LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\

Data File : BF079185.D

Aca On : 13 May 2015 6:17 Instrument :
Operator : TP/1Z ?:'l\:gﬁ't:Sam ol
3?22'6 i G2194-04 'nmzrssages
ALS Vial : 27 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

1.335 11 13 19 rVB3 16861 29548 1.70% 0.175%
1.427 19 21 24 rVB 575021 588493 33.89% 3.494%
rvB 148637 242704 13.98% 1.441%
1.735 46 48 52 rBvV 239912 344651 19.85% 2.046%
1.850 56 58 73 rVB 212998 347487 20.01% 2.063%

abrwWNPEF
=
a0
(o2}
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W
o
W
w
W
(9}

6 5.073 338 340 348 rVB 80687 102895 5.93% 0.611%
7 5.587 382 385 387 rBV 953815 1158043 66.69% 6.876%
8 6.844 493 495 498 rBV 1298987 1221738 70.36% 7.254%
9 6.993 506 508 511 rBV 1385286 1288122 74.18% 7.648%
10 7.279 531 533 536 rBvV 291914 298473 17.19% 1.772%

11 7.473 547 550 552 rVvB 817676 952759 54_.87% 5.657%
12 7.976 591 594 596 rBV 813264 800567 46.10% 4._.754%
13 8.856 669 671 674 rBvY 463336 425584 24.51% 2.527%
14 10.045 773 775 779 rVB 22447 29572 1.70% 0.176%
15 10.205 786 789 791 rBV 1688034 1493532 86.01% 8.868%

16 10.708 831 833 836 rBvV 307834 265908 15.31% 1.579%
17 11.039 859 862 864 rvVB 332980 459401 26.46% 2.728%
18 12.011 945 947 950 rBV 761473 843312 48.56% 5.007%

19 12.205 962 964 968 rBV 24384 34687 2.00% 0.206%
20 12.765 1011 1013 1014 rBV 23644 21867 1.26% 0.130%
21 12.879 1020 1023 1025 rBV 532987 519007 29.89% 3.082%
22 12.982 1030 1032 1037 rVB3 13150 25781 1.48% 0.153%
23 13.302 1058 1060 1063 rVB2 17300 28954 1.67% 0.172%
24 13.805 1102 1104 1106 rBV 16869 17586 1.01% 0.104%
25 14.388 1152 1155 1157 rVB 53907 52700 3.03% 0.313%
26 14.662 1176 1179 1184 rBV 49556 65049 3.75% 0.386%
27 14.880 1195 1198 1200 rBV 1399587 1736468 100.00% 10.311%
28 15.085 1212 1216 1220 rBV3 9578 23843 1.37% 0.142%
29 15.485 1249 1251 1257 rVB6 11781 22434 1.29% 0.133%
30 15.645 1260 1265 1266 rBV3 25852 53213 3.06% 0.316%

31 15.691 1266 1269 1270 rVVv2 50049 113994 6.56% 0.677%
32 15.805 1273 1279 1283 rVV6 92721 523695 30.16% 3.110%
33 15.908 1283 1288 1298 rVV7 134017 593517 34.18% 3.524%
34 16.057 1298 1301 1309 rVvVv 148358 290838 16.75% 1.727%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079185.D

Aca On : 13 May 2015 6:17

Operator : TP/1Z

Sample : 62194-04

Misc :

ALS Vial : 27 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 16.183 1309 1312 1314 rVV 599395 666110 38.36% 3.955%

36 16.217 1314 1315 1319 rVB2 45222 59273 3.41% 0.352%
37 16.480 1336 1338 1343 rVB3 36563 56677 3.26% 0.337%
38 16.891 1372 1374 1378 rBV 54030 105928 6.10% 0.629%
39 17.291 1407 1409 1411 rBV 30072 42643 2.46% 0.253%

40 17.383 1414 1417 1419 rVV 75321 117457 6.76% 0.697%

41 17.703 1443 1445 1447 rBV 39546 55379 3.19% 0.329%
42 17.977 1466 1469 1472 rBV 481413 596279 34.34% 3.541%
43 18.114 1478 1481 1486 rBV3 39475 125448 7.22% 0.745%

Sum of corrected areas: 16841616
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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\BF051215\

BF079185.D

13 May 2015 6:17

TP/1Z

G2194-04

27 Sample Multiplier: 1

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

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

1500000

1000000

500000

1.43

TIC: BFO79185.D

6.84

5.59

1.4gs

5.07

|

6.99

7.47

1.3
o=
1

Time-->

.50

1.56 N
I I

2.00 2.50

4.00 4.50 5.00 5.50

Abundance

1500000

1000000
r.98

500000

TIC: BFO79185.D

12.01

12.88
8.86

10.71 11.04

12.20

N

12.712.98 13.30

13.81

14.39
A

/

0 \
T
Time--> 8.00

13.00

10.50 11.00 11.50

12.00

12.50

o] J

8.50 9.00 9.50 10.00 13.50

14.00

14.50

Abundance

1500000

1000000

500000

.66

0

TIC: BFO79185.D

14.88

17.98

16.18

15.09

1

Time-->

20.00

18.50 19.00 19.50

17.00 17.50 18.00

5.00 15.50

16.00 16.50

20.50

21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079185.D

Aca On : 13 May 2015 6:17

Operator : TP/1Z

Sample : 62194-04

Misc :

ALS Vial : 27 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 Propane, 2,2-dimethoxy- Concentration Rank 3

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

1.43 39.43 ng 588493 1,4-Dichlorobenzene-d4 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 72
2 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
3 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
4 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 21 (1.427 min): BF079185.D (-19) (-) m/z 73.10 100.00%
(<
43
5000
89 S\ G & G
55 1.40 1.60 1.80
0'WH“l“”v'Jﬂl“v“H'“wJ“l““v'“V“'VHW'“W“'W““l“' m/z 43.05 52.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 L L N L N
1.40 1.60 1.80
31 89 m/z 89.10 26.76%
0'W'“W'“ML“MLAH'En'“Wl“W'“'P“'P“'P“'P“'P“'P'“P“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73
140 160 180
5000 55 m/z 41.05 10.19%
43
0 27 35 65 81 89 101109 119 129137145
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #2101: Propane, 2-methoxy-2-methyl- B e o o e  mumE
78 1.40 160 1.80
m/z 45.10 8.04%
5000
41 57
29
15 | \‘ | 1 |
R A R A AL AR R RN KRR LARAN LARAN LRSS SRS LA WAL UL AL RN R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 1.40 160 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079185.D

Aca On : 13 May 2015 6:17

Operator : TP/1Z

Sample : 62194-04

Misc :

ALS Vial : 27 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 3 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

1.74 23.09 ng 344651 1,4-Dichlorobenzene-d4 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 38
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
5 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 36

Abundance Scan 48 (1.735 min): BF079185.D (-46) (-) m/z 73.10 100.00%
73
5000 43
55 87 B0 & G § G —
1.40 1.60 1.80 2.00
Ol L 80 L STl | Tm/z 43.05  51.67%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 BANAEBERRERESURRE SRR
43 1.40 1.60 1.80 2.00
55 87 m/z 55.10 27.91%
0 ‘ﬁg 3 ||| 50 ‘ 67 ||, 80
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
73
41 55 87 1.40 1.60 1.80 2.00
5000 m/z 87.10 23.99%
29
15 67 97
e S S L S S L S SIS S UL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2025: 1,3-Dioxolane, 2-methyl- A REa R R
73 1.40 1.60 1.80 2.00
m/z 41.10 13.06%
43
5000
29 58
15 ‘ 87
0"I'J”I"H'“'%iIl”'?%"W""I“"I"AI""P"
m/z--> 10 20 30 40 50 60 70 80 90 100 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079185.D

Aca On : 13 May 2015 6:17

Operator : TP/1Z

Sample : 62194-04

Misc :

ALS Vial : 27 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
" 5.07 6.89ng 102895  1,4-Dichlorobenzene-d4 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50

001116-98-9 23
016504-58-8 9

2 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2

4 Guanidine 59 CH5N3 000113-00-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 340 (5.073 min): BF079185.D (-338) (-) m/z 43.05 100.00%

43
59
5000
101 R e AR R Emm e
51 | 83 4.80 5.00 5.20 5.40
0.”,””P.”P.Jﬂh.vﬂw.”q“.qn”,”up.upu.P”q.”q”.w m/z 59.10 56.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LI L L L L L LB L L BN B
59 4.80 5.00 5.20 5.40
m/z 101.10 19.16%
15 31 101
‘ Hw‘ Ll 51 \‘ 83 Il ‘
O e T T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
R R N S R RS
4.80 5.00 5.20 5.40
5000 41 m/z 58.10 16.87%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone R B ma s
43 4.80 5.00 5.20 5.40
m/z 41.10 7.34%
5000 101
28 59
15 ‘ ‘ 70 84
0 ...,..‘a.,..l‘.‘l....‘i‘.l..sl.ll‘lli....l.‘...,.‘l..,....,a...,....,....,....,....,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079185.D

Aca On : 13 May 2015 6:17

Operator : TP/1Z

Sample : 62194-04

Misc :

ALS Vial : 27 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 6 unknown6.99 Concentration Rank 1

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

6.99 86.31 ng 1288120 1,4-Dichlorobenzene-d4 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 508 (6.993 min): BF079185.D (-506) (-) m/z 132.00 100.00%
132
5000 68
96 SRR SR LN SRR
40 5y 78 06 6.60 6.80 7.00 7.20 7.40
01 e B m/z 68.10 42 .79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A SRS UL UL
6.60 6.80 7.00 7.20 7.40
31 51 m/z 134.00 32.95%
0'"|"Lﬂﬁlw'l'l”j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.60 680 7.00 7.20 7.40
5000 m/z 66.10 26 .60%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine- proplonyl B e e e R REmE
57 132 6.60 6.80 7.00 7.20 7.40
24 m/z 69.10 16.74%
5000 98 116
| I n,m...“,.nh.,uh..h, W .- 189 SN A U A W
m/z--> 20 40 100 120 140 160 180 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079185.D

Aca On : 13 May 2015 6:17

Operator : TP/1Z

Sample : 62194-04

Misc :

ALS Vial : 27 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 8 6-Isopropenyl-4,8a-dimethyl... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.69 3.42 ng 113994 Chrysene-di12 16.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-l1sopropenvl-4.8a-dimethvl-4a.5... 218 C15H220 086917-79-5 59
2 Sesauirosefuran 218 C15H220 039007-93-7 45
3 5-Bromo-4-0x0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 38
4 4-(1.3.3-Trimethvl-bicvclol4.1.0... 206 C14H220 077143-31-8 38
5 3(4H)-Phenanthrenone, 4a,4b,5,6,... 246 C1l7H260 057684-12-5 38
Abundance Scan 1269 (15.691 min): BF079185.D (-1266) (-) m/z 95.10 100.00%
55 oF 109193
5000 163
19 1177 ,p3218.,,246 273
41 232 LANLENLEN LI L L BN L (LI
15.40 15.60 15.80 16.00
o} m/z 69.10 99.89%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #68220: 6-sopropenyl-4,8a-dimethyl-4a,5,6,7,8,8a-hexahydr...
5

3

5000

15.40 15.60 15.80 16.00
m/z 109.10 81.91%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

69 123
R R IEEEE e s
95 15.40 15.60 15.80 16.00
so00l 41 m/z 123.10 78.03%
149 218
55 175
109

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67072: 5-Bromo-4-0x0-4,5,6, 7-tetrahydrobenzofurazan T
15.40 15.60 15.80 16.00
m/z 55.10 75.74%

>

5000

3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15. 60 15. 80 16. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079185.D

Aca On : 13 May 2015 6:17

Operator : TP/1Z

Sample : 62194-04

Misc :

ALS Vial : 27 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 (7,7-Dimethyl-2-oxobicyclo[... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.81 15.72 ng 523695 Chrysene-di12 16.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (7.7-Dimethvl-2-oxobicvclol2.2.1... 246 C11H1804S 1000197-55-6 83
2 5-Bromo-4-0x0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 55
3 Anthracene. 9-cvclohexvltetradec... 274 C20H34 055255-70-4 43
4 2.4a.8.8-Tetramethvldecahvdrocvc... 206 C15H26 074022-04-1 38
5 Longifolenaldehyde 220 C15H240 019890-84-7 38
Abundance Scan 1279 (15.805 min): BF079185.D (-1273) (-) m/z 95.10 100.00%

:

5000
149163179 205 53 L ——
247 214 302 15.40 15.60 15.80 16.00 16.20
01 m/z 109.10 82.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #85538: (7,7-Dimethyl-2-oxobicyclo[2.2.1]hept-1-yl)methane...
9
5000 BRI LI L L L L L B
15.40 15.60 15.80 16.00 16.20
m/z 69.10 71.60%
o 189203 246
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
109
45 L e
137 218 15.40 15.60 15.80 16.00 16.20
5000 -8 m/z 81.10 66.02%
160
95 189
0 63
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #103116: Anthracene, 9-cyclohexyltetradecahydro- A B
15.40 15.60 15.80 16.00 16.20
m/z 96.10 63.84%
5000
274
0 217232 259
1 IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.40 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079185.D

Aca On : 13 May 2015 6:17

Operator : TP/1Z

Sample : 62194-04

Misc :

ALS Vial : 27 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 10 Sesquirosefuran Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.91 17.82 ng 593517 Chrysene-di12 16.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sesauirosefuran 218 C15H220 039007-93-7 62
2 1-Formvl-2.2-dimethvl-3-trans-(3... 220 C15H240 1000144-09-7 25
3 (2-Penta-2.4-dienvl-cvclohexvIl)-._.. 180 C12H200 1000186-20-6 25
4 1.3-Hexadiene. 3-ethvl-2.5-dimet... 138 C10H18 062338-07-2 25
5 5,17-Dehydroallomatridine, (6.be... 232 C15H24N2 053537-50-1 15
Abundance Scan 1288 (15.908 min): BF079185.D (-1283) (-) m/z 69.10 100.00%

5000
163

:

179 205 226

15.60 15.80 16.00 16.20
m/z 95.10 83.49%

257 274 302

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #68176: Sesquirosefuran
69 123
95
5000 41 U DR BN A RUNAEER
149 218 15.60 15.80 16.00 16.20
‘ 175 ‘ m/z 109.10  80.03%
O e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
69
U DR BN A RUNAEEE
15.60 15.80 16.00 16.20
5000 109 m/z 123.10 74.62%

91

133 151 177 205220

>

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #42635: (2-Penta-2,4-dienyl-cyclohexyl)-methanol e
5 15.60 15.80 16.00 16.20
m/z 55.10 71.53%
67
5000 41
111
137152 180
T

’ T I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079185.D

Aca On : 13 May 2015 6:17

Operator : TP/1Z

Sample : 62194-04

Misc :

ALS Vial : 27 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 11 17-Pentatriacontene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
16.06 8.73 ng 290838 Chrysene-di12 16.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
3 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
4 1-Tetracosanol 354 C24H500 000506-51-4 91
5 Acetic acid, chloro-, hexadecyl ... 318 C18H35CI02 052132-58-8 90

Abundance Scan 1301 (16.057 min): BF079185.D (-1298) (-) m/z 57.10 100.00%
g7
[ FANVNdA\VAMWA~MwwAw
5000
111
I DAL UL BRI B
139 15.80 16.00 16.20 16.40
178
ol ,~..J.',-1.1.‘.-'--,-.-.~.~.,.2.21..,.?5.‘1.,....,....,....,...., m/z 43.10 82.46%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43
5000 83 I DAL UL BRI B
15.80 16.00 16.20 16.40
1 m/z 83.10 75.50%
ol | ‘M\Nm | 139167 106224 267292 321 462 490
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance
43
69 I DAL UL BRI B
97 15.80 16.00 16.20 16.40
5000 m/z 55.05 73.75%
125
153 196224
e S L L U WL W WL WL L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #153508: Pentafluoropropionic acid, hexadecy! ester L e e R m
43 15.80 16.00 16.20 16.40
m/z 97.10 67.26%
5000 69
97
LU L] g s 100220
m/z--> 50 100 150 200 250 300 350 400 450 ' 15.80 16.00 16.20 16.40

8270-BF043015.M Wed May 13 14:44:11 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079185.D

Aca On : 13 May 2015 6:17

Operator : TP/1Z

Sample : 62194-04

Misc :

ALS Vial : 27 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 14
R.T. EstConc Area Relative to ISTD R.T.
16.89 3.18 ng 105928 Chrysene-di12 16.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 62
2 Pentatriacontane 493 C35H72 000630-07-9 58
3 Eicosane. 9-octvl- 394 C28H58 013475-77-9 58
4 Tetratetracontane 619 C44H90 007098-22-8 58
5 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 58
Abundance Scan 1374 (16.891 min): BF079185.D (-1372) (-) m/z 57.10 100.00%
57
5000
o7 A BN SN RN B
J 127 185218 259 16.60 16.80 17.00 17.20
Obr A g S | M/z 71.10 63.63%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172667: Tritetracontane
57
5000 L B BRI L B
mmmmﬂmﬂm
97 m/z 43.10 61.18%
ob| .‘JM 127 169 211 253 295 337 379 421 463 505 547 604
m/z--> §0 100 1%0 260 250 300 350 400 450 500 séo 660
Abundance
57
16.60 16.80 17.00 17.20
5000 m/z 85.10 48 .59%
97
127 169
0h 27 211 253 295 336366 421 462492
m/z--> §0 160 1%0 260 250 300 350 400 450 500 séo 660
Abundance #155179: Eicosane, 9-octyl- e B RRmES R
43 16.60 16.80 17.00 17.20
m/z 55.10 35.60%
5000 85 /V]\wvv,NVVV«A/\\WA'AfJLJjMJ\
281
o | 127 16919g 238 | 322352 392
m/z--> 50 160 150 200 250 300 350 400 450 500 séo 660 1660 1680 1700 1720

8270-BF043015.M Wed May 13 14:44:11 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079185.D

Aca On : 13 May 2015 6:17

Operator : TP/1Z

Sample : 62194-04

Misc :

ALS Vial : 27 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 Squalene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.38 3.94 ng 117457 Perylene-d12 17.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 83
2 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 80
3 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 72
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
5 6,10,14-Hexadecatrien-1-ol, 3,7,... 292 C20H360 036237-66-8 72
Abundance Scan 1417 (17.383 min): BF079185.D (-1414) (-) m/z 69.10 100.00%
69
5000 ng_~‘-ﬁ~ﬂﬁ~j{Aﬁ,yﬂvw~»~»~
4l 95 LA DA BRI BASLRN
137 17.00 17.20 17.40 17.60 17.80
161
ol .|-,-1.' A J1g 0 (101 101 228295276 s 7, 81.10  49.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69
5000 AR SR DL U B
17.00 17.20 17.40 17.60 17.80
41 o 137 m/z 41.10 24 _50%
ol ’ g L 47 | (163 191 217 245 273 209 SH 367 A0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
17.00 17.20 17.40 17.60 17.80
5000{ 41 m/z 95.10 14 _.88%
93
136
0 113 | 161 192 231 273 315341 384
m/z--> 50 100 150 200 250 300 350 400
Abundance #158520: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23... R e e e e
69 17.00 17.20 17.40 17.60 17.80
m/z 137.10 11.13%
5000
41
95 137
0 W 117 | 161 101 217 244 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60 17.80

8270-BF043015.M Wed May 13 14:44:12 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051215\
Data File : BF079185.D

Aca On : 13 May 2015 6:17

Operator : TP/1Z

Sample : 62194-04

Misc :

ALS Vial : 27 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 11
R.T. EstConc Area Relative to ISTD R.T.
18.11 4.21 ng 125448 Perylene-di12 17.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 83
2 Heptadecane 240 C17H36 000629-78-7 83
3 Nonacosane 408 C29H60 000630-03-5 58
4 Octacosane 394 C28H58 000630-02-4 58
5 Tetratetracontane 619 C44H90 007098-22-8 58
Abundance Scan 1481 (18.114 min): BF079185.D (-1478) (-) m/z 57.10 100.00%
57
5000 85
Ll 140163, ,, °%" 230250 287 17.80 18.00 18.20 18.40
ob L m/z 71.10 68.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107655: Eicosane
57
85
5000 SR PR SR UL BURE
ﬂmmmmmmm
m/z 43.10 54 _.53%
29
oL b b L L, h\ Dy B0 am sy
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
17.80 18.00 18.20 18.40
5000 85 m/z 85.10 46.10%
o 29 113 141 169 197 240
miz-> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane R R e maa
57 17.80 18.00 18.20 18.40
m/z 55.10 30.23%
5000 85
L2y ”1ﬁ3‘1§11169 197 225 253 281 309 337 365 408
m/z--> 50 100 1&1,0 2(')0 250 3(')0 350 4(')0 17. 80 18 00 18. 20 18. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051215\
Data File : BF079185.D

Acq On : 13 May 2015 6:17

Operator : TP/1Z

Sample : G2194-04

Misc :

ALS Vial : 27 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]
Propane, 2,2-dime... 1.43 39.4 ng 588493 1 7.28 298473 20.0
Butane, 2-methoxy... 1.74 23.1 ng 344651 1 7.28 298473 20.0
2-Pentanone, 4-hy... 5.07 6.9 ng 102895 1 7.28 298473 20.0
unknown6 .99 6.99 86.3 ng 1288120 1 7.28 298473 20.0
6-1sopropenyl-4,8... 15.69 3.4 ng 113994 5 16.18 666110 20.0
(7,7-Dimethyl-2-0... 15.81 15.7 ng 523695 5 16.18 666110 20.0
Sesquirosefuran 15.91 17.8 ng 593517 5 16.18 666110 20.0
17-Pentatriacontene 16.06 8.7 ng 290838 5 16.18 666110 20.0
Tritetracontane 16.89 3.2 ng 105928 5 16.18 666110 20.0
Squalene 17.38 3.9 ng 117457 6 17.98 596279 20.0
Eicosane 18.11 4.2 ng 125448 6 17.98 596279 20.0
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