Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Intearation

Intearator:

Smoothing
Sampling

Start Thrs:
Stop Thrs - O

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

Z:\HPCHEM1I\BNA M\DATA\BM062216\

BMOO5931.

D

23 Jun 2016 15:32

UM/SJ
H3612-17

28

Parameters:

RTE
OFF
1

0.2

Peak separation: 5

Sample Multiplier: 1

LSCINT.P

Filtering: 5

Min Area: 1 % of largest Peak
Max Peaks:
Peak Location:

100
TOP

Method = Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM062216 .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 3.440 142 145 155 rBvY 180139 257531 2.02% 0.139%
2 6.834 714 722 738 rBVY 3059173 5142274 40.29% 2.784%
3 7.004 740 751 762 rBVY 2394652 3819967 29.93% 2.068%
4 7.198 776 784 793 rBVY 3110211 5032396 39.43% 2.724%
5 7.663 854 863 871 rBVY 2766292 4497757 35.24% 2.435%
6 8.369 972 983 994 rBVY 3710293 6385860 50.04% 3.457%
7 8.816 1050 1059 1072 rBvV 2956852 5123331 40.14% 2.773%
8 9.534 1172 1181 1196 rBvV 2572617 4327418 33.91% 2.342%
9 10.063 1262 1271 1288 rBVY 3593931 6330517 49.60% 3.427%
10 10.445 1328 1336 1348 rVB 3776983 6673633 52.29% 3.613%
11 10.581 1350 1359 1377 rBV 3257157 6100662 47 .80% 3.302%
12 12.039 1600 1607 1617 rVB2 73880 133469 1.05% 0.072%
13 13.727 1887 1894 1898 rBVY 5694979 8473763 66.40% 4_.587%
14 13.774 1898 1902 1911 rVB 1967577 2866462 22.46% 1.552%
15 14.004 1931 1941 1952 rBV 6314564 10214816 80.04% 5.529%
16 14.221 1973 1978 1986 rBvV 140270 221149 1.73% 0.120%
17 14.310 1986 1993 2004 rVB2 4786003 8123184 63.65% 4_.397%
18 14.510 2019 2027 2045 rBV 2944450 4608569 36.11% 2.495%
19 15.180 2136 2141 2147 rBV 240213 319782 2.51% 0.173%
20 15.310 2155 2163 2170 rBV 7589568 11663108 91.39% 6.313%
21 15.427 2176 2183 2191 rBV 2647975 3795477 29.74% 2.055%
22 15.545 2198 2203 2207 rBv2 131125 229330 1.80% 0.124%
23 16.039 2282 2287 2304 rBV 280777 605102 4.74% 0.328%
24 16.833 2417 2422 2427 rBvV2 230355 350618 2.75% 0.190%
25 17.062 2454 2461 2470 rBV2 5678747 8768353 68.71% 4_.746%
26 17.162 2470 2478 2489 rVB2 7313021 11697136 91.65% 6.332%
27 17.962 2609 2614 2624 rBV2 445773 691757 5.42% 0.374%
28 19.086 2800 2805 2810 rBV 132347 203930 1.60% 0.110%
29 19.251 2828 2833 2842 rBV2 150479 239527 1.88% 0.130%
30 19.339 2844 2848 2853 rVB 103059 141686 1.11% 0.077%
31 19.456 2862 2868 2877 rVB2 8064170 12689924 99.43% 6.869%
32 20.974 3121 3126 3135 rBVY 1102149 1444570 11.32% 0.782%
33 21.250 3167 3173 3186 rBY 6731006 9278898 72.71% 5.023%
34 21.862 3272 3277 3279 rBV2 221524 397619 3.12% 0.215%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM062216\
Data File : BM0O05931.D

Aca On : 23 Jun 2016 15:32

Operator : UM/SJ

Sample : H3612-17

Misc :

ALS Vial : 28 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\SOMO2.2-EPA-BM062216.M
SVOA CALIBRATION

Method
Title

35 22.015 3298 3303 3308 rBV 499756 656629 5.15% 0.355%

36 22.309 3350 3353 3358 rVB 125450 171822 1.35% 0.093%
37 22.815 3433 3439 3443 rBV 1041101 1643108 12.87% 0.889%
38 23.333 3519 3527 3541 rBV2 6039801 12762271 100.00% 6.908%
39 23.474 3543 3551 3570 rVB2 4593698 9212516 72.19% 4_987%
40 24.015 3637 3643 3650 rBY 508929 1017250 7.97% 0.551%

41 24.097 3651 3657 3665 rVB 336146 701069 5.49% 0.379%
42 24.756 3762 3769 3781 rBVY 304792 752180 5.89% 0.407%
43 25.615 3908 3915 3928 rVB2 231404 691620 5.42% 0.374%
44 26.627 4081 4087 4105 rVB3 203943 702336 5.50% 0.380%
45 27.044 4148 4158 4175 rVB2 864576 2930262 22.96% 1.586%

46 27.232 4181 4190 4202 rBV2 422675 1333185 10.45% 0.722%
47 27.821 4284 4290 4310 rVB4 378101 1311899 10.28% 0.710%

Sum of corrected areas: 184735722
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM062216\
Data File : BM0O05931.D

Aca On : 23 Jun 2016 15:32

Operator : UM/SJ

Sample : H3612-17

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM062216 .M
SVOA CALIBRATION

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

Abundance TIC: BM005931.D
8000000

6000000

4000000 8.37 10.06 1045

10.58
6.83 7.20 - 66 8.82
7.00 i 9.53

2000000

3.44

——

Time--> 300 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00

Abundance TIC: BM005931.D

8000000 15.31 1946
17.16

o

14.00
6000000 13.73 17.Q46

14.31

4000000

14.51 543

2000000

17.96

15. 16.04 16.83 %
12,04 L {14} PB4 16 19189,

[0 e e L N LA s o LN e o e B B S AR

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: BM005931.D
8000000

21.25
23.33
6000000

P3.47

4000000

2000000

20.97 22.82 27.04

%P 2476 25.61 26.63 |12h23 2782
AW N

02
21. 22.31

O S e ——

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\BM062216\
Data File : BM0O05931.D

Aca On : 23 Jun 2016 15:32

Operator : UM/SJ

Sample : H3612-17

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM062216 .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 Trifluoroacetoxy hexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.97 3.11 ng/ul 1444570 Chrysene-di12 21.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 94
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91
Abundance Scan 3125 (20.968 min): BM005931.D (-3121) (-) m/z 57.05 100.00%
57 83
5000 111 /\\
R R e
3 J 139 20.60 20.80 21.00 21.20
ol A7 167 180207004 252 283 327 355 ns, 43 05 93.81%
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
5000 AU
20.60 20.80 21.00 21.20
29 ]25 m/z 55.05 93.73%
oL L ‘ | || 154 19 224 250269 330
m/z--> 50 100 150 260 250 300 350
Abundance
57 83
20.60 20.80 21.00 21.20
5000 11 m/z 83.05 88.25%
29 139
o 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350
Abundance #197885: Trichloroacetic acid, pentadecy! ester B e RN
4 20.60 20.80 21.00 21.20
83 m/z 69.10 76 .08%
5000
111
o2 6 \‘ L, 1139 182 210
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\BM062216\
Data File : BM0O05931.D

Aca On : 23 Jun 2016 15:32

Operator : UM/SJ

Sample : H3612-17

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM062216 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.82 3.57 ng/ul 1643110 Perylene-di12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 3440 (22.821 min): BM005931.D (-3433) (-) m/z 57.10 100.00%
57
5000 85 /\x
13 22,60 22.80 23.00 23.20
141 1169
ol b VA4 199107225253 280 323351 430 | 5771 10 70.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 UL SULRILE SR U R
nmnmmmmm
m/z 43.10 62.05%
29 113
0 \‘ J h “\ h h‘ H‘ \ \1\169 197 225 253 296
m/z--> 100 1%0 260 2%0 360 3%0 460
Abundance
57
T a0 2250 2900 230
5000 a5 m/z 85.05 50.81%
29
o 113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 250 300 3%0 460
Abundance #215181: 2-methyloctacosane S Eme e e AR EEEEE T
57 nmnmmmmm
m/z 55.05 24 .63%
5000 85
113
o2, ] | |77, 241 169 197 225 267 295 365 393 o ) L
m/z--> % 1& ﬁo ﬁ 250 %o ﬁ)4& nmnmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM062216\
Data File : BM0O05931.D

Aca On : 23 Jun 2016 15:32

Operator : UM/SJ

Sample : H3612-17

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM062216 .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: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.02 2.21 ng/ul 1017250 Perylene-d12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Docosane. 11l-butvl- 366 C26H54 013475-76-8 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 3644 (24.021 min): BM005931.D (-3637) (-) m/z 57.05 100.00%

57
5000 85

113 23. 80 24 00 24 20 24. 40
141 169 207 281
o...J,....ll....,....,..?3?9,....?99..3?2]....4.1?.. m/z 71.10 67.13%

m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
85

5000 T [T T P
23. 80 24 00 24 20 24. 40

m/z 43.05 58.79%

us
oL 2 h LT nee 197 225 _ 267 295 365 393
S ot LA NS R
miz--> 50 100 150 200 250 300 350 400
Abundance
57

23.80 24.00 24 20 24.40

85

5000 m/z 85.05 48.91%
29 113
o 141 169 197 225 253 296
T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane T T T S
57 23.80 24.00 24.20 24.40

m/z 55.10 21.99%

5000 85
2 U3 a1
| ﬂ | 77,169 197 225 253 281 309 337 365 394

-t e e e e R e R RN B

m/z--> 50 100 150 200 250 300 350 400 23. 80 24 00 24 20 24. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM062216\
Data File : BM0O05931.D

Aca On : 23 Jun 2016 15:32

Operator : UM/SJ

Sample : H3612-17

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM062216 .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 1H-Cycloprop[e]azulene, la,... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
27.04 6.36 ng/ul 2930260 Perylene-d12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Cvcloproplelazulene. 1a.2.3.5... 204 C15H24 021747-46-6 50
2 1.2.4.8-Tetramethvlbicvclol6.3.0... 204 C15H24 137235-51-9 49
3 1H-3a.7-Methanoazulene. octahvdr... 204 C15H24 000508-55-4 43
4 1H-3a.7-Methanoazulene. 2.3.6.7.... 204 C15H24 000560-32-7 43
5 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1000140-07-7 43
Abundance Scan 4157 (27.038 min): BM005931.D (-4148) (-) m/z 204.20 100.00%
- A\/\
26,80 27.00 27.20 27.40
o m/z 69.05 65.90%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #64572: 1H-Cycloprop[e]azulene, 1a,2,3,5,6,7,7a,7b-octahyd...
107
161
135
5000 41 81 204 ||||||||||||||||I|||
26.80 27.00 27.20 27.40
m/z 135.10 61.42%
0! R B AL B E s B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
204
108 ' 26.80 27.00 27.20 27.40
0,
5000 133 161 m/z 55.10 57.79%
a g
e L U U UL L UL UL WL WL
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #64519: 1H-3a,7-Methanoazulene, octahydro-1,9,9-trimethyl-... N R e mE R
91 121 204 26.80 27.00 27.20 27.40
161 m/z 133.05 54 _85%
5000
0 ]”H"“'I""I'”'I""I'"'I”"I"" R A SR SRR B
m/z--> 50 100 150 200 250 300 350 400 450 26,80 27.00 27.20 27.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM062216\
Data File : BM0O05931.D

Aca On : 23 Jun 2016 15:32

Operator : UM/SJ

Sample : H3612-17

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM062216 .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 _beta.-Amyrin Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
27.23 2.89 ng/ul 1333190 Perylene-di12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-Amvrin 426 C30H500 000559-70-6 91
2 .beta.-Amvrin 426 C30H500 000559-70-6 80
3 .beta.-Amvrin trimethvisilvl ether 498 C33H580Si 001721-67-1 72
4 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 70
5 3-Methoxy-6,7,8,9-tetrahydro-dib... 218 C13H1403 1000186-57-9 68
Abundance Scan 4190 (27.232 min): BM005931.D (-4181) (-) m/z 218.20 100.00%
218
5000
27.00 27.20 27.40 27.60
257
o 283 357 401426 m/z 203.15  63.40%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #221180: .beta.-Amyrin
218
5000
27.00 27.20 27.40 27.60
69 95 1oc 189 m/z 55.10 23.68%
oL 28 L | 257 ome311387 365368 426
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
218
" 27.00 27.20 27.40 27.60
5000 m/z 95.05 22 .09%
95 189
ol 43 69 135161 257 286311 339365 393 426
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #235120: .beta.-Amyrin trimethylsilyl ether B e ma ERE L S
218 27.00 27.20 27.40 27.60
m/z 69.10 21.47%
5000
3 0713557 0
ol ALl 28t | | | 243 279304 337365393 498
m/z--> 50 100 150 200 250 300 350 400 450 500 27.00 27.20 27.40 27.60
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA M\DATA\BM062216\
BMO05931.D

23 Jun 2016 15:32

UM/SJ

H3612-17

28 Sample Multiplier: 1

SVOA CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM062216 .M

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 .alpha.-Amyrin

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
27.82 2.85 ng/ul 1311900 Perylene-di12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

.alpha.-Amvrin
.alpha.-Amvrin

426 C30H500
426 C30H500
426 C30H500

5(1H)-Azulenone. 2.4.6.7.8.8a-he... 218 C15H220
2(1H)Naphthalenone, 3,5,6,7,8,8a... 218 C15H220

1
2
3 .beta.-Amvrin
4
5

000638-95-9 99
000638-95-9 92
000559-70-6 86
006754-66-1 70
1000188-66-5 62

Abundance Scan 4290 (27.821 min): BM005931.D (-4284) (-) m/z 218.20 100.00%
218
57
5000
85 119
149 189 27.60 27.80 28.00 28.20
257 296 341 401426 489 : : : :
(o} m/z 57.10 73.27%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #221182: .alpha.-Amyrin
218
5000 LA L L L L L LB
27.60 27.80 28.00 28.20
55 05122 180 m/z 43.10 59.61%
290 | Ll iy L] 2 426
ol 22l i by o || 257 286311330365303 17
mz--> 50 100 150 200 250 300 350 400 450
Abundance
218
e
27.60 27.80 28.00 28.20
5000 m/z 71.10 49.75%
95 135 189 426
oL 4 69 161 243 272297 339365 393
e L = S LA S L LA SR
mz--> 50 100 150 200 250 300 350 400 450
Abundance #221180: .beta.-Amyrin L
218 27.60 27.80 28.00 28.20
m/z 55.05 37.81%
5000
69 95 189
3 135
ol b gy 28T 257 286311337 365393 426
N = A e
mz--> 50 100 150 200 250 300 350 400 450 27.60 27.80 28.00 28.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062216\
Data File : BM0O05931.D

Acq On : 23 Jun 2016 15:32

Operator : UM/SJ

Sample - H3612-17

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM062216 .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]
Trifluoroacetoxy ... 20.97 3.1 ng/ul 1444570 5 21.25 9278900 20.0
(DEL) Alkane: Str... 22.82 3.6 ng/ul 1643110 6 23.47 9212520 20.0
(DEL) Alkane: Str... 24.02 2.2 ng/ul 1017250 6 23.47 9212520 20.0
1H-Cycloprop[elaz... 27.04 6.4 ng/ul 2930260 6 23.47 9212520 20.0
-beta.-Amyrin 27.23 2.9 ng/ul 1333190 6 23.47 9212520 20.0
-alpha.-Amyrin 27.82 2.9 ng/ul 1311900 6 23.47 9212520 20.0
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