LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM062116\
Data File : BM005896.D

Aca On : 21 Jun 2016 18:11

Operator : UM/SJ

Sample : H3612-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM062116 .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 6.846 716 724 734 rBV 502260 852800 11.01% 1.335%
2 7.016 746 753 763 rBV 380904 609544 7.87% 0.955%
3 7.210 776 786 795 rBV 484686 793728 10.25% 1.243%
4 7.675 858 865 873 rBV 470960 779032 10.06% 1.220%
5 8.375 977 984 995 rBV 685447 1132027 14.62% 1.773%
6 8.828 1054 1061 1073 rBV 471285 805716 10.40% 1.262%
7 9.545 1176 1183 1192 rBV 342323 588604 7.60% 0.922%
8 10.075 1266 1273 1284 rBV 650480 1142400 14.75% 1.789%
9 10.457 1330 1338 1346 rBV 785060 1344190 17.36% 2.105%
10 10.598 1352 1362 1378 rBvV 597834 1131284 14.61% 1.772%

11 13.733 1889 1895 1900 rBV 1316456 1997037 25.79% 3.127%
12 13.780 1900 1903 1913 rVB 444920 700233 9.04% 1.097%
13 14.016 1932 1943 1951 rBV 1454767 2348989 30.33% 3.679%
14 14.322 1984 1995 2002 rBV2 1301851 2157561 27.86% 3.379%
15 14.439 2010 2015 2021 rVB2 98898 147895 1.91% 0.232%

16 14.516 2021 2028 2036 rBV 668053 1014018 13.09% 1.588%
17 15.321 2158 2165 2174 rBV 1981362 3094968 39.96% 4.847%
18 15.433 2178 2184 2195 rVV 500988 714354 9.22% 1.119%
19 16.057 2285 2290 2298 rBV 54512 102822 1.33% 0.161%
20 17.068 2456 2462 2470 rBV2 1889418 2789622 36.02% 4_.369%

21 17.168 2473 2479 2492 rVB2 2459232 3597605 46.46% 5.634%
22 17.980 2612 2617 2626 rBV 211315 341649 4.41% 0.535%
23 18.551 2709 2714 2720 rBV2 80955 118090 1.52% 0.185%
24 19.262 2832 2835 2843 rBV 138149 224582 2.90% 0.352%
25 19.468 2864 2870 2878 rBV 3390365 4610873 59.54% 7.221%

26 20.992 3125 3129 3137 rBV2 210673 331488 4.28% 0.519%
27 21.198 3160 3164 3169 rBvV 183020 236581 3.05% 0.370%
28 21.262 3170 3175 3184 rVV 3089893 4057780 52.40% 6.354%
29 21.874 3275 3279 3281 rBV2 287340 464945 6.00% 0.728%
30 21.898 3281 3283 3288 rVB 359658 449315 5.80% 0.704%

31 22.033 3301 3306 3310 rBV 375727 546355 7.05% 0.856%
32 22.456 3375 3378 3386 rVB 272266 409812 5.29% 0.642%
33 22.839 3437 3443 3458 rVB 4723213 7744259 100.00% 12.128%
34 23.344 3522 3529 3535 rBV2 2723659 5223722 67.45% 8.180%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM062116\
Data File : BM005896.D

Aca On : 21 Jun 2016 18:11

Operator : UM/SJ

Sample : H3612-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA M\METHODS\SOMO2.2-EPA-BM062116.M
SVOA CALIBRATION

Method
Title

35 23.486 3547 3553 3563 rVB 2251875 4297631 55.49% 6.730%

36 24.044 3642 3648 3657 rBV 990216 2102949 27.15% 3.293%
37 24.127 3658 3662 3669 rVB 252170 461736 5.96% 0.723%
38 25.233 3844 3850 3861 rVB 403389 977118 12.62% 1.530%
39 26.521 4062 4069 4083 rVB5 732361 2267205 29.28% 3.550%
40 27.280 4192 4198 4214 rVB7 327300 1146404 14.80% 1.795%

Sum of corrected areas: 63856923
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM062116\
Data File : BM0O05896.D

Aca On : 21 Jun 2016 18:11

Operator : UM/SJ

Sample : H3612-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM062116 .M
SVOA CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BM005896.D
5000000

4000000
3000000
2000000

1000000
8.37 10.07 %60

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

Abundance TIC: BM005896.D
5000000

4000000
19.47

3000000
17.17

2000000 15.32 17.q7

13734024 32

1000000 14.52
1B.78 ' 5.43
17.98 19.26
4.44 16.06 { 18.55 :
0 A A

Time--> 12.00 12.50 13.00 13.50 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: BM005896.D
5000000 22,84

4000000

21.26
23.34

P3.49

3000000

2000000

1000000

20.99.0

!

e

Time--> 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM062116\
Data File : BM0O05896.D

Aca On : 21 Jun 2016 18:11

Operator : UM/SJ

Sample : H3612-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM062116 .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.
17.98 2.45 ng/ul 341649 Phenanthrene-d10 17.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 87
5 Pentadecanoic acid 242 C15H3002 001002-84-2 87
Abundance Scan 2617 (17.980 min): BM005896.D (-2612) (-) m/z 73.00 100.00%
a3 P
51
5000 129
97 115 213 LN IR RN SUNILE R
1437711118599 | 227 286 17.60 17.80 18.00 18.20
ol L m/z 60.00 88.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 6

-

5000 129
83
ul

17.60 17.80 18.00 18.20
m/z 43.05 80.60%

213
143 157171185 199

01 Yl
m/z--> 20 40 60 8IO 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57 ARRE AR ARSARRE RS
17.60 17.80 18.00 18.20
5000{ 29 256 m/z 55.00 67.39%

129

97 115 213
143157171185 199 227,44

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid L S B
73 17.60 17.80 18.00 18.20
43 m/z 57.05 65.89%
5
5000 129

2

143157 214

:

9
NIy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

o

T T T T
17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM062116\
Data File : BM0O05896.D

Aca On : 21 Jun 2016 18:11

Operator : UM/SJ

Sample : H3612-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM062116 .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 8
R.T. EstConc Area Relative to ISTD R.T.
21.87 2.29 ng/ul 464945 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 91
3 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 91
4 Sulfurous acid. butyl octadecvl ... 390 C22H4603S 1000309-18-5 87
5 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 87
Abundance Scan 3278 (21.868 min): BM005896.D (-3275) (-) m/z 57.10 100.00%
57

5000 85

.

113 21.60 21.80 22.00 22.20
s 141 169 192

ol AL h T 60102 225 253 281 sa2 415 TS G 64 6on
m/z--> 50 100 150 200 250 300 350 400

Abundance #117638: Nonadecane

%

5000 85 e e
2160 21.80 22.00 22.20

m/z 43.10 58.12%

29 113
0 \‘ J ‘\ H\ Il u‘ \\ 141 169 197 225 268
L B e e o o L L e e s e o o o o B
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
R R EAEEEEEEEE R
71 21.60 21.80 22.00 22.20
5000 m/z 85.10 45.93%
97
o 125 168 197 231 261
L e e A o T LA e e o
m/z--> 50 100 150 200 250 300 350 400
Abundance #172312: Sulfurous acid, pentadecy! 2-propy! ester T T T T T T
43 21.60 21.80 22.00 22.20
m/z 55.10 27.38%
71
5000
‘ 97
125
o,H s R .
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\BM062116\
Data File : BM0O05896.D

Aca On : 21 Jun 2016 18:11

Operator : UM/SJ

Sample : H3612-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

SVOA CALIBRATION

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

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM062116 .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 3 7H-Furo[3,2-g][1]benzopyran...

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
21.90 2.21 ng/ul 449315 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 7H-Furol3.2-allllbenzopvran-7-on... 274 C15H1405

2 Naphthalene. 2-methvl

-1-(3.4-dim... 274 C20H180

3 2(1H)-Phenanthrenone. 3.4.4a.4b.... 274 C19H300
4 9-Methvl-3-phenvl-9H-pvridazino(... 259 C17H13N3
5 [2](1,4)Naphthaleno[2](2,6)pyrid... 259 C19H17N

054087-32-0 50
1000269-03-0 50
007715-44-8 49
003980-90-3 38
099677-63-1 35

Abundance Scan 3283 (21.898 min): BM005896.D (-3281) (-) m/z 259.20 100.00%
259
5000
215
52 76 108 152 189 84 327 356 429 475 21.60 21.80 22.00 22.20
0 W fBB3 327356 429 AT m/z 274.20  58.14%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #122556: 7H-Furo[3,2-g][1]benzopyran-7-one, 2-(1-hydroxy-1..
259
5000 LIRS B I B N
43 21.60 21.80 22.00 22.20
m/z 215.10 32.53%
69 115145 185 ‘\h
0...win”w,.wu.“.unyu.. N
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
259
e
21.60 21.80 22.00 22.20
5000 m/z 229.10 29.49%
115
141 169
39 " 215
Ol -
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #122952: 2(1H)-Phenanthrenone, 3,4,4a,4b,5,6,7,8,10,10a-de... L o e B e
259 21.60 21.80 22.00 22.20
m/z 217.10 25.34%
5000
217
e L Wﬂm .mlt. T R
m/z--> () 50 50 200 250 300 350 400 450 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM062116\
Data File : BM0O05896.D

Aca On : 21 Jun 2016 18:11

Operator : UM/SJ

Sample : H3612-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM062116 .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 1,1°-Biphenyl, 5,27,3",4"-t... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.03 2.69 ng/ul 546355 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1°-Biphenvl. 5.2".3".4"-tetram... 274 C16H1804 119101-30-3 56
2 3.4-Dihvdro-2-bromo-4.4-dimethvl... 312 C18H17Br 071161-44-9 50
3 5.6.6".11.12.12"-Hexahvdro-6".12... 274 C19H1402 111977-22-1 50
4 2.4-Diethoxvauinazoline 218 C12H14N202 000611-65-4 43
5 4H-Benzo[e]pyrido[1l,2-a]lbenzimid... 218 C15H10N2 000239-25-8 43
Abundance Scan 3306 (22.033 min): BM005896.D (-3301) (-) m/z 218.10 100.00%
218
274
5000
101 139] 39 21.80 22.00 22.20 22.40
o 4163 1012143165 WP 1299 | | mamsse aon 420 a0t e e,
m/z--> 50 100 150 200 250 300 350 400
Abundance #122729: 1,1'-Biphenyl, 5,2',3',4'-tetramethoxy-
274
5000 R SURIS SR BN R
21.80 22.00 22.20 22.40
m/z 202.10 26.01%
0 53 76 102123 \ 171 201\ \ 25q
m/z--> 50 100 150 200 250 300 350 400
Abundance
218
21180 22.00 22.20 22.40
5000 m/z 219.10 21.44%
314
oL 3077 101 147 165 189
m/z--> 50 100 150 200 250 300 350 400
Abundance #122903: 5,6,6',11,12,12'-Hexahydro-6',12"-methylene-chrys...
274 21.80 22.00 22.20 22.40
m/z 215.10 16.84%
2000 144 202
L 15 ‘231
51
Olllllj\nl‘l ‘\\’h '1|§5 | \\l\|”‘ : T B4 N VY N G —
m/z--> 50 100 150 250 300 350 400 21.80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM062116\
Data File : BM0O05896.D

Aca On : 21 Jun 2016 18:11

Operator : UM/SJ

Sample : H3612-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM062116 .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 1
R.T. EstConc Area Relative to ISTD R.T.
22.84 36.04 ng/ul 7744260 Perylene-d12 23.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 94
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3443 (22.839 min): BM005896.D (-3437) (-) m/z 57.10 100.00%
57
5000 85 ]\‘
T
113 22.60 22.80 23.00 23.20
141
o] L L 42169107225 53280 300 337365 _ 408 489 | 1sm 71 10 66.61%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141431: Eicosane, 10-methyl-
57
5000 85 LRI I BN RN B
2260 22.80 23.00 23.20
m/z 43.10 61.31%
113 154
Ol b [l a83211289 281
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43
I |

71 22.60 22.80 23.00 23.20
5000 m/z 85.05 49.01%
99 196
o 127 155 225252 280
T T T Y e e T e
miz--> 50 100 150 200 250 300 350 400 450
Abundance #215181: 2-methyloctacosane e B A R
57 22.60 22.80 23.00 23.20
m/z 55.05 23.52%
5000 85
113
o 2?\] |77 141169197 225 267 295 365 393
e i e
miz--> 50 100 150 200 250 300 350 400 450 2260 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM062116\
Data File : BM0O05896.D

Aca On : 21 Jun 2016 18:11

Operator : UM/SJ

Sample : H3612-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM062116 .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 3
R.T. EstConc Area Relative to ISTD R.T.

24 .04 9.79 ng/ul 2102950 Perylene-di12 23.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 1ll1-butvl- 366 C26H54 013475-76-8 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Nonadecane 268 C19H40 000629-92-5 87
4 Tetradecane. 4-ethvl- 226 C16H34 055045-14-2 86
5 Hexadecane 226 Cl16H34 000544-76-3 83

Abundance Scan 3647 (24.039 min): BM005896.D (-3642) (-) m/z 57.10 100.00%

57
5000 8

23. 80 24 00 24. 20 24 40
J 141 183
oL, 34 iy “ I~y 163183 208 239 265 295 3928 365 40 | sz 71.10  65.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194500: Docosane, 11-butyl-
57
5000 85 LA B L L I L L LB

23.80 24.00 24,20 24.40
m/z 43.05 58.33%

113
oL 37 } LS ‘141 169 210 239 267 309 336 366
e . T
mz--> 50 100 150 200 250 300 350 400
Abundance
57

23 80 24.00 24.20 24.40

5000 o m/z 85.10 51.46%
29
o 113 141 169 197 225 253 281 309 337 365 394
A b e e e A AR R R
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane R R A Ean

57 23.80 24.00 24.20 24.40
m/z 55.10 23.31%

5000 85
29

ol e S s B S

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\BM062116\
Data File : BM0O05896.D

Aca On : 21 Jun 2016 18:11

Operator : UM/SJ

Sample : H3612-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM062116 .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 13-Tetradecen-1-ol acetate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

24 .13 2.15 ng/ul 461736 Perylene-d12 23.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 95
2 Octacosvl acetate 452 C30H6002 018206-97-8 94
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 Octacosanol 410 C28H580 000557-61-9 94

Abundance Scan 3663 (24.133 min): BM005896.D (-3658) (-) m/z 57.10 100.00%

57 g3
5000

181 208 23.80 24.00 24.20 24.40

283 341
oLl 242 m/z 55.10 82.46%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #105686: 13-Tetradecen-1-ol acetate
43

5000 e
111 23.80 24.00 24.20 24.40

m/z 83.10 82.15%

i S 167108 24 251
fodd T
m/z--> 200 250 300 350 400 450
Abundance

43 97

69 2380 24'00 24.20 24.40
5000 m/z 97.10 81.59%
125
ol15 153 181 200 250 278 306 334 364 392 437
L e A
miz--> 50 100 150 200 250 300 350 400 450
Abundance #210517: 1-Heptacosanol . e N B o

57 |97 2380 24.00 24.20 24.40

m/z 69.10 77.16%

5000
125
2 ‘ | L 1153 181 209 236 264 292 320 350 378

ottt e et o R A EEE s m e

m/z--> 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 : Z:\HPCHEM1\BNA M\DATA\BM062116\
Data File : BM0O05896.D

Aca On : 21 Jun 2016 18:11

Operator : UM/SJ

Sample : H3612-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM062116 .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 13-Octadecenal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
25.23 4_.55 ng/ul 977118 Perylene-d12 23.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Octadecenal 266 C18H340 056554-90-6 94
2 14-Octadecenal 266 C18H340 056554-89-3 94
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
4 Tetradecanal 212 C14H280 000124-25-4 91
5 17-Octadecenal 266 C18H340 056554-86-0 89
Abundance Scan 3850 (25.233 min): BM005896.D (-3844) (-) m/z 57.10 100.00%
57 g0
5000
g, 207 " 2500 25.20 25.40 25.60
b AARAAL L1260 | 253282 539 890416 489 | 7,82 05  81.58%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #115863: 13-Octadecenal
57 82
5000 LR B UL BRI B
29 %m%m%m%m
m/z 43.05 74 .69%
o f\hh u‘“%ﬁ”l?llgﬁ?%llzﬁ”W”Imwml”,,I
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
57 82
" 2500 25.20 25.40 25.60
5000 m/z 55.05 64 .64%
i 110 147
. 171196221 252
miz--> 0 §o 160 1éo 200 2%0 360 3%0 460 4éo '
Abundance #117618: Oxirane, hexadecyl- N e B
2 25.00 25.20 25.40 25.60
m/z 83.10 54 _.31%
5000
29
o 166 211 250
miz--> 0 50 100 150 200 250 300 350 400 450 - 25 dd 25 20 25 4'0' 25 éd '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM062116\
Data File : BM0O05896.D

Aca On : 21 Jun 2016 18:11

Operator : UM/SJ

Sample : H3612-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM062116 .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 _gamma.-Sitosterol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
26.52 10.55 ng/ul 2267210 Perylene-d12 23.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 99
2 _beta.-Sitosterol 414 C29H500 000083-46-5 99
3 .beta.-Sitosterol 414 C29H500 000083-46-5 97
4 _gamma.-Sitosterol 414 C29H500 000083-47-6 92
5 Stigmastan-3,5-diene 396 C29H48 1000214-16-4 55
Abundance Scan 4069 (26.521 min): BM005896.D (-4062) (-) m/z 43.05 100.00%
a3
107
7
3g1 414 ISUNRDUUSNLSUUNBS A IR
26.20 26.40 26.60 26.80
4
oLy 461489 549 | "n/z 55.10 63.27%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #217434: .gamma.-Sitosterol
43
5000 AUV UNARAR
26,20 26.40 26.60 26.80
m/z 57.10 58.62%
0 - .‘. l I
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
26.20 26.40 26.60 26.80
5000 81 m/z 107.10 53.39%
145
109 213 20 414
L1 173 255 o0, 381
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #217432: .beta.-Sitosterol R AR Baan s S e
43 26.20 26.40 26.60 26.80
m/z 105.05 52 .32%
5000
29 107 414
145 213 303
) “m 73 255 303, 381
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 26,20 26.40 26.60 26.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM062116\
Data File : BM0O05896.D

Aca On : 21 Jun 2016 18:11

Operator : UM/SJ

Sample : H3612-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM062116 .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 _beta.-Amyrin Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
27 .28 5.34 ng/ul 1146400 Perylene-d12 23.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Amvrin 426 C30H500 000559-70-6 94
2 .alpha.-Amvrin 426 C30H500 000638-95-9 83
3 .beta.-Amvrin trimethvisilvl ether 498 C33H580Si 001721-67-1 64
4 _beta.-Amvrin 426 C30H500 000559-70-6 64
5 4,4,6a,6b,8a,11,11,14b-Octamethy... 424 C30H480 1000194-62-4 64
Abundance Scan 4198 (27.280 min): BM005896.D (-4192) (-) m/z 218.20 100.00%

5000

27.00 27.20 27.40 27.60

257283 327356 401426

476

0 m/z 203.20 69.16%
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
0
69 95 15 189 m/z 95.05 28.98%
oL Db | 25T aseanisaraes 393 420
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
218
A EEEEE T
27.00 27.20 27.40 27.60
5000 m/z 55.05 27 .00%
95 135 189 426
oL 1% 161 243 272297 339365 393
T T e e e T e T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #235120: .beta.-Amyrin trimethylsilyl ether A EEEEE T
218 27.00 27.20 27.40 27.60
m/z 81.10 22.18%
5000
3 07 135 190
0 ..4.“1,‘.“‘4‘.“,W.#H.‘*.*ﬂ.?l.hU h | 243 2[9304 337365393 498 N ——
m/z--> 50 100 150 200 250 300 350 400 450 500 27.00 27.20 27.40 27.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062116\
Data File : BM005896.D

Acq On : 21 Jun 2016 18:11

Operator : UM/SJ

Sample - H3612-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM062116 .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 17.98 2.5 ng/ul 341649 4 17.07 2789620 20.0
(DEL) Alkane: Str... 21.87 2.3 ng/ul 464945 5 21.26 4057780 20.0
7H-Furo[3,2-g][1]--- 21.90 2.2 ng/ul 449315 5 21.26 4057780 20.0
1,1*-Biphenyl, 5,... 22.03 2.7 ng/ul 546355 5 21.26 4057780 20.0
(DEL) Alkane: Str... 22.84 36.0 ng/ul 7744260 6 23.49 4297630 20.0
(DEL) Alkane: Str... 24.04 9.8 ng/ul 2102950 6 23.49 4297630 20.0
13-Tetradecen-1-o... 24.13 2.1 ng/ul 461736 6 23.49 4297630 20.0
13-Octadecenal 25.23 4.5 ng/ul 977118 6 23.49 4297630 20.0
-gamma.-Sitosterol 26.52 10.6 ng/ul 2267210 6 23.49 4297630 20.0
-beta.-Amyrin 27.28 5.3 ng/ul 1146400 6 23.49 4297630 20.0
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