LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051315\

Data File : BF079199.D

Aca On : 13 May 2015 16:41 Instrument :
Operator : TP/1Z ?:'l\:gﬁ't:Sam ol
3?22'6 i 62195-02 Tumzssagas
ALS Vial : 4 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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:\HPCHEM1I\BNA F\METHODS\8270-BF043015.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.381 15 17 25 rvB 373884 596406 9.30% 2.390%
2 1.507 25 28 35 rvB 107362 235932 3.68% 0.946%
3 1.701 41 45 54 rvv2 279072 610182 9.51% 2.445%
4 1.816 54 55 96 rVB 2424449 6416224 100.00% 25.715%
5 5.530 377 380 382 rBVY 1106247 1275084 19.87% 5.110%
6 6.799 489 491 493 rBV 1580921 1414750 22.05% 5.670%
7 6.947 501 504 506 rBVY 1295421 1481801 23.09% 5.939%
8 7.233 526 529 531 rBV 341177 319029 4_.97% 1.279%
9 7.416 543 545 548 rBVY 1229229 1106210 17.24% 4_.433%
10 7.919 587 589 592 rBV 733984 832179 12.97% 3.335%

11 8.810 664 667 669 rBvV 419752 402974 6.28% 1.615%
12 10.159 782 785 787 rBV 1472967 1682381 26.22% 6.743%
13 10.982 855 857 860 rvB 500649 459308 7.16% 1.841%
14 11.325 884 887 889 rBvV 146861 237745 3.71% 0.953%
15 11.965 940 943 945 rBV 913515 1128878 17.59% 4.524%

16 12.822 1015 1018 1020 rBV 518316 504505 7.86% 2.022%
17 13.462 1071 1074 1077 rBV3 25583 64525 1.01% 0.259%
18 13.554 1079 1082 1086 rBV2 87179 203834 3.18% 0.817%
19 14.342 1149 1151 1155 rVB 68930 109864 1.71% 0.440%
20 14.823 1190 1193 1195 rBV 1968802 1952654 30.43% 7.826%

21 16.000 1293 1296 1300 rBV2 183759 326956 5.10% 1.310%
22 16.114 1303 1306 1308 rVvVv 458161 610120 9.51% 2.445%
23 16.160 1308 1310 1313 rVB2 53291 96584 1.51% 0.387%
24 16.823 1366 1368 1373 rBV 103575 176847 2.76% 0.709%
25 17.623 1436 1438 1444 rBV2 71929 164116 2.56% 0.658%

26 17.886 1459 1461 1464 rBV 466733 575803 8.97% 2.308%
27 18.457 1509 1511 1513 rBV 45333 71377 1.11% 0.286%
28 18.503 1513 1515 1519 rVvVv 37592 78237 1.22% 0.314%
29 19.509 1599 1603 1610 rBV2 492557 1179441 18.38% 4.727%
30 19.932 1636 1640 1646 rBV3 127978 424181 6.61% 1.700%

31 20.263 1663 1669 1675 rBV6 56455 213244 3.32% 0.855%

Sum of corrected areas: 24951371
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF051315\

BF079199.D

13 May 2015 16:41

TP/1Z

62195-02

4 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051315\
Data File : BF079199.D

Aca On : 13 May 2015 16:41

Operator : TP/1Z

Sample : 62195-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl.38 Concentration Rank 6

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

1.38 37.39 ng 596406 1,4-Dichlorobenzene-d4 7.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
2 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
3 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
4 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 9
5 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 7

Abundance Scan 17 (1.381 min): BF079199.D (-15) (-) m/z 73.05 100.00%
7B
5000 43
89
1.301.401.50 1.601.70 1.80
55
e e e e e 2 e || M7z 43,10 46.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4342: Pentane, 3-methoxy-
73
5000 A AR AR AR AR AR N
45 1.301.401.50 1.601.70 1.80
29 m/z 89.10 27 .54%
Ll 39 %5 67 | 101
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
1.301.401.50 1.601.70 1.80
5000 43 55 m/z 41.05 8.89%
29
37 61 g2 % 103
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2103: Propane, 2-methoxy-2-methyl- — T
73 1.301.401.50 1.601.70 1.80
m/z 45.10 6.92%
5000
57
- 41
15 | \“\ 1] | 87
m/z--> 1'0 2'0 3'0 4'0 5'0 6|O 7'0 8|0 9'0 1(')0 11'0 1.301.401.50 1.601.70 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051315\
Data File : BF079199.D

Aca On : 13 May 2015 16:41

Operator : TP/1Z

Sample : 62195-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.95 Concentration Rank 2

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

6.95 92.89 ng 1481800 1,4-Dichlorobenzene-d4 7.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 504 (6.947 min): BF079199.D (-501) (-) m/z 132.00 100.00%
32
5000
68
40 | % 660 6.80 7.00 7.20
54 - - - -
el 85 L RO7 W+ m/z 134.00 33.64%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U L AU I
6.60 6.80 7.00 7.20
31 51 m/z 68.10 33.55%
'J”WI'HW'l'ﬂP"'IA"I"HI"'W""P"'I”"I'”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
RN A RS RS b
6.60 6.80 7.00 7.20
5000 67 m/z 66.10 20.79%
41 97
53
79 117
mz-> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil R R o
132 6.60 6.80 7.00 7.20
m/z 69.10 13.11%
5000
91 105
39 51 65 77 | | 117 | 146159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220 6.60 6.80 7.00 7.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051315\
Data File : BF079199.D

Aca On : 13 May 2015 16:41

Operator : TP/1Z

Sample : 62195-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Tetradecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.55 8.08 ng 203834 Phenanthrene-d10 12.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 72
2 Tridecanoic acid 214 C13H2602 000638-53-9 64
3 Tridecane. 6-propvl- 226 C16H34 055045-10-8 15
4 Tridecane 184 C13H28 000629-50-5 11
5 Dodecane 170 C12H26 000112-40-3 11

Abundance Scan 1082 (13.554 min): BF079199.D (-1079) (-) m/z 73.00 100.00%

3
43 60
5000 129
213

157171185 EEEEEE e S A
99

143 227 g 13.20 13.40 13.60 13.80
m/z 60.00 84.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid
60 73
43
5000 LI L L B L L L L L L L
129 13.20 13.40 13.60 13.80
15 185 228 m/z 43.10 77 .56%
01 143 127171 ‘
u...\ A ,7 Tl il 1 T8
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
B e o I
43 13.20 13.40 13.60 13.80
5000 m/z 57.10 69.95%
129
29 P 115 171 - 214
15 jo1 152 198
LA L e R LR S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #73970: Tridecane, 6-propyl- B e ERmamm
43 57 13.20 13.40 13.60 13.80
71 m/z 55.10 59.40%
- | ‘J\/‘_/\/j\\Afv
99 154 183
113
...,....‘,‘....‘,..‘h.,w...“,....,.“...14.1..“. EC A A2 E— it e SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13 20 13. 40 13 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051315\
Data File : BF079199.D

Aca On : 13 May 2015 16:41

Operator : TP/1Z

Sample : 62195-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT 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 Trichloroacetic acid, hexad... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.00 10.72 ng 326956 Chrysene-di12 16.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 93
2 17-Pentatriacontene 491 C35H70 006971-40-0 90
3 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 87
4 1-Docosene 308 C22H44 001599-67-3 83
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 83
Abundance Scan 1296 (16.000 min): BF079199.D (-1293) (-) m/z 57.10 100.00%
5§ g3
5000 111
149 LA AR AL BRI
l “ l..; L 178 209 15.60 15.80 16.00 16.20 16.40

L L B B s o m/z 43.05 84 .68%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #152927: Trichloroacetic acid, hexadecy! ester

69

-

97

5000

15.60 15.80 16.00 16.20 16.40
m/z 83.05 80.56%

‘125
“‘ \‘ \\‘\ \‘H\‘h \.15\3 196 224
L I B B L B

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance

E

57

-

97

15.60 15.80 16.00 16.20 16.40
5000 m/z 55.10 76 .55%

29 125
153
181 209236 267292 320 348 376 406 434 462 490

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

-

Abundance #143984: Trichloroacetic acid, tetradecyl ester T
3 83 15.60 15.80 16.00 16.20 16.40
m/z 97.05 69.31%
5000
139168196 941
R e A RR
m/z--> 0 50 100 150 200 250 300 350 400 450 15.60 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051315\
Data File : BF079199.D

Aca On : 13 May 2015 16:41

Operator : TP/1Z

Sample : 62195-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Tritetracontane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.82 5.80 ng 176847 Chrysene-di12 16.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 87
2 Octadecane. 1l-chloro- 288 C18H37ClI 003386-33-2 86
3 Heneicosane 296 C21H44 000629-94-7 68
4 Hexadecane 226 C16H34 000544-76-3 62
5 Octadecane 254 C18H38 000593-45-3 62
Abundance Scan 1368 (16.823 min): BF079199.D (-1366) (-) m/z 57.10 100.00%
57
0% __fL,,,w\H,__j\v\ﬂmy,,_,J\V\
F7 "' 16,60 16.80 17.00 17.20
141 : - : :
“.”,...!”.,ﬂ?ﬁ.”.,f?ﬁ.”....w.”.“.”,”..“.”,” m/z 43.10 68.34%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172667: Tritetracontane
57
5000 LS BRI B S L

16. 60 16 80 17. OO 17. 20
o7 m/z 71.10 63.34%

M“ }4; 183 225 267 323 379 421 463 505 547 604

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

%

Abundance
57
L BRI E m o S
16.60 16.80 17.00 17.20
5000 m/z 85.10 44 .52%
91
26 133 175 217252 288
P e T e e e e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #115570: Heneicosane B e
57 16.60 16.80 17.00 17.20
m/z 55.10 37.09%
5000
99
26/ |11 11 183 225 26629
TR e T B i e e R EamE
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 16. 60 16 80 17. OO 17. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051315\
Data File : BF079199.D

Aca On : 13 May 2015 16:41

Operator : TP/1Z

Sample : 62195-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 13 Heneicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.62 5.70 ng 164116 Perylene-di12 17.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Nonacosane 408 C29H60 000630-03-5 90
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 1438 (17.623 min): BF079199.D (-1436) (-) m/z 57.10 100.00%
57
5000 T \J\\//\_J\/\/\//\(
17.40 17.60 17.80 18.00
155
-y .l'.~|| .*'.1.3?, s e A m/z 71.10 65.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
85
5000 L UL SIS BN B
17.40 17.60 17. 80 18. 00
m/z 43.10 56.53%
29 113
\‘ A ‘ H\ h h‘ u‘ \ \1\169 197 225 253 296
m/z--> 55 100 1%0 260 250 360 3éo 460
Abundance
57
"' 17,40 17.60 17.80 18.00
5000 85 m/z 85.10 50.51%
29 113 141 169 197 225 253 281 300 337 365 408
m/z--> 55 160 1%0 260 250 360 3éo 460
Abundance #123100: Pentadecane, 8-heptyl- B B R BEE S
57 17.40 17.60 17.80 18.00
m/z 55.10 21.52%
e i MN\\MM
29 113 21 o
ol LT M e oseaee 0
m/z--> 50 100 150 2m 250 300 350 400 1mmmmmmmo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051315\
Data File : BF079199.D

Aca On : 13 May 2015 16:41

Operator : TP/1Z

Sample : 62195-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 14 Eicosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.46 2.48 ng 71377 Perylene-di12 17.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hexacosane 366 C26H54 000630-01-3 87
3 Nonacosane 408 C29H60 000630-03-5 86
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 86
5 Triacontane 422 C30H62 000638-68-6 86
Abundance Scan 1511 (18.457 min): BF079199.D (-1509) (-) m/z 57.10 100.00%
57
J l s 207 | 18.20 18.40 18.60 18.80
155 133 . . . .
T | Jasgipasesy, 288 . w/z 71.10  65.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107652: Eicosane
57
5000 L SR BRI UL SUAR
85 mmmmmmmm
m/z 43.10 49 .03%
‘ h | 113 141 169 282
m/z--> § 160 150 200 250 300 350 460
Abundance
57
| 18.20 18.40 18.60 18.80
5000 a5 m/z 85.10 48 .56%
113
29 141 169 197 225 253 295 366 4A\J,VAVMWVJ\AV\,WNNMNM_/
m/z--> éo 160 150 260 250 360 350 460
Abundance #158131: Nonacosane R B R
57 18.20 18.40 18.60 18.80
m/z 55.10 18.79%
e T VWVPWJ\VJW/fJ\A\““AfA”M/
29| || | ”113_141 169 197 225 253 281 309 337 365 408
m/z--> 50 100 1%0 260 250 360 3éo 460 1820 1840 1860 1880
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051315\
Data File : BF079199.D

Aca On : 13 May 2015 16:41

Operator : TP/1Z

Sample : 62195-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 15 1-Docosene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.50 2.72 ng 78237 Perylene-d12 17.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 64
2 1-Octadecanol 270 C18H380 000112-92-5 60
3 Acetic acid. octadecvl ester 312 C20H4002 000822-23-1 53
4 1-Nonadecene 266 C19H38 018435-45-5 52
5 1-Eicosanol 298 C20H420 000629-96-9 49

Abundance Scan 1515 (18.503 min): BF079199.D (-1513) (-) m/z 83.10 100.00%

57

5000 4]
141 282 18.20 18.40 18.60 18.80
SN m/z 97.10 89.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene

55

:

5000 LA L L L L L L B L
18.20 18.40 18.60 18.80
m/z 57.10 87 .42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
R R EERE RS
18.20 18.40 18.60 18.80
5000 111 m/z 55.10 79.06%

29

%

139
mmmmmwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124064: Acetic acid, octadecy! ester e S m e
43 18.20 18.40 18.60 18.80
m/z 43.10 77.87%
69 97
5000

?

125

153168 196 224 252 297

2

I T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051315\
Data File : BF079199.D

Aca On : 13 May 2015 16:41

Operator : TP/1Z

Sample : 62195-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 16 1H-3a,7-Methanoazulene, 2,3... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.51 40.97 ng 1179440 Perylene-d12 17.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-3a.7-Methanoazulene. 2.3.6.7.... 204 Cl15H24 000560-32-7 53
2 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 53
3 1H-Cvcloproplelazulene. la.2.3.5... 204 C15H24 021747-46-6 50
4 2.5.5.8a-Tetramethvl-6.7.8.8a-te... 204 C14H200 124957-09-1 49
5 1-Naphthalenecarboxylic acid, de... 316 C21H3202 001235-39-8 38
Abundance Scan 1603 (19.509 min): BF079199.D (-1599) (-) m/z 204.20 100.00%
204
5000
269 301
19.20 19.40 19.60 19.80
m/z 135.10 78.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58887: 1H-3a,7-Methanoazulene, 2,3,6,7,8,8a-hexahydro-1,4...
93 135
i RN BSR SSREN SUNRRE
5000 161 204 19.20 19.40 19.60 19.80
69 m/z 69.10 65.20%
ey
m/z--> 50 100 150 200 250 300 350 400
Abundance
204
s O 1% 19.20 19.40 19.60 19.80
5000 6 161 m/z 121.10 62.26%
mz-> 50 100 150 200 250 300 350 400 “J\_’\AN
Abundance #58932: 1H-Cycloprop[e]azulene, 1a,2,3,5,6,7,7a,7b-octahyd... L e L s i
107 19.20 19.40 19.60 19.80
161 m/z 133.10 60.70%
135 204
sooo] 4t 81 “-NVNANP-\~/\k‘\/vvgﬁ_/\i
|'JJ'L"M'|"" Y UNEL LN SR SR RN BRSR SSRAN SUNRE
m/z--> 50 100 150 200 250 300 350 400 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051315\
Data File : BF079199.D

Aca On : 13 May 2015 16:41

Operator : TP/1Z

Sample : 62195-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 17 _.beta.-Sitosterol Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
19.93 14.73 ng 424181 Perylene-di12 17.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
.beta.-Sitosterol 414 C29H500 000083-46-5 95
.gamma.-Sitosterol 414 C29H500 000083-47-6 93
22.23-dihvdro- 414 C29H500 1000214-20-7 52

17-ethvli... 414 C27H4203

1
2
3 Stiamasterol.
4 5_.alpha.Androst-16-ol.
5

1000124-58-6 27

Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 25
Abundance Scan 1640 (19.932 min): BF079199.D (-1636) (-) m/z 43.10 100.00%
43
107
81 145 //P\v«Nf\ﬁj,v/\\/\Amv/f\pxﬁv/
5000
19.60 19.80 20.00 20.20
il m/z 55.10 69.61%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #159283: .beta.-Sitosterol
43
5000 LA L L L L L L
81 105 " 19,60 19.80 20.00 20.20
18 m/z 107.05 68.10%
.‘.‘ H H | H IL\MLI ““.“ ‘u P4 \ 276 “. ; ‘; |3|5‘|"| ) 'Mi .‘. .
m/z--> 0 150 200 250 300 350 400
Abundance
43
BN R e A S S
19.60 19.80 20.00 20.20
5000 81 4107 m/z 57.10 64 .66%
145 414
213 303
173 255 829 381
234 | 276 354
mam o o L B LA o
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #159291: Stigmasterol, 22,23-dihydro- T
43 19.60 19.80 20.00 20.20
m/z 105.10 61.27%
5000
414
’ 00 105 ws 213 303 329
b i3T85 206 278 TR B, || | e
m/z--> 0 50 100 150 200 250 300 350 400 19 60 19. 80 20 00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051315\
Data File : BF079199.D

Aca On : 13 May 2015 16:41

Operator : TP/1Z

Sample : 62195-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 18 2,4a,8,8-Tetramethyldecahyd... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.26 7.41 ng 213244 Perylene-di12 17.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4a.8.8-Tetramethvldecahvdrocvc... 206 C15H26 074022-04-1 91
2 2.3.3-Trimethvl-2-(3-methvl-buta... 206 C14H220 1000193-60-6 38
3 1.2-Dithiolane-3-pentanoic acid 206 C8H1402S2 000062-46-4 38
4 Cvclohexanone. 2.3.3-trimethvl-2_... 206 C14H220 069296-90-8 38
5 Cyclopropa[d]naphthalen-3-one, o... 235 C15H25NO 024703-24-0 35
Abundance Scan 1669 (20.263 min): BF079199.D (-1663) (-) m/z 123.10 100.00%

5000

3

20.00 20.20 20.40 20.60
m/z 81.10 69.71%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #60316: 2,4a,8,8-Tetramethyldecahydrocyclopropa[d]naphthalene

i

20. OO 20. 20 20 40 20 60
m/z 95.10 65.56%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

;

Abundance
95 123
R B
41 101 20.00 20.20 20.40 20.60
5000 69 m/z 93.10 51.86%
163
145 208
mmmmﬂwmwﬁvﬁvwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #60487: 1,2-Dithiolane-3-pentanoic acid L Bl B e ma
81 20.00 20.20 20.40 20.60
206 m/z 121.10 51.26%
123
55
5000
105 155173
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 20. OO 20. 20 20 40 20 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051315\
Data File : BF079199.D

Acq On : 13 May 2015 16:41

Operator : TP/1Z

Sample : G2195-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT 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]
unknownl.38 1.38 37.4 ng 596406 1 7.23 319029 20.0
unknown6 .95 6.95 92.9 ng 1481800 1 7.23 319029 20.0
Tetradecanoic acid 13.55 8.1 ng 203834 4 12.82 504505 20.0
Trichloroacetic a... 16.00 10.7 ng 326956 5 16.11 610120 20.0
Tritetracontane 16.82 5.8 ng 176847 5 16.11 610120 20.0
Heneicosane 17.62 5.7 ng 164116 6 17.89 575803 20.0
Eicosane 18.46 2.5 ng 71377 6 17.89 575803 20.0
1-Docosene 18.50 2.7 ng 78237 6 17.89 575803 20.0
1H-3a,7-Methanoaz... 19.51 41.0 ng 1179440 6 17.89 575803 20.0
-beta.-Sitosterol 19.93 14.7 ng 424181 6 17.89 575803 20.0
2,4a,8,8-Tetramet... 20.26 7.4 ng 213244 6 17.89 575803 20.0

8270-BF043015.M Thu May 14 16:31:48 2015 Page: 14



