.1-dimethy... 205 C14H23N 002380-36-1 25
5 5-Hydroxymethyl tricyclazole 205 C9H7N30S 069243-49-8 25
Abundance Scan 4132 (27.391 min): BM010285.D (-4125) (-) m/z 205.20 100.00%
205.2
109.2
5000 55 1
—rv—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—r
1.1 409.4 27.00 27.20 27.40 27.60 27.80
257.3
o 3271 4r5.4521.2 m/z 203.20 59.72%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #220485: Lup-20(29)-en-3-one
205.0
109.0
424.0
5000
55.0 3130 27.00 27.20 27.40 27.60 27.80
161.0 ' m/z 218.30 59.38%
2570 368.0
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
109.0 205.0
27.00 27.20 27.40 27.60 27.80
5000 m/z 109.15 51.18%
410.0
161.0 257.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #90922: 1-Hydroxymethyl-5,8,9-endo-10-exo-tetramethyltricy... e B w B E e e
205.0 27.00 27.20 27.40 27.60 27.80
m/z 95.10 47.17%
5000
109.0
550 |‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 27.00 27.20 27.40 27.60 27. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010285.D

Aca On : 27 May 2017 20:56

Operator : SJ/MA

Sample : 13162-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM052717 .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 D:C-Friedoolean-8-en-3-one Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

27 .96 29.37 ng/ul 12383000 Perylene-di12 23.82

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 93
2 D:C-Friedoolean-8-en-3-one 424 C30H480 022611-26-3 90
3 6.10-Dimethvl-3-(1-methvlethvlid... 206 C15H26 069239-71-0 78
4 2.6.6.9.27.6".6".9"-Octamethvl-T... 410 C30H50 1000189-48-2 64
5 Olean-13(18)-ene 410 C30H50 003399-27-7 62

Abundance Scan 4229 (27 962 min): BM010285.D (-4221) (-) m/z 205.20 100.00%
. 5.2

5000

%

424.5 475.3521 1 27.60 27.80 28.00 28.20

368.3

0 m/z 67.10 93.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #220485: Lup-20(29)-en-3-one
205.0
109.0
424.0
5000 LA L L L L L L
55.0 313.0 27.60 27.80 28.00 28.20
161.0 ‘ m/z 68.20 88.27%
257.0 368.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
205.0
257.0 27.60 27.80 28.00 28.20
5000 m/z 93.10 85.42%
121.0 424.0
163.0 300 0
L I L o e e R REaE e B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #66220: 6,10-Dimethyl-3-(1-methylethylidene)-1-cyclodecene AR R sy e S
82.0 27.60 27.80 28.00 28.20
m/z 95.10 83.28%
5000
28.0
’ 206.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 27. 60 27. 80 28. OO 28 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052717\
Data File : BM010285.D

Acq On : 27 May 2017 20:56

Operator : SJ/MA

Sample - 13162-02

Misc :

ALS Vial : 18 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]
Tridecanoic acid 18.16 2.7 ng/ul 735296 4 17.31 5523470 20.0
photocitral B 18.46 3.4 ng/ul 947475 4 17.31 5523470 20.0
Hexadecane, 1-iodo- 21.12 5.6 ng/ul 2272400 5 21.47 8164420 20.0
(DEL) Alkane: Str... 21.99 3.5 ng/ul 1446630 5 21.47 8164420 20.0
Oxirane, hexadecyl- 22.71 3.2 ng/ul 1362120 6 23.82 8431610 20.0
(DEL) Alkane: Str... 22.99 2.3 ng/ul 965362 6 23.82 8431610 20.0
E-2-Tetradecen-1-ol 23.91 2.8 ng/ul 1159720 6 23.82 8431610 20.0
unknown-01 27.17 24 _4 ng/ul 10270400 6 23.82 8431610 20.0
Lup-20(29)-en-3-one 27.39 17.7 ng/ul 7473200 6 23.82 8431610 20.0
D:C-Friedoolean-8... 27.96 29.4 ng/ul 12383000 6 23.82 8431610 20.0
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