LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF080816\

Data File : BF089671.D

Acg On : 8 Aug 2016 20:41 Instrument :
Operator : UM/SJ BNA_F

Sample - H4364-01 ClientSampleld :
Misc : MMA-FL-01

ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF080416_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 height area % max. total
1 4.639 264 267 280 rBvY 145963 385002 20.94% 2.545%
2 5.313 323 326 352 rBY 851096 1431029 77.83% 9.460%
3 6.959 467 470 477 rBVY 803446 1450205 78.88% 9.587%
4 7.073 477 480 492 rVB 1117335 1624449 88.35% 10.739%
5 7.428 509 511 523 rBvV 107672 226701 12.33% 1.499%
6 7.656 528 531 541 rBV 914057 1189511 64.70% 7.864%
7 8.331 587 590 607 rBY 575565 945795 51.44% 6.252%
8 9.451 685 688 695 rBY 206464 327683 17.82% 2.166%
9 11.234 840 844 846 rBV 1256317 1838606 100.00% 12.155%
10 11.919 901 904 914 rBvV 184972 244731 13.31% 1.618%
11 12.262 932 934 938 rBVY 250542 394032 21.43% 2.605%
12 13.131 1007 1010 1012 rBV 19365 23862 1.30% 0.158%
13 13.554 1045 1047 1056 rBVY 606206 1036122 56.35% 6.850%
14 13.897 1074 1077 1088 rVB 27599 50931 2.77% 0.337%
15 14.628 1138 1141 1142 rBV 18398 21214 1.15% 0.140%
16 14.663 1142 1144 1146 rVV 279432 378586 20.59% 2.503%
17 14.697 1146 1147 1152 rVB 33373 53842 2.93% 0.356%
18 15.680 1230 1233 1243 rBV2 73316 128303 6.98% 0.848%
19 16.468 1299 1302 1306 rBV 42840 54965 2.99% 0.363%
20 16.777 1326 1329 1336 rBvY 125608 187695 10.21% 1.241%
21 16.891 1336 1339 1342 rVB 68819 77950 4.24% 0.515%
22 17.029 1348 1351 1354 rBV 1084593 1650333 89.76% 10.910%
23 17.406 1380 1384 1386 rBV3 10548 26075 1.42% 0.172%
24 17.817 1418 1420 1423 rBvY 42820 53310 2.90% 0.352%

25 18.286 1458 1461 1465 rBV 96021 166738 9.07% 1.102%

26 18.366 1465 1468 1474 rVB 200559 323745 17.61% 2.140%

27 18.697 1495 1497 1502 rVB2 12954 20251 1.10% 0.134%
28 19.086 1529 1531 1538 rBV 81051 153360 8.34% 1.014%
29 19.452 1561 1563 1567 rBvV4 7316 19715 1.07% 0.130%
30 19.520 1567 1569 1571 rVB 21582 24174 1.31% 0.160%
31 19.623 1574 1578 1584 rVB2 11153 40783 2.22% 0.270%
32 19.806 1592 1594 1595 rBV 21143 25078 1.36% 0.166%
33 20.023 1611 1613 1621 rVB 179939 235790 12.82% 1.559%
34 20.309 1635 1638 1643 rVB3 14055 26847 1.46% 0.177%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089671.D

Acq On : 8 Aug 2016 20:41

Operator : UM/SJ

Sample - H4364-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF080416 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 20.492 1651 1654 1656 rBV 17466 27171 1.48% 0.180%
36 20.537 1656 1658 1660 rBV2 15027 28188 1.53% 0.186%
37 21.086 1703 1706 1714 rVB4 13261 29404 1.60% 0.194%
38 21.383 1729 1732 1737 rBV3 20514 41587 2.26% 0.275%
39 21.635 1750 1754 1758 rVB7 12102 34501 1.88% 0.228%
40 21.829 1768 1771 1776 rVB3 8881 24850 1.35% 0.164%
41 22.183 1799 1802 1807 rVB2 12303 30032 1.63% 0.199%
42 23.098 1878 1882 1893 rVB7 21946 73553 4._00% 0.486%

Sum of corrected areas: 15126699
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF080816\
BF089671.D

8 Aug 2016 20:41

UM/SJ

H4364-01

14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_M

Quant Title

TIC Library

= ASP BNA STANDARDS FOR 5 POINT

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

CALIBRATION

Abundance
1200000

1000000

800000

600000

400000

200000

4.64

TIC: BFO89671.D
7.07

7.66

531
6.9

7.43

8.33

0

Time-->

I
2.00 2.50

T T
3.00 3.50

I
4.00 4.50

5.00

T T T T T
5.50 6.00 6.50 7.00 7.50

.
8.00

T
8.50

T
9.00

Abundance
1200000

1000000

800000

600000

400000

200000

0

9.45

11123

12.26
11.92

TIC: BF089671.D

13.55

14.66

13.13 13.90 14430

15.68

16.47

Time-->

9.50

12.00

10.00  10.50

11.00

11.50

12.50

13.00  13.50

14.00  14.50 15.00

15.50

16.00

16.50
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1200000

1000000

800000

600000

400000

200000 16.78

0

6.8

17.03

18.37

18.49 19.09
18.70 18916239.81

17.82
1741 °

TIC: BF089671.D

20.02

20. 2204 21.0921.3%1.681.83 22.18

23.10

Time-->

17.00

19.00 19.50

20

17.50 18.00  18.50

.00

2150 22.00 2250

20.50 21.00

23.00

23.50

24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089671.D

Acq On : 8 Aug 2016 20:41

Operator : UM/SJ

Sample - H4364-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.64 33.97 ng 385002 1,4-Dichlorobenzene-d4 7.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 Acetone 58 C3H60 000067-64-1 10
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 267 (4.639 min): BF089671.D (-264) (-) m/z 43.05 100.00%
a3
59
5000
101 RS NS S A
51| 83 440 4.60 4.80 5.00
S 1 - S U, m/z 59.10 62.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl- /t
43
5000 LN IR UL LR U
59 440 460 4.80 5.0
m/z 101.10 23.14%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 480 500
5000 M m/z 58.10 15.95%
68
50 126 142
wﬂmﬁwﬁmﬁmﬁwﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime R e E REame ma
43 440 4.60 4.80 5.00
m/z 41.10 9.62%
5000
101
15 58
L 60 84 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089671.D

Acq On : 8 Aug 2016 20:41

Operator : UM/SJ

Sample - H4364-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.07 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
7.07 143.31 ng 1624450 1,4-Dichlorobenzene-d4 7.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene, ... 132 C10H12 028749-81-7 9

5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 480 (7.073 min): BF089671.D (-477) (-) m/z 132.00 100.00%
5000 68 !
40 %6 J 6.80 7.00 7.20 7.40
54 7 5 : : : :
Jrer |asus o n/z 68.10  42.44%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.80 7.00 7.20 7.40
0
- 51 78 m/z 134.00 33.42%
S NS N A M | N | O —
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
N N AR
6.80 7.00 7.20 7.40
5000 m/z 66.05 27.35%
33 44 o 105
€0 ' g0 115
LA B o o o B LA e o e e AN A o o i o o o
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.80 7.00 7.20 7.40
24 m/z 69.10 17.31%
116
5000 98 M
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089671.D

Acq On : 8 Aug 2016 20:41

Operator : UM/SJ

Sample - H4364-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tetradecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.90 2.69 ng 50931 Phenanthrene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 83
2 Pentadecane 212 C15H32 000629-62-9 78
3 Tridecane 184 C13H28 000629-50-5 78
4 Hexadecane 226 C16H34 000544-76-3 72
5 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 72
Abundance Scan 1077 (13.897 min): BF089671.D (-1074) (-) m/z 57.10 100.00%
57
43 1
5000 85
|| 9 113 13.60 13.80 14.00 14.20
SNBSS | SR WA B &S m/z 71.10 70.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59881: Tetradecane
43 il
71
5000
85 13.60 13.80 14.00 14.20
29 m/z 43.10 67 .08%
L‘ 1l ‘ | % 113127 141 155 160 198
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 57
13.60 13.80 14.00 14.20
5000 £ m/z 85.10 50.07%
29
9 113 197 141 155 168 182 212
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48835: Tridecane
43 57 13.60 13.80 14.00 14.20
m/z 41.10 43.81%
71
5000
85
29
o | | P
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089671.D

Acq On : 8 Aug 2016 20:41

Operator : UM/SJ

Sample - H4364-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.68 6.78 ng 128303 Phenanthrene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 1233 (15.680 min): BF089671.D (-1230) (-) m/z 73.00 100.00%
73
43 60
5000 129
“ 115 213 Ce i el el Rl
157171185 256 15. 40 15 60 15. 80 16. 00
SN—— ] 18 ,Ul..,'....,....1,‘??..',..'..,...1.9,?... 221 ™ "m/z 43.10 76.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 --- AR SR I A
mmmmmmmm
m/z 60.10 75.09%
ﬂji 143157171185199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
' 15.40 15.60 15.80 16.00
5000 129 m/z 57.10 69.22%
29 87
101115 143157171185199 242
15 21377g
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #84453: Tetradecanoic acid
60 73 15.40 15.60 15.80 16.00
43 m/z 41.10 68.35%
5000 129
; 185 228
01115 | 143,171
: ”III‘ H“ \ml :1- H‘ i |‘||:|I-|57||‘|| |‘||1|99||25L|3||‘|||||||||
m/z--> 80 100 120 140 160 180 200 220 240 260 15.40 15.60 15.80 16.00

8270-BF080416.M Tue Aug 09 16:32:39 2016 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089671.D

Acq On : 8 Aug 2016 20:41

Operator : UM/SJ

Sample - H4364-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecanoic acid, butyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
16.89 4.82 ng 77950 Chrysene-di12 18.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 87
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 64
3 2,2-Dimethyl-1,3-butanediol 118 C6H1402 000076-35-7 38
4 2-Methyl-n-1-tridecene 196 C14H28 018094-01-4 35
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 35

Abundance Scan 1339 (16.891 min): BF089671.D (-1336) (-) m/z 56.10 100.00%
56
5000 a1

16.60 16.80 17.00 17.20
m/z 57.10 55.82%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, butyl ester
56
5000 LA L L L L LN
41 16.60 16.80 17.00 17.20
m/z 43.10 42 .50%
‘ ‘ 101 129 185 213 239 257 312
2 AL i L 297 1 28 | 88 32
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
R R
16.60 16.80 17.00 17.20
5000 41 m/z 41.10 41.72%
73
129
26 9112 157 185 213 23927 g1 317
meﬂmmwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #8847: 2,2-Dimethyl-1,3-butanediol A B m e L EEM
56 16.60 16.80 17.00 17.20
m/z 55.10 34.41%
- | NM\J__v,ﬁ,/\\JAth«ﬁa,vv-_%J
|, B 101118
A R LA A L e e s A m I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16 60 16. 80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089671.D

Acq On : 8 Aug 2016 20:41

Operator : UM/SJ

Sample - H4364-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl7.82 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.82 3.29 ng 53310 Chrysene-di12 18.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Urea, N,N"-di-2-propenyl- 140 C7H12N20 001801-72-5 38
2 2-Methyl-1-octadecene 266 C19H38 061868-20-0 38
3 2-Methyl-n-1-tridecene 196 C14H28 018094-01-4 38
4 1-Pentadecene, 2-methyl- 224 C16H32 029833-69-0 37
5 1-Piperidinyloxy, 4-(hydroxyimin... 185 C9H17N202 003229-75-2 35
Abundance Scan 1420 (17.817 min): BF089671.D (-1418) (-) m/z 56.10 100.00%
56
5000 4 A\
73
129 e A
|| 97111 185 o015 241 267 285 17.60 17.80 18.00 18.20
e m/z 57.10 66.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18265: Urea, N,N'-di-2-propenyl-
56
5000 41 LR BN SRR SURIURN SN
17.60 17.80 18.00 18.20
m/z 43.10 49 _.23%
111125140
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56
17,60 17.80 18.00 18.20
5000 41 m/z 41.10 45 _48%
83 g7

125139153167182196210224238 266

mmwﬂ?mwwwwwmﬂ

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58308: 2-Methyl-n-1-tridecene B e
17.60 17.80 18.00 18.20
m/z 55.10 37.75%

-

5000

:

112126140 168 196
R e EEEEsmeaee e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089671.D

Acq On : 8 Aug 2016 20:41

Operator : UM/SJ

Sample - H4364-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

18.29 10.30 ng 166738 Chrysene-di12 18.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
5 11-Tricosene 322 C23H46 052078-56-5 91

Abundance Scan 1461 (18.286 min): BF089671.D (-1458) (-) m/z 57.10 100.00%

97

5000 111

:

139 18.00 18.20 18.40 18.60
m/z 83.10 98.42%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #155046: 1-Heneicosanol
55 83

:

4
5000 LA L L L L L LB
18.00 18.20 18.40 18.60
m/z 55.10 95.66%
”.Eﬁﬂmuh.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
83 R R R
18.00 18.20 18.40 18.60
5000 m/z 43.10 94.62%
111
68
27
126 153 182 210
mﬁmﬁmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #205392: Trichloroacetic acid, hexadecy! ester e B R B
4 18.00 18.20 18.40 18.60

m/z 97.10 89.72%

69

5000

125

:

153168

196 224

T T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089671.D

Acq On : 8 Aug 2016 20:41

Operator : UM/SJ

Sample - H4364-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Nonadecyl pentafluoropropio... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.09 9.47 ng 153360 Chrysene-di2 18.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
2 17-Pentatriacontene 491 C35H70 006971-40-0 91
3 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 90
4 1-Docosene 308 C22H44 001599-67-3 87
5 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 87
Abundance Scan 1531 (19.086 min): BF089671.D (-1529) (-) m/z 57.10 100.00%
57
I J\\A/_,j\,\__,/\v
5000
111
3 1580 1900 10,20 1940
! m/z 43.10 80.95%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #222139: Nonadecy! pentafluoropropionate
57
5000 R SRR SR BRI S
15 18.80 19.00 19.20 19.40
m/z 55.10 76.00%
2L | ‘ ‘\ \h ‘L ‘\‘1?3 182210238266 311 412
m/z--> 50 250 300 350 400 450 '
Abundance
43
18:80 19.00 19.20 19.40
5000 83 m/z 83.10 73.96%
111
139167 196224 267292 321 462 490
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #194196: Octadecyl trifluoroacetate B BEAE T R
57 18.80 19.00 19.20 19.40
97 m/z 69.10 67.75%
5000
20 125
| l 154 182 224252 297 348
m/z--> §0 100 1%0 200 250 360 350 400 450 ' 18.80 19.00 19.20 19.40

8270-BF080416.M Tue Aug 09 16:32:43 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089671.D

Acq On : 8 Aug 2016 20:41

Operator : UM/SJ

Sample - H4364-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11 Heneicosane, 11-(1-ethylpro... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
19.81 2.13 ng 25078 Perylene-di12 20.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 80
2 Hexacosane 366 C26H54 000630-01-3 80
3 Heptacosane 380 C27H56 000593-49-7 78
4 Tetratetracontane 619 C44H90 007098-22-8 72
5 Tetracosane 338 C24H50 000646-31-1 72
Abundance Scan 1594 (19.806 min): BF089671.D (-1592) (-) m/z 57.10 100.00%
g7
5000 85 “ﬁwﬁL&VJ\NVNMﬁ\”\wwﬁ«v]k‘”j
11 11|3 141 . 19.40 19.60 19.80 20.00 20.20
ey ey I m/z 71.10 73.32%
m/z--> 50 100 150 200 250 300 350
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43
71
5000 LRI U SN SR B
19.40 19.60 19.80 20.00 20.20
m/z 43.10 62.27%
% 127 155 295
LT A% 183209 225 253 295 sy
m/z--> 50 100 150 200 250 300 350
Abundance
57
19.40 19.60 19.80 20.00 20.20
5000 85 m/z 85.10 50.65%
29 M3 141 169 197 205 253 295 323 367 VVJ]\vWNqN\VVJ\\&“A#x\Nj\wjv
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane R
57 19.40 19.60 19.80 20.00 20.20
m/z 99.10 22 .65%
5000
85
290 (113 141 169 107 205 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 19.40 19.60 19.80 20.00 20.20

8270-BF080416.M Tue Aug 09 16:32:44 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089671.D

Acq On : 8 Aug 2016 20:41

Operator : UM/SJ

Sample - H4364-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 unknown20.31 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

20.31 2.28 ng 26847 Perylene-d12 20.02

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Trichloroacetic acid, undec-2-en... 314 C13H21Cl1302 1000299-26-1 45

2 Carbonic acid, isobutyl undec-10... 270 C16H3003 1000314-60-8 43

3 E-2-Octadecadecen-1-ol 268 C18H360 1000131-10-2 38
4 1-Hexadecyne 222 C16H30 000629-74-3 35
5 3-t-Butyl-oct-6-en-1-ol 184 C12H240 1000185-34-1 35
Abundance Scan 1638 (20.309 min): BF089671.D (-1635) (-) m/z 43.10 100.00%

43
57 82
5000 124 147 163
20.00 20.20 20.40 20.60
S . . 7 m/z 55.10 73.24%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #155835: Trichloroacetic acid, undec-2-enyl ester

5
69 83

5000

20.I00 20!20 20.I4O 20.I60
m/z 57.10 72.16%

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

Abundance
57
a1 R R R
82 20.00 20.20 20.40 20.60
5000 % m/z 82.05 70.31%
110
27 124 152
199
Tmﬂmmwmwm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117619: E-2-Octadecadecen-1-ol e

41 5 20.00 20.20 20.40 20.60

m/z 69.10 64 .03%

5000

111195 152166180194207221 238253 268
e e
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.00 20.20 20.40 20.60

8270-BF080416.M Tue Aug 09 16:32:44 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089671.D

Acq On : 8 Aug 2016 20:41

Operator : UM/SJ

Sample - H4364-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13 Octacosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

20.49 2.30 ng 27171 Perylene-d12 20.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 72
2 Nonahexacontanoic acid 999 C69H13802 040710-32-5 72
3 Tetracosane 338 C24H50 000646-31-1 59
4 Hentriacontane 437 C31H64 000630-04-6 59
5 Heptacosane 380 C27H56 000593-49-7 58
Abundance Scan 1654 (20.492 min): BF089671.D (-1651) (-) m/z 57.10 100.00%

5000
h 27 208 ' 20.20 20.40 20.60 20.80

— “...“...,”..,”..,.”.,.”.,..”,..”,...w. m/z 71.10 69.13%

T
m/z--> 0 100 200 300 400 500 600 700 800 900 1000
Abundance #209565: Octacosane
57

5000 L N REEaEmam
20 20 20 40 20. 60 20. 80

m/z 43.10 55.13%

127
DL \197 281 394

m/z--> 0 100 200 300 400 500 600 700 800 900 1000

Abundance
57
RN R ma
20.20 20.40 20.60 20.80
5000 m/z 85.10 43.81%
5
197 267 350 899 998
R o o L B B e e B AR e
m/z--> 0 100 200 300 400 500 600 700 800 900 1000
Abundance #175555: Tetracosane B RRREE R
57 20.20 20.40 20.60 20.80
m/z 99.10 23.93%
5000
lﬁl4u197 267 338
R e e A B o B B B
m/z--> 0 100 200 300 400 500 600 700 800 900 1000 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089671.D

Acq On : 8 Aug 2016 20:41

Operator : UM/SJ

Sample - H4364-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 14 Eicosyl pentafluoropropionate Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
20.54 2.39 ng 28188 Perylene-d12 20.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 70
2 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 70
3 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 70
4 Eicosyl heptafluorobutyrate 494 C24H41F702 1000351-83-5 68
5 1-Heptacosanol 396 C27H560 002004-39-9 64
Abundance Scan 1658 (20.537 min): BF089671.D (-1656) (-) m/z 57.10 100.00%
57
1 JMM
5000 11
143 209
] 70070 20140 20060 2050
e L e I S e e e m/z 43.10 92.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #225763: Eicosyl pentafluoropropionate
57
97
5000 AR BN AR SRS B
20.20 20.40 20.60 20.80
125 m/z 83.10 78.55%
m/z--> 55 " 100 1%0 200 250 300 350 400
Abundance
57
o1 SRV BRSNS
20.20 20.40 20.60 20.80
5000 m/z 97.10 76.92%
125
29
153 182 224 252 297 398
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate B
57 g7 20.20 20.40 20.60 20.80
m/z 69.10 66 .39%
5000
125
29 153
Ll AL gt 182 210 238 266 311 412
m/z--> 50 100 150 200 250 300 350 400 20.20 20.40 20.60 20.80

8270-BF080416.M Tue Aug 09 16:32:46 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089671.D

Acq On : 8 Aug 2016 20:41

Operator : UM/SJ

Sample - H4364-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 15 Heptadecanal Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
21.09 2.49 ng 29404 Perylene-d12 20.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanal 254 C17H340 1000376-70-0 53
2 Octadecanal 268 C18H360 000638-66-4 53
3 Tetradecanal 212 C14H280 000124-25-4 53
4 9-Octadecen-1-ol, (E)- 268 C18H360 000506-42-3 52
5 Z-2-Octadecen-1-ol 268 C18H360 1000131-11-0 50
Abundance Scan 1706 (21.086 min): BF089671.D (-1703) (-) m/z 82.00 100.00%
7 2
43
5000
20.80 21.00 21.20 21.40
e m/z 57.10 95.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105849: Heptadecana
43 57
82
5000 LU SR SURILE B
20.80 21.00 21.20 21.40
0 m/z 55.10 83.11%

124138150166180194208 236 254

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
a3
T e
82 20.80 21.00 21.20 21.40
5000 29 % m/z 43.10 72.18%
110924
15 138152166180194208222 250 268

me‘mwwwwwm

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

Abundance #71297: Tetradecanal Al BEaE S R
20.80 21.00 21.20 21.40

m/z 96.10 59.82%

5000

T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.80 21.00 21.20 21.40

8270-BF080416.M Tue Aug 09 16:32:47 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089671.D

Acq On : 8 Aug 2016 20:41

Operator : UM/SJ

Sample - H4364-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 16 unknown2l1.38 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

21.38 3.53 ng 41587 Perylene-d12 20.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (22,4E)-3,7,11-Trimethyl-2,4,10-... 206 C15H26 172549-29-0 43
2 Caparratriene 206 C15H26 1000374-08-7 43
3 (2)-8-Hydroxy-4,7-dimethyl-oct-6... 168 C10H1602 106542-12-5 35
4 Sesquirosefuran 218 C15H220 039007-93-7 30
5 Tridecanedial 212 C13H2402 063521-76-6 27

Abundance Scan 1732 (21.383 min): BF089671.D (-1729) (-) m/z 55.10 100.00%

55 7

5000 43
21.00 21.20 21.40 21.60
W m/z 107.10 93.37%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #66217: (2Z,4E)-3,7,11-Trimethyl-2,4,10-dodecatriene
41 69
95 109 11
55 81
5000

163 21.00 21.20 21.40 21.60
m/z 95.10 80.55%

136
DL e as
..}“..‘:‘a‘,.‘l‘..‘l..:‘.‘,.‘l‘..‘,l..‘.‘,..“..,l...‘,..‘..,.‘...,..
m/z--> 40 60 80 100 120 140 160 180 200 220

Abundance
41 69 95
109121 |IIII|IIII|IIII|IIII|I
55 81 21.00 21.20 21.40 21.60
5000 m/z 69.10 73.84%
136 163
149 177 1 206
LA e e o e B e e
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #36497: (2)-8-Hydroxy-4,7-dimethyl-oct-6-enoic acid lactone L e e e e
5 &9 09 21.00 21.20 21.40 21.60
m/z 81.10 72.03%
95
5000
151 167
79 123 |
m/z--> 40 60 80 100 120 140 160 180 200 220 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089671.D

Acq On : 8 Aug 2016 20:41

Operator : UM/SJ

Sample - H4364-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 17 unknown21.63 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.63 2.93 ng 34501 Perylene-di12 20.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+)-2-Carene, 2-acetyl- 178 C12H180 1000151-09-7 32
2 Stannane, dimethyl- 152 C2H8Sn 002067-76-7 22
3 Silane, trichloropentyl- 204 C5H11CI3Si1 000107-72-2 16
4 1-Cycloheptene, 1,4-dimethyl-3-(... 204 C15H24 1000159-38-6 12
5 Cyclopentane-3"-spirotricyclo[3.... 188 C14H20 078578-93-5 10
Abundance Scan 1754 (21.635 min): BF089671.D (-1750) (-) m/z 91.00 100.00%
43 il 121
55 135
67 105 149
5000 7 161
| J H ‘ ‘ ‘ 207 21.40 21.60 21.80 22.00
et A Al T 101 | Tz 121,10 86.21%
mz--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #43987: (+)-2-Carene, 2-acetyl-
43
5000
21.40 21.60 21.80 22.00
93 135 163 m/z 43.10 82.48%
27 77 107 121 178
....|.‘l‘..‘|..?ﬂlé‘s‘...“l..‘.‘.l.“...‘l“...‘. |1.ﬂ.6..|‘....‘|....|....
mz--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
135
120 21140 21.60 21.80 22.00
5000 m/z 55.10 76.83%
151
59 74
miz-> 0 20 40 60 80 100 120 140 160 180 200
Abundance #64630: Silane, trichloropentyl- e s mae s
135 21.40 21.60 21.80 22.00
m/z 135.10 74.62%
43 161
5000
27 63 99 75
: :II'(I)I - ‘:‘: : ‘lH' : IHI\ | ‘:‘ iy ?8| : ‘:Hl“u Ilil\-\?:ll'%ﬂ' |‘l“l”ﬁ1|4?| Illf: U \|]:87I : |2l(‘)|6| :
mz-> 0 20 40 60 80 100 120 140 160 180 200 21.40 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089671.D

Acq On : 8 Aug 2016 20:41

Operator : UM/SJ

Sample - H4364-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 18 unknown21.83 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
21.83 2.11 ng 24850 Perylene-di12 20.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-bisabolol 222 C15H260 1000374-18-2 14
2 Valeric acid, 2,7-dimethyloct-7-... 236 C15H2402 1000292-48-9 10
3 4-Methyl-6-(tetrahydropyran-2-yl... 212 C12H2003 064218-01-5 10
4 1H-Cycloprop[e]azulene, la,2,3,4... 204 C15H24 000489-40-7 9
5 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 004630-07-3 9
Abundance Scan 1771 (21.829 min): BF089671.D (-1768) (-) m/z 57.10 100.00%
57
43 69 85
99 204
5000 193
119 135 o
| ‘ |” “ | 21.60 21.80 22.00 22.20
S B S| | AN — m/z 85.10 63.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #79397: .beta.-bisabolol
82
41 119
5000 55 69 L BRI SN SULIULN SR
21'60 21.80 22.00 22.20
105 161 204 m/z 69.10 63.69%
il e e
.‘H..‘.H‘l.‘l“. ‘\Hh ‘HH HH ! H\ \k “‘.‘.,“..%?6.... .‘...22.2...“
m/z--> 20 40 60 100 120 140 160 180 200 220 240
Abundance
¥ 193
85 HRUL N SN SURS A B
21.60 21.80 22.00 22.20
5000 41 119 m/z 82.10 61.03%
29
152
69 109 137 7 165 179 221 236
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #70893: 4-Methyl-6-(tetrahydropyran-2-yloxy)hex-4-enal
85 21.60 21.80 22.00 22.20
m/z 43.10 60.88%
5000
41 55 111
28 67
A0 . 78 . S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 21.60 21.80 22.00 22.20

8270-BF080416.M Tue Aug 09 16:32:50 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089671.D

Acq On : 8 Aug 2016 20:41

Operator : UM/SJ

Sample - H4364-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 19 unknown22.18 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

22.18 2.55 ng 30032 Perylene-di12 20.02

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Bicyclo[5.2.0]nonane, 4,8,8-trim... 178 C13H22 1000149-59-1 10
2 1-Hydroxy-1,7-dimethyl-4-isoprop... 222 C15H260 072120-50-4 10
3 Formamide, N-(3,4-dichlorophenyl)- 189 C7H5CI2NO 005470-15-5 10
4 1-[3,3-Dimethyl-2-(3-methyl-buta... 222 C14H2202 1000189-12-6 10
5 Methyl (1-nitrocyclohexane)propi... 215 C10H17NO4 1000370-34-2 10
Abundance Scan 1802 (22.183 min): BF089671.D (-1799) (-) m/z 189.20 100.00%

95 189
135149
a1 175 281
5000 67 121 207
43

| ‘ | 21.80 22.00 22.20 22.40
A m/z 95.10 85.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #44130: Bicyclo[5.2.0]nonane, 4,8,8-trimethyl-2-methylene-

41 93 107 122

79

5000 55 R RAR EEamama I
163 21.80 22.00 22.20 22.40

m/z 149.10 69.51%

2 187 178

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

81
43

21.80 22.00 22.20 22.40
5000 m/z 108.10 65.90%

67 105 123 161
207
137 175189 222

TWTHWTTFTWWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #52568: Formamide, N-(3,4-dichlorophenyl)- A BEa o L
21.80 22.00 22.20 22.40
m/z 135.10 65.57%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 21.80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089671.D

Acq On : 8 Aug 2016 20:41

Operator : UM/SJ

Sample - H4364-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 20 unknown23.10 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.10 6.24 ng 73553 Perylene-di12 20.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane, tetra-2-propenyl- 192 C12H20Si 001112-66-9 38
2 9-Octadecyne 250 C18H34 035365-59-4 27
3 8-Hexadecyne 222 C16H30 019781-86-3 22
4 (4R*,5R*,9S*)-5,9-Dimethylspiro[... 166 C11H180 063088-19-7 22
5 cis-4a-Methyl-decahydronaphthalene 152 C11H20 002547-26-4 22

Abundance Scan 1882 (23.098 min): BF089671.D (-1878) (-) m/z 69.10 100.00%

6 95 109
55 123

81

;

135

5000
41

22.80 23.00 23.20 23.40
m/z 95.10 99.63%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54584: Silane, tetra-2-propenyl-
95 109 123
69
43 151
5000 81 lll|llll|llll|llll|llll|
55 22.80 23.00 23.20 23.40
m/z 109.10 97.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
67 81
41 R B e
55 % 22.80 23.00 23.20 23.40
5000 m/z 123.10 79.96%
29 109
123 137

151 165 179 193

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #79555: 8-Hexadecyne s o e R
67 81 22.80 23.00 23.20 23.40

m/z 55.10 78 .68%

|

5000

41 55 95
29
\‘ I

123
HH‘ | 137 4s1 1es 179

d
T I I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 22.80 23.00 23.20 23.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF080816\

Data File : BF089671.D

Acg On : 8 Aug 2016 20:41 Instrument :
Operator : UM/SJ BNA_F

Sample - H4364-01 ClientSampleld :
Misc : MMA-FL-01

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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]
2-Pentanone, 4-hy... 4.64 34.0 ng 385002 1 7.43 226701 20.0
unknown? .07 7.07 143.3 ng 1624450 1 7.43 226701 20.0
Tetradecane 13.90 2.7 ng 50931 4 14.66 378586 20.0
n-Hexadecanoic acid 15.68 6.8 ng 128303 4 14.66 378586 20.0
Hexadecanoic acid... 16.89 4.8 ng 77950 5 18.37 323745 20.0
unknownl17 .82 17.82 3.3 ng 53310 5 18.37 323745 20.0
1-Heneicosanol 18.29 10.3 ng 166738 5 18.37 323745 20.0
Nonadecyl pentafl... 19.09 9.5 ng 153360 5 18.37 323745 20.0
Heneicosane, 11-(... 19.81 2.1 ng 25078 6 20.02 235790 20.0
unknown20.31 20.31 2.3 ng 26847 6 20.02 235790 20.0
Octacosane 20.49 2.3 ng 27171 6 20.02 235790 20.0
Eicosyl pentafluo... 20.54 2.4 ng 28188 6 20.02 235790 20.0
Heptadecanal 21.09 2.5 ng 29404 6 20.02 235790 20.0
unknown21 .38 21.38 3.5 ng 41587 6 20.02 235790 20.0
unknown21.63 21.63 2.9 ng 34501 6 20.02 235790 20.0
unknown21 .83 21.83 2.1 ng 24850 6 20.02 235790 20.0
unknown22.18 22.18 2.5 ng 30032 6 20.02 235790 20.0
unknown23.10 23.10 6.2 ng 73553 6 20.02 235790 20.0
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