LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013257.D

Aca On : 07 Dec 2017 23:26

Operator : SJ/JU

Sample : 16719-04

Misc :

ALS Vial : 19 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 6.875 637 644 654 rVB 954826 1641241 9.17% 1.915%
2 7.039 664 672 679 rBV 744386 1108264 6.19% 1.293%
3 7.234 698 705 714 rBVY 1036757 1607648 8.99% 1.876%
4 7.698 777 784 792 rBV 758223 1164477 6.51% 1.359%
5 8.404 898 904 911 rBV 1214583 1937470 10.83% 2.261%
6 8.851 972 980 987 rBV 959279 1549057 8.66% 1.808%
7 9.569 1095 1102 1111 rBV 829773 1371417 7.67% 1.600%
8 10.104 1186 1193 1201 rBV 1255728 2055591 11.49% 2.399%
9 10.480 1250 1257 1265 rVB 900727 1561081 8.73% 1.822%
10 10.616 1273 1280 1289 rBVY 1101739 1883969 10.53% 2.199%

11 13.751 1807 1813 1818 rBV 1981060 2892498 16.17% 3.375%
12 13.798 1818 1821 1828 rVB 649140 849563 4._75% 0.991%
13 14.033 1851 1861 1867 rBV 2327031 3548754 19.84% 4.141%
14 14.339 1906 1913 1927 rVB2 1317538 2007293 11.22% 2.342%
15 14.551 1943 1949 1957 rBV 895227 1355262 7.57% 1.582%

16 15.333 2074 2082 2090 rBV 2757649 4106599 22.95% 4.792%
17 15.462 2098 2104 2111 rBV 773827 1098844 6.14% 1.282%
18 17.086 2374 2380 2386 rBV2 1661500 2318911 12.96% 2.706%
19 17.186 2391 2397 2404 rVB 3078194 4356943 24 _.35% 5.084%
20 17.992 2529 2534 2543 rBV2 482117 668360 3.74% 0.780%

21 19.274 2748 2752 2759 rBV 360092 486304 2.72% 0.567%
22 19.486 2781 2788 2793 rBV 3471661 4873612 27.24% 5.687%
23 20.991 3040 3044 3051 rBV 257264 371053 2.07% 0.433%
24 21.274 3087 3092 3098 rBV 1995337 2511313 14.04% 2.931%
25 21.868 3190 3193 3200 rVB6 137050 226284 1.26% 0.264%

26 22.833 3354 3357 3362 rVB 250772 342559 1.91% 0.400%
27 23.368 3441 3448 3460 rVB 2537194 4858648 27.16% 5.670%
28 23.503 3465 3471 3479 rVB 1203787 2382329 13.32% 2.780%
29 24.044 3559 3563 3572 rVB2 393756 724869 4._.05% 0.846%
30 26.732 4010 4020 4037 rVB7 1138569 3908965 21.85% 4.562%

31 27.468 4132 4145 4163 rVB2 5306316 17891307 100.00% 20.878%
32 27.820 4195 4205 4218 rBV5 1213766 4264049 23.83% 4_.976%
33 27.956 4221 4228 4237 rVB6 753902 2367121 13.23% 2.762%
34 28.062 4242 4246 4260 rVB8 466232 1401078 7.83% 1.635%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013257.D

Aca On : 07 Dec 2017 23:26

Operator : SJ/JU

Sample : 16719-04

Misc :

ALS Vial : 19 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

Method
Title

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

Sum of corrected areas: 85692733
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013257.D

Aca On : 07 Dec 2017 23:26

Operator : SJ/JU

Sample : 16719-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM013257.D

5000000
4000000
3000000

2000000

8.40 10.10
7.23 10,62
1000000 6.87 14 770 8.85 9.57 1M

R R R I e e e L L e L LR T

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM013257.D

5000000

4000000
19.49

17.19

3000000 15.33
14.03

2000000 17.d9

1000000 5.46

17.99 19.27

A e e B e A B R B A R e R 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: BM013257.D

2747
5000000

4000000

3000000 23.37

2000000 27.82

7.96
8.06

26.73

1000000
/\/\V\,

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\BM120717\
Data File : BM013257.D

Aca On : 07 Dec 2017 23:26

Operator : SJ/JU

Sample : 16719-04

Misc :

ALS Vial : 19 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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.99 5.76 ng/ul 668360 Phenanthrene-d10 17.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 87

Abundance Scan 2534 (17.992 min): BM013257.D (-2529) (-) m/z 73.00 100.00%

. AR
98.1 157.1185.1 256.2 17.60 17.80 18.00 18.20 18.40

41.1 730
5000 129.1
213.2

o 281.0 3120 "m/z 41.10 91.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 T T 1T LB B LELELEL N B
85.0 17. 60 17. 80 18. OO 18 20 18. 40
0
157.0 1502130 2560 m/z 43.05 86.48%
m/z--> 20 40 60 80 lOO 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43.0 73.0
A EE B e e
17.60 17.80 18.00 18.20 18.40
5000 256.0 m/z 60.00 85.67%
129.0
213.0
98.0 157.0 185.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #72646: Tridecanoic acid e AR R e
43.0 73.0 17.60 17.80 18.00 18.20 18.40
' m/z 55.10 75.51%
5000
‘ 129.0 1710 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17. 60 17. 80 18. OO 18 20 18. 40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013257.D

Aca On : 07 Dec 2017 23:26

Operator : SJ/JU

Sample : 16719-04

Misc :

ALS Vial : 19 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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.27 3.87 ng/ul 486304 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
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 95
5 Octadecanoic acid 284 C18H3602 000057-11-4 93

Abundance Scan 2751 (19.268 min): BM013257.D (-2748) (-) m/z 73.00 100.00%

410 73.0

5000 129.1

185.1 241.2

355 9 19.00 19.20 19.40 19.60
0 m/z 41.05 90.38%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43.0,,73.0
5000 129.0 B mm e
19. 00 19. 20 19. 40 19 60
0
le 1850 5410 2810 m/z 60.00 89.85%
ol WAL 50 | ps0 |
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 73.0
19.00 19.20 19.40 19.60
5000 129.0 m/z 43.05 89.45%
284.0
101.0 e L 20
0 15.0 ’ 157.0 213.0
Rl bl e
m/z--> 50 100 150 200 250 300 350
Abundance #131259: Octadecanoic acid L e
43.0 19.00 19.20 19.40 19.60
m/z 55.05 79.40%
5000
129 0 284.0
‘ ‘ } 185.0 241.0
ol258, ) m-h‘ﬂ 2 J Ao | s | L el R
m/z--> 200 250 300 350 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\BM120717\
Data File : BM013257.D

Aca On : 07 Dec 2017 23:26

Operator : SJ/JU

Sample : 16719-04

Misc :

ALS Vial : 19 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 (DEL) Alkane: Cyclic20.99 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.99 2.96 ng/ul 371053 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 95
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 95
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
5 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 93
Abundance Scan 3044 (20.991 min): BM013257.D (-3040) (-) m/z 43.10 100.00%
43
83.0
5000
} 281.1 20.60 20.80 21.00 21.20 21.40
189.0223.0 : . . . .
oL b AL 0, 18002280 T wed a9 e 0 73
m/z--> 50 100 150 200 250 300 350 400
Abundance #115906: 1-Nonadecene
43.0  97.0
5000 AUV AR SRR B
20,60 20.80 21.00 21.20 21.40
m/z 55.10 92.70%
L | e
ol AL 41T, 1820 2240 2660
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
83.0 LN AU SR B
20.60 20.80 21.00 21.20 21.40
5000 m/z 69.10 74 ._.37%
125.0
196.0
L L L WL UL B UL WL
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane A W o
57.0 20.60 20.80 21.00 21.20 21.40
97.0 m/z 83.05 74.06%
5000
015qj | 1390 196.0 260.0 3200
m/z--> 50 100 150 2(')0 250 300 350 400 20,60 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013257.D

Aca On : 07 Dec 2017 23:26

Operator : SJ/JU

Sample : 16719-04

Misc :

ALS Vial : 19 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 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.83 2.88 ng/ul 342559 Perylene-d12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Octacosane 394 C28H58 000630-02-4 94
3 Octacosane 394 C28H58 000630-02-4 94
4 Eicosane 282 C20H42 000112-95-8 93
5 Tetratetracontane 619 C44H90 007098-22-8 90
Abundance Scan 3357 (22.833 min): BM013257.D (-3354) (-) m/z 57.10 100.00%
57.1
11 2260 22.80 23.00 23.20
209.1 282.0 327.1 415.3 : : : :
ok A .||,'+l.t. b 4O REE P B2l TS 0L L Tm/z 71.10  89.75%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129490: Eicosane
57.0
5000 LRI IULRICN U SN UL
2260 22.80 23.00 23.20
99.0 m/z 43.10 72.24%
0 | h ‘ I h‘ u‘ % (\) :!'83 0225.0 2820
m/z--> ' 100 150 200 250 300 350 400 450
Abundance
57.0
2260 22.80 23.00 23.20
5000 m/z 85.10 55.23%
99.0
0 141.0 183.0 225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209565: Octacosane e e R R e
57.0 22.60 22.80 23.00 23.20
m/z 55.00 33.27%
5000
99.0
oL ] | 141011830 2250 2810 337.0 394.0
m/z--> 5'0 1(')0 1éo 2(')0 250 300 350 400 450 2260 22.80 23.00 23.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013257.D

Aca On : 07 Dec 2017 23:26

Operator : SJ/JU

Sample : 16719-04

Misc :

ALS Vial : 19 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: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

24.04 6.09 ng/ul 724869 Perylene-d12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 Heneicosane 296 C21H44 000629-94-7 83
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 83

Abundance Scan 3562 (24.038 min): BM013257.D (-3559) (-) m/z 57.10 100.00%

517.1
5000

23.80 24.00 24.20 24.40

1411 1951 gg , 2811

341.1
o S | 3852 4205 48921 Tnsz 71.10 80.08%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane
57.0
5000 LA L L L L LB
23.80 24.00 24.20 24.40
9.0 m/z 43.10 76 .52%
i A e B e A
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57.0
I R RN EEE e
23.80 24.00 24.20 24.40
5000 m/z 85.10 60.27%
99.0
o 141.0 183.0 225.0 267.0 309.0  367.0
I I i o o o e L B T e e S o o e o e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #185535: Heptadecane, 9-0Cty|— S B L B B
7.0 23.80 24.00 24.20 24.40
m/z 55.05 28.14%
- MW/\»A/\‘AN\N/\
9.0
ol Ll 1401830 237028103030
m/iz--> 0 50 100 150 200 250 300 350 400 450 23. 80 24 00 24. 20 24.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013257.D

Aca On : 07 Dec 2017 23:26

Operator : SJ/JU

Sample : 16719-04

Misc :

ALS Vial : 19 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 6 9(1H)-Phenanthrenone, 2,3,4... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
26.73 32.82 ng/ul 3908970 Perylene-d12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9(1H)-Phenanthrenone. 2.3.4.4a.1... 300 C20H2802 000511-05-7 60
2 D-Friedoolean-14-en-3-one 424 C30H480 000514-07-8 55
3 9(1HY)-Phenanthrenone. 2.3.4.4a.1... 300 C20H2802 000511-05-7 45
4 2H-Cvclopentacvclooctene. 4.5.6.... 204 C15H24 1000221-85-8 43
5 1R,4S,7S,11R-2,2,4,8-Tetramethyl. .. 204 C15H24 1000140-07-6 38
Abundance Scan 4020 (26.732 min): BM013257.D (-4010) (-) m/z 204.15 100.00%

1331 2042  og59
55.1

5000

o 356.2 424'4468.3

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #145026: 9(1H)-Phenanthrenone, 2,3,4,4a,10,10a-hexahydro-6...

26.40 26.60 26.80 27.00
m/z 133.05 90.87%

540.2

285.0
43.0
5000 215.0 L e e  ERmmE e
26.40 26.60 26.80 27.00
‘ m/z 285.20 83.49%
Ol H‘H\H“H‘Hm“‘hh\‘ ‘”‘HH\HH ‘“::::‘|||||||||||||||||||||||||
m/z--> 0 5 100 150 200 250 300 350 400 450 500
Abundance
133.0 204.0 301.0
BN NN A S RN R
69.0 26.40 26.60 26.80 27.00
5000 409.0 m/z 300.30 80.37%
257.0
R e o o m eI

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #145024: 9(1H)-Phenanthrenone, 2,3,4,4a,10,10a-hexahydro-6... B e N  ERREEEm
285.0 26.40 26.60 26.80 27.00

m/z 55.10 72 .37%

5000
217.0
{ 11501630 WJ
RN FY TSR AW IV § FU D U S e o e
mz-> 0 50 100 150 200 250 300 350 400 450 500 26,40 26.60 26.80 27.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013257.D

Aca On : 07 Dec 2017 23:26

Operator : SJ/JU

Sample : 16719-04

Misc :

ALS Vial : 19 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 7 D:C-Friedoolean-8-en-3-one Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

27.47 150.20 ng/ul 17891300 Perylene-d12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D:C-Friedoolean-8-en-3-one 424 C30H480 022611-26-3 76
2 6.10-Dimethvl-3-(1-methvlethvlid... 206 C15H26 069239-71-0 55
3 9.19-Cvclolanost-23-ene-3.25-dio... 442 C30H5002 054482-57-4 50
4 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 49
5 Guaia-9,11-diene 204 C15H24 1000374-19-8 45

Abundance Scan 4145 (27.468 min): BM013257.D (-4132) (-) m/z 205.15 100.00%

68. 205.2

09.1

5000

-

27.20 27.40 27.60 27.80
m/z 68.10 91.81%

0!

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #220493: D:C-Friedoolean-8-en-3-one
205.0
257.0
5000
27.20 27.40 27.60 27.80
121.0 424.0 m/z 67.05 89.40%
159.0
I .1l 3000
R ! r o I - O I
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
41.0 82.0 N
R e L
121.0 27.20 27.40 27.60 27.80
5000 m/z 95.10 85.43%
163.0 206.0
oA At
m/z--> 50 100 150 200 250 300 350 400 450
_'_'_'—I_'_'_'—'—I_'_'_'_'—r'_'_'_'—l_'_'_'_f

Abundance #225509: 9,19-Cyclolanost-23-ene-3,25-diol, (3.beta.,23E)-
. 27.20 27.40 27.60 27.80

m/z 81.10 84 .77%

147.0 203.0

5000 424.0

343.0381.

-

m/z--> 50 100 150 200 250 300 350 400 450 27.20 27.40 27.60 27.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013257.D

Aca On : 07 Dec 2017 23:26

Operator : SJ/JU

Sample : 16719-04

Misc :

ALS Vial : 19 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 8 Guaia-9,11-diene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
27.82 35.80 ng/ul 4264050 Perylene-di12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Guaia-9.11-diene 204 C15H24 1000374-19-8 60
2 Hop-22(29)-en-3.beta.-ol 426 C30H500 058801-23-3 50
3 Caparratriene 206 C15H26 1000374-08-7 50
4 Cvclohexane. 1.1.2-trimethvl-3.5... 206 C15H26 062337-97-7 49
5 (-)-Isolongifolol, methyl ether 236 C16H280 1000333-80-8 46
Abundance Scan 4205 (27.820 min): BM013257.D (-4195) (-) m/z 93.00 100.00%
0 189.2
43. 35.1
5000
426. 27.60 27.80 28.00 28.20
0 48919353 ' /7 68.05  97.51%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #64305: Guaia-9,11-diene
3.
189.0
5000
41.0 33.0 27.60 27.80 28.00 28.20
m/z 81.10 95.70%
0 I}I‘I‘\“lll‘\\‘l“l\ml‘\‘l‘ III\I\II R e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
50 >0 "' 27,60 27.80 28.00 28.20
5000 135.0 m/z 67.05 95.22%
220.0 297.0 3440 411.0
o—tr s e
m/z--> §0 160 1éo 260 2%0 360 3éo 460 4éo 560 '
Abundance #66196: Caparratriene
69.0 27.60 27.80 28.00 28.20
09.0 m/z 95.10 91.34%
5000
163.0
06.0
0 L |‘| —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—h
m/z--> 50 100 150 200 250 300 350 400 450 500 27.60 27.80 28.00 28.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013257.D

Aca On : 07 Dec 2017 23:26

Operator : SJ/JU

Sample : 16719-04

Misc :

ALS Vial : 19 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 9 Farnesyl bromide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
27 .96 19.87 ng/ul 2367120 Perylene-di12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Farnesvl bromide 284 C15H25Br 006874-67-5 58
2 3-Cvclohexene-1-methanol. .alpha... 222 C15H260 023178-88-3 45
3 Aromandendrene 204 C15H24 000489-39-4 42
4 1H-Cvcloproplelazulene. 1a.2.3.5... 204 C15H24 021747-46-6 35
5 1H-Cycloprop[e]azulene, decahydr... 204 C15H24 072747-25-2 30
Abundance Scan 4229 (27.962 min): BM013257.D (-4221) (-) m/z 43.10 100.00%
431
95.1 204.1

259.3

5000
3444
409.3 453.4 503.1 27.60 27.80 28.00 28.20
0 m/z 69.10 75.81%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #130771: Farnesyl bromide

69.0

204.0

5000

27.I60 27.I80 28.I00 28.20
m/z 204.10  74.33%

0!
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
69.0
T T T T T
27.60 27.80 28.00 28.20
5000 m/z 95.10 68.71%
109.0
161.0 204.0
oty
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #64285: Aromandendrene RS e A
41.0 161.0 27.60 27.80 28.00 28.20
)
93.0 204.0 m/z 55.10 67.09%
5000 {
o.i.;.. J.,....,....,....,....,....,....,....,.. A SRS
m/z--> 50 100 150 200 250 300 350 400 450 500 27.60 27.80 28.00 28.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013257.D

Aca On : 07 Dec 2017 23:26

Operator : SJ/JU

Sample : 16719-04

Misc :

ALS Vial : 19 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 10 unknown-01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
28.06 11.76 ng/ul 1401080 Perylene-di12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-(4-Undecviphenvl)ethanone 274 C19H300 1000185-92-4 38
2 5-Hvdrazinocarbonvl-1H-imidazole... 259 C12H13N502 1000318-00-0 35
3 2(1H)-Phenanthrenone. 3.4.4a.4b.... 274 C19H300 007715-44-8 35
4 Naphthalene. 2-methyl-1-(3.4-dim... 274 C20H180 1000269-03-0 30
5 Bi-1-cyclohexen-1-yl, 3,3,3%,3",... 274 C20H34 076993-52-7 27
Abundance Scan 4246 (28.062 min): BM013257.D (-4242) (-) m/z 259.30 100.00%
55.1 259.3
107.1
205.2
5000
159.1

304.0344.1 386.9429.1 503.3 27.80 28.00 28.20 28.40
0 m/z 55.10 86.92%
mz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #122922: 1-(4-Undecylphenyl)ethanone
259.0
5000 LA L L L L L LB L
43.0 91.0 2780 2800 2820 2840
‘ 134.0 m/z 69.10 79.64%
o..\»mMH”“ZM
mz--> 0 150 200 250 300 350 400 450 500
Abundance
107.0
R N REREEmE
259.0 27.80 28.00 28.20 28.40
5000 m/z 107.10 78.97%
68.0 152.0
O A I o o I e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #122952: 2(1H)-Phenanthrenone, 3,4,4a,4b,5,6,7,8,10,10a-de... T T RS
259.0 27.80 28.00 28.20 28.40

m/z 43.00 76.11%

5000
136.0 217.0
93.0
41.0 175.
0! L LR m e e )
m/z--> 0 50 100 150 200 250 300 350 400 450 500 27. 80 28. 00 28 20 28. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM120717\
Data File : BM013257.D

Acq On : 07 Dec 2017 23:26

Operator : SJ/JU

Sample - 16719-04

Misc :

ALS Vial : 19 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]
n-Hexadecanoic acid 17.99 5.8 ng/ul 668360 4 17.09 2318910 20.0
Octadecanoic acid 19.27 3.9 ng/ul 486304 5 21.27 2511310 20.0
(DEL) Alkane: Cyc... 20.99 3.0 ng/ul 371053 5 21.27 2511310 20.0
(DEL) Alkane: Str... 22.83 2.9 ng/ul 342559 6 23.51 2382330 20.0
(DEL) Alkane: Str... 24.04 6.1 ng/ul 724869 6 23.51 2382330 20.0
9(1H)-Phenanthren... 26.73 32.8 ng/ul 3908970 6 23.51 2382330 20.0
D:C-Friedoolean-8... 27.47 150.2 ng/ul 17891300 6 23.51 2382330 20.0
Guaia-9,11-diene 27.82 35.8 ng/ul 4264050 6 23.51 2382330 20.0
Farnesyl bromide 27.96 19.9 ng/ul 2367120 6 23.51 2382330 20.0
unknown-01 28.06 11.8 ng/ul 1401080 6 23.51 2382330 20.0
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