LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081735.D

Aca On : 22 Sep 2015 5:39

Operator : UM/I1Z

Sample : G3747-06

Misc :

ALS Vial : 23 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-BF090115.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 1.201 8 10 13 rVB 736025 940679 21.94% 5.845%
2 1.281 16 17 29 rvB3 20356 64922 1.51% 0.403%
3 1.441 29 31 37 rBv 134526 359381 8.38% 2.233%
4 1.521 37 38 87 rVB 1157476 4287576 100.00% 26.641%
5 4.424 289 292 310 rVvVv 190584 548840 12.80% 3.410%
6 5.316 367 370 393 rBV 456875 941953 21.97% 5.853%
7 7.590 566 569 574 rBV 504857 930882 21.71% 5.784%
8 7.682 574 577 591 rVB 554362 1121628 26.16% 6.969%
9 8.162 616 619 625 rBB 123083 221143 5.16% 1.374%
10 8.482 644 647 658 rBB 447122 714853 16.67% 4_.442%

11 9.465 729 733 752 rBV 340331 656094 15.30% 4._077%
12 11.054 869 872 879 rBvV 150876 277474 6.47% 1.724%
13 13.705 1100 1104 1107 rBV 559686 993509 23.17% 6.173%
14 14.768 1193 1197 1204 rBV 111883 207919 4._.85% 1.292%
15 15.191 1230 1234 1237 rBV 164292 294259 6.86% 1.828%

16 17.100 1397 1401 1411 rBV 310806 659635 15.38% 4._.099%

17 17.729 1452 1456 1464 rBV 22960 70734 1.65% 0.440%
18 18.700 1537 1541 1544 rBV 171233 306931 7.16% 1.907%
19 19.660 1622 1625 1629 rBV 26857 54377 1.27% 0.338%
20 21.386 1774 1776 1782 rVB 22467 46117 1.08% 0.287%

21 22.072 1833 1836 1838 rBV 732783 1005805 23.46% 6.250%
22 23.306 1942 1944 1946 rBV 71958 134426 3.14% 0.835%
23 23.352 1946 1948 1950 rVB 180485 259268 6.05% 1.611%

24 24.004 2003 2005 2009 rBV 47765 55341 1.29% 0.344%
25 24.598 2055 2057 2064 rBV2 56014 97824 2.28% 0.608%
26 24.781 2072 2073 2080 rVB 127111 189740 4.43% 1.179%
27 25.181 2105 2108 2110 rBV 66906 86147 2.01% 0.535%
28 25.821 2158 2164 2168 rBvV4 14003 47291 1.10% 0.294%
29 25.924 2169 2173 2176 rVV2 23276 59177 1.38% 0.368%
30 26.015 2179 2181 2188 rVB4 30884 73259 1.71% 0.455%
31 26.198 2191 2197 2201 rBV3 38405 101568 2.37% 0.631%
32 26.472 2217 2221 2226 rBV3 17226 44629 1.04% 0.277%
33 26.884 2253 2257 2266 rVB3 13382 44910 1.05% 0.279%
34 27.535 2310 2314 2322 rVB4 22273 57357 1.34% 0.356%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081735.D

Aca On : 22 Sep 2015 5:39

Operator : UM/I1Z

Sample : G3747-06

Misc :

ALS Vial : 23 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 - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 27.798 2332 2337 2343 rVB 52723 138313 3.23% 0.859%

Sum of corrected areas: 16093961
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Metho
Quant Title

TIC Library :

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF092115\

BF081735.D

22 Sep 2015 5:39

umsiz

G3747-06

23 Sample Multiplier: 1

d Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

1000000

600000

400000

200000

800000{1.20

1.4

TIC: BF081735.D

5.32

4.42

8.48
9.46

8.16

Time-->

e SRS S

8.00

150 200 250 3.00 350 400 450 500 550 6.00 650 700 7.50

850 9.00 9.50

Abundance

1000000

800000

600000

400000

200000

TIC: BF081735.D

13.71

15.19

1105 14.77

R

17.10

18.70

17.73

T
L

Ob——
Time-->

10.50 11.00 11.50 12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

Abundance

1000000

800000

600000

400000

200000

Time-->

TIC: BF081735.D

22.07

21.39 2400

-

el PN A

21.00 21.50 22.00 22.50

228

©86.206 47 26.88
23.00 2350 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50

27.547,80
A\ AN

e\

8270-BF090115.M Tue Sep 22 18:35:04 2015

Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081735.D

Aca On : 22 Sep 2015 5:39

Operator : UM/I1Z

Sample : G3747-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

1.20 85.07 ng 940679 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
4 sec-Butvl nitrite 103 C4H9NO2 000924-43-6 9
5 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 9

Abundance Scan 10 (1.201 min): BF081735.D (-8) (- m/z 73.10 100.00%
B
43
5000 55
87
39 1.20 1.30 1.40 1.50 1.60
51 | 59 6569
“m“W“W“W“W“W“W“W“WJL“L“W“W“W“W“AJW“W“W“W“W' m/z 43.10 56.17%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 ?
Abundance #4386: Butane, 2-methoxy-2-methyl-
5000
43 1.20 1.30 1.40 1.50 1.60
55 87 m/z 55.10 38.80%
2933 39| 50 ‘ 59 69\‘
miz--> 0 5 10 15 20 25 3'0 35 40 4'5 50 55 60 65 70 75 80 85 90 95
Abundance
73
1.20 1.30 1.40 1.50 1.60
5000 m/z 87.10 25.45Y%
43
2 15 942933 39 | 47 53 59 6569 7781 88
AL LA) LAALY AARL) LR RAAES LALS) RN RALLN AR LARL) RRLAD LA SARE) KARLTARLAN LRSI RALL) RALSA MR L
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2022: 1,3-Dioxolane, 2-methyl-
73 1.20 1.30 1.40 1.50 1.60
m/z 41.10 18.41%
5000 43
58
29 8(
‘ Il
miz--> AP OIP PP gp 1.20 1.30 1.40 1.50 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081735.D

Aca On : 22 Sep 2015 5:39

Operator : UM/I1Z

Sample : G3747-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 5

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

4.42 49.64 ng 548840 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 25

Abundance Scan 292 (4.424 min): BF081735.D (-289) (-) m/z 43.10 100.00%
43
59
5000 /\\\\_
101 0 A5 A M0 ARG 4RO
400 420 440 460 4.80
S0l Sl 8 | “m/z 59.10  55.64%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59

4.00 4.20 4.40 4.60 4.80
m/z 58.10 14.17%

25 3 a7, | 83 o3 %
..,....,....,....,....,....,....,....,....,....,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59

4.00 420 4.40 4.60 4.80

5000 m/z 101.10 13.54%
41
29 101
53 73 86

A B B s B

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e R
59 400 420 440 460 480

m/z 41.10 9.34%

5000 41
31
69 87
15 ‘ L s3] ‘ \ 98

m/z--> 10 20 40 50 60 70 80 90 100 110 400 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081735.D

Aca On : 22 Sep 2015 5:39

Operator : UM/I1Z

Sample : G3747-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 unknown7.68 Concentration Rank 2

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

7.68 101.44 ng 1121630 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 577 (7.682 min): BF081735.D (-574) (-) m/z 132.05 100.00%
132
5000 68 /\
40 54 7 & 9|6 . 740 7.60 7.80 8.00
A8 e m/z 68.10 44.28%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 UL U R I IR
7.40 7.60 7.80 8.00
31 51 78 m/z 134.10 32.30%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
740 7.60 7.80 8.00
5000 m/z 66.05 31.06%
33 44 o 105
60 '~ g0 115
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R B A mma
57 132 7.40 7.60 7.80 8.00
24 m/z 69.10 17.23%
5000 og M° M
N ...,....,.?% .,m97.hq. A 158 ..,.1§?. NN I
m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081735.D

Aca On : 22 Sep 2015 5:39

Operator : UM/I1Z

Sample : G3747-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Hexadecane Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
17.73 4.61 ng 70734 Phenanthrene-d10 18.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 83
2 Octane. 2.4.6-trimethvl- 156 Cl11H24 062016-37-9 64
3 Decane. 2.2.7-trimethvl- 184 C13H28 062237-99-4 59
4 Decane. 2.5.9-trimethvl- 184 C13H28 062108-22-9 59
5 Tridecane 184 C13H28 000629-50-5 56

Abundance Scan 1456 (17.729 min): BF081735.D (-1452) (-) m/z 57.10 100.00%
57
43
5000 71
85
99 17.40 17.60 17.80 18.00
e e T S m/z 43.10 78.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
43
5000 n
g5 17.40 17.60 17.80 18.00
29 m/z 71.10 44 .48%
| L L 99 113 127 141 155 169 183107 226
II"''I""I""I""I""I""IIIII TTTTTTTTTTT T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
“l'“'l“"w"w"“ﬁ
43 17.40 17.60 17.80 18.00
5000 m/z 41.10 40.41%
71 g5
29
99 113 127 141 156
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45612: Decane, 2,2,7-trimethyl-
57 17.40 17.60 17.80 18.00
m/z 85.20 27 .00%
5000
43 -
29 M [ 8 99 113127 169
m/z--> 26 Jo éo 80 100 150 140 160 180 200 220 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081735.D

Aca On : 22 Sep 2015 5:39

Operator : UM/I1Z

Sample : G3747-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 unknownl9.66 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
19.66 3.54 ng 54377 Phenanthrene-d10 18.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Fluorononane 146 COH19F 000463-18-3 47
2 Octadecane. 1-(ethenvloxv)- 296 C20H400 000930-02-9 43
3 1-Pentadecene. 2-methvl- 224 C16H32 029833-69-0 38
4 Silane. trichlorodocosvl- 442 C22HA45CI3Si 007325-84-0 37
5 1-Heptanol, 6-methyl- 130 C8H180 001653-40-3 27
Abundance Scan 1625 (19.660 min): BF081735.D (-1622) (-) m/z 55.05 100.00%
55
83
5000
3 1 19.40 19.60 19.80 20.00
e m/z 41.10 87.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #21307: 1-Fluorononane
43
5000

19.40 19.60 19.80 20.00
‘ m/z 57.10 87.11%

i

| T ‘ 126 146
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
19.40 19.60 19.80 20.00
5000 60 m/z 43.10 82.11%
27 85

1926 154 180196 224 252 281296

mmmwmﬂwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72504: 1-Pentadecene, 2-methyl-

19.40 19.60 19.80 20.00
m/z 69.10 65.56%

5000

18 111

135153168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081735.D

Aca On : 22 Sep 2015 5:39

Operator : UM/I1Z

Sample : G3747-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 10 Ethanol, 2-(dodecyloxy)- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
24 .00 4.27 ng 55341 Chrysene-di12 23.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(dodecvloxv)- 230 C14H3002 004536-30-5 86
2 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 72
3 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 72
4 2-Ethvl-1-dodecanol 214 C14H300 019780-33-7 72
5 Tetradecane 198 C14H30 000629-59-4 52
Abundance Scan 2005 (24.004 min): BF081735.D (-2003) (-) m/z 57.10 100.00%
57
43
5000 85
LN BRI BRI B
23.60 23.80 24.00 24.20 24.40
S 12 207 256 m/z 43.05 73.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #76356: Ethanol, 2-(dodecyloxy)-
43 57
5000 LN SR BRI B
23.60 23.80 24.00 24.20 24.40
5 m/z 71.05 46.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43
23.60 23.80 24.00 24.20 24.40
5000 o m/z 55.10 43.32%
105
27 133 161 189203 231 252 288 V\N«,ﬁk¢/w¢\w,/\\~quij\A/A»
Wﬁmr@mﬁmﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #110007: Ethanol, 2-(hexadecyloxy)- R ERmaE B
57 23.60 23.80 24.00 24.20 24.40
43 m/z 85.10 37 .94%
5000
2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 23.60 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081735.D

Aca On : 22 Sep 2015 5:39

Operator : UM/I1Z

Sample : G3747-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24 .60 10.31 ng 97824 Perylene-d12 24.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexatriacontane 507 C36H74 000630-06-8 91
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Heptacosane 380 C27H56 000593-49-7 87
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 2057 (24.598 min): BF081735.D (-2055) (-) m/z 57.10 100.00%
g7
LRI DA DA B
113141 270 24.20 24.40 24.60 24.80 25.00
e M/Z 43.10  66.90%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155178: Octacosane
57
5000 LRI P DU I
85 24.20 24.40 24.60 24.80 25.00
- m/z 71.10 45 .98%
‘ ‘\Lk‘ﬁ}3141169197225253281309337365394

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

57

3

24.20 24.40 24.60 24.80 25.00

5000 g5 m/z 85.10 36.49%

29
113141169197 225253 281300337 379 421449477 506

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

-

Abundance #162744: Hentriacontane
57 24.20 24.40 24.60 24.80 25.00
m/z 41.10 23.21%
5000
85
29 113141169
‘ de —7+169197225253280 309 351379407 436
e e e e e e e e e e e T T A R R RS R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 24.20 24.40 24.60 24.80 25.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081735.D

Aca On : 22 Sep 2015 5:39

Operator : UM/I1Z

Sample : G3747-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Pentadecane, 8-heptyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
25.18 9.08 ng 86147 Perylene-di12 24.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
3 Heptacosane 380 C27H56 000593-49-7 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Tetratetracontane 619 C44H90 007098-22-8 86
Abundance Scan 2108 (25.181 min): BF081735.D (-2105) (-) m/z 57.10 100.00%
57
- T /\/LL
LRI SN NI BN BN
113 24.80 25.00 25.20 25.40 25.60
e T M 260 208 206 “m/z 43.10 58.46%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57
5000 85 R UM BRI B R
24.80 25.00 25.20 25.40 25.60
29 m/z 71.10 50.04%
7| L || (M8 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
24.80 25.00 25.20 25.40 25.60
5000 85 m/z 85.10 36.69%
29
13 141 169 210 539 265 300
m/z--> 50 100 150 200 250 300 350 '
Abundance #151555: Heptacosane
57 24.80 25.00 25.20 25.40 25.60
m/z 55.10 21.98%
29 113 14
0L 77,141 169 197 225 253 281 309 337 380
m/z--> 50 100 1% 2& 250 300 350 ' 24.80 25.00 25.20 25.40 25.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081735.D

Aca On : 22 Sep 2015 5:39

Operator : UM/I1Z

Sample : G3747-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 unknown25.92 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
25.02  6.24ng 50177  Perylene-di2 24.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Hexadecane. i-chloro- 260 C16H33C1 004860-03-1 43

2 Disulfide.

di-tert-dodecvl 402 C24H50S2

027458-90-8 38

3 Heptacosane. l1l-chloro- 414 C27H55CI 062016-79-9 38
4 Nonadecane 268 C19H40 000629-92-5 38
5 Tetradecane 198 C14H30 000629-59-4 35
Abundance Scan 2173 (25.924 min): BF081735.D (-2169) (-) m/z 57.10 100.00%
57
5000 85
123 TT [T T T T[T T T T[T T T T[T 1T
| "1T5| 191 281 25.60 25.80 26.00 26.20
- T m/z 43.10 63.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94519: Hexadecane, 1-chloro-
57
5000 91 LA L L L L LB LB LB |
25.60 25.80 26.00 26.20
29 m/z 55.10 60.96%
[ 11372 147 175 208224 260
—— T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R R REREE R
25.60 25.80 26.00 26.20
5000 85 m/z 71.10 58.76%
29 113 169
139 205 234 374 402
L e o o o o LA B i o e o e B A R S
m/z--> 50 100 150 200 250 300 350 400
Abundance #159267: Heptacosane, 1-chloro-
57 25.60 25.80 26.00 26.20
m/z 85.10 40.40%
5000 85
29
Ll U L, 141162183 211 239 273 301322343 371 414
e B B R B B e o e e e e A B o e i
m/z--> 50 100 150 200 250 300 350 400 25.60 25.80 26.00 26.20

8270-BF090115.M Tue Sep 22 18:35:13 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081735.D

Aca On : 22 Sep 2015 5:39

Operator : UM/I1Z

Sample : G3747-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 1,3a-Ethano-3aH-indene, 1,2... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
26.02 7.72 ng 73259 Perylene-di12 24._.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3a-Ethano-3aH-indene. 1.2.3.6.... 204 C15H24 004545-68-0 70
2 Naphthalene. 1.2.3.4.4a.5.6.8a-0... 204 C15H24 000473-13-2 50
3 .delta.-Selinene 204 C15H24 028624-23-9 50
4 1H-Cyclopropalalnaphthalene. la.... 204 C15H24 000489-29-2 46
5 1H-Cyclopropa[a]naphthalene, la,... 204 C15H24 1000147-32-8 43
Abundance Scan 2181 (26.015 min): BF081735.D (-2179) (-) m/z 189.20 100.00%
189
204

5000

LA

281 25.80 26.00 26.20 26.40
m/z 204.20 78 .32%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58882: 1,3a-Ethano-3aH-indene, 1,2,3,6,7,7a-hexahydro-2,2...
189

161

204

25.80 26.00 26.20 26.40
m/z 177.15 67.76%

5000
119133

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

189

93 204 S K S

41 107 25.80 26.00 26.20 26.40
5000 5 1 133 m/z 175.20 52.00%

147161175

27

menmmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58659: .delta.-Selinene e
25.80 26.00 26.20 26.40

m/z 161.10 45_.51%

|

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 25.80 26.00 26.20 26.40

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081735.D

Aca On : 22 Sep 2015 5:39

Operator : UM/I1Z

Sample : G3747-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 unknown26.20 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
26.20 10.71 ng 101568 Perylene-di12 24._.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.1.0lheptane-7.7-dicarb... 160 C10H12N2 074764-53-7 35
2 Isoaromadendrene epoxide 220 C15H240 1000159-36-6 27
3 Ledene oxide-(I11) 220 C15H240 1000159-36-7 22
4 2H-Pvran. 2-(7-heptadecvnvlioxv)t... 336 C22H4002 056599-50-9 12
5 Rishitin 222 C14H2202 018178-54-6 10
Abundance Scan 2197 (26.198 min): BF081735.D (-2191) (-) m/z 43.10 100.00%
ile]

5000 !

25.80 26.00 26.20 26.40 26.60
m/z 55.10 81.43%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #29242: Bicyclo[4.1.0]heptane-7,7-dicarbonitrile, 1-methyl-

41
55 69

25 80 26. OO 26. 20 26. 40 26. 60
m/z 91.10 60.52%

5000

91 105119132145 159

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

Abundance /\l{\/\\
41 f
25.80 26.00 26.20 26.40 26.60
5000 27 55 93 107 m/z 105.10 55.01%
79
121135149

163177 191 205 220
e S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #69480: Ledene oxide-(II)

25.80 26.00 26.20 26.40 26.60
m/z 107.10 54 .58%

5000
159
131145

|

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 25.80 26.00 26.20 26.40 26.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081735.D

Aca On : 22 Sep 2015 5:39

Operator : UM/I1Z

Sample : G3747-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 unknown26.47 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
26.47 4.70 ng 44629 Perylene-di12 24.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethoxv-4-nitroisoaquinoline 218 C11H10N203 103863-04-3 43
2 7b-Phenvl-2a.7b-dihvdro-3H-cvclo... 218 C17H14 138089-70-0 43
3 5-(1-NaphthvI)tricvclol4.1.0.0(2... 218 C17H14 107729-05-5 43
4 3-Methoxv-6.7.8.9-tetrahvdro-dib... 218 C13H1403 1000186-57-9 43
5 2H-Cyclopropa[a]naphthalen-2-one... 218 C15H220 006831-17-0 38
Abundance Scan 2221 (26.472 min): BF081735.D (-2217) (-) m/z 218.30 100.00%
218
203
231
5000 57 95
41 7 69 8L | 107 122135149161 175 o

26.20 26.40 26.60 26.80

m/z 203.20 80.31%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67729: 1-Ethoxy-4-nitroisoquinoline

5000
26.20 26.40 26.60 26.80

m/z 231.20 56.97%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
218 A/\
AR ma
203 26.20 26.40 26.60 26.80
5000 m/z 95.10 34 .55%
95 108 141 189
27 39 51 63 77 126 165177
e A 2 e S B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68287: 5-(1-Naphthyl)tricyclo[4.1.0.0(2,7)]hept-3-ene R B LA M
218 26.20 26.40 26.60 26.80

202

m/z 57.10 33.75%
5000

189

127139152165,

27 39 51 63 83

| I T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 26.20 26.40 26.60 26.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081735.D

Aca On : 22 Sep 2015 5:39

Operator : UM/I1Z

Sample : G3747-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 unknown26.88 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
26.88 4.73 ng 44910 Perylene-di12 24._.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 27
2 Acetic acid. 3-hvdroxv-7-i1soprop... 278 C17H2603 1000187-37-6 25
3 Acetic acid. 3-hvdroxv-6-isoprop... 278 C17H2603 1000185-44-8 20
4 5H-3.5a-Epoxvnaphthl2.1-cloxepin... 278 C18H3002 001153-34-0 12
5 Ledol 222 C15H260 000577-27-5 10
Abundance Scan 2257 (26.884 min): BF081735.D (-2253) (-) m/z 43.10 100.00%
48
218
5000 05 124 147 203

189

57 71 1
9

| | |HH m | ‘ 281 26.60 26.80 27.00 27.20
I i S m/z 218.20 56.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #68225: 2(1H)Naphthalenone, 3,5,6,7,8,8a-hexahydro-4,8a-di...
218
41
o 133147 175 203 A
5000 119 161 LI L L L L LB
55 47 | 109 26.60 26.80 27.00 27.20
o7 m/z 124.10 50.57%
190
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 95 218
— e
147 26.60 26.80 27.00 27.20
5000 203 m/z 57.10 49 _.51%
123
79 109 161175
29 65 189 260
245 278

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

Abundance #105183: Acetic acid, 3-hydroxy-6-isopropenyl-4,8a-dimethy ... A BamEs B S
26.60 26.80 27.00 27.20

m/z 147.10 49 _35%

5000
203

161175

29
236 260 57g

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 26.60 26.80 27.00 27.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081735.D

Aca On : 22 Sep 2015 5:39

Operator : UM/I1Z

Sample : G3747-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 19 unknown27.54 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

27.54 6.05 ng 57357 Perylene-di12 24._.79

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Formvl-2.2-dimethvl-3-trans-(3... 220 C15H240 1000144-09-7 35
2 Lonaifolenaldehvde 220 C15H240 019890-84-7 30
3 (-)-Neoclovene-(11). dihvdro- 206 C15H26 1000152-83-6 27
4 2.4.4-Trimethvl-3-hvdroxvmethvl-... 222 C15H260 1000144-10-5 27
5 (R)-(-)-14-Methyl-8-hexadecyn-1-ol 252 C17H320 064566-18-3 27
Abundance Scan 2314 (27.535 min): BF081735.D (-2310) (-) m/z 55.10 100.00%

55 69 96
41 109123
5000 101
161 205 T
‘ | ||‘| “ | “ | - 27.20 27.40 27.60 27.80
e e R L L A m/z 95.10 96.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69594: 1-Formyl-2,2-dimethyl-3-trans-(3-methyl-but-2-enyl...
69
5000 109 w#/TLTfVM' T T 48

27.20 27.40 27.60 27.80
m/z 69.10 88.43%

91
‘H ‘ 137151 177191205 220

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

81 95109

41 67 135 27.20 27.40 27.60 27.80
5000 205 m/z 67.10 64 .58%

49 163 187 220

27

ﬁmﬁmﬁmwmrﬁq—wm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60308: (-)-Neoclovene-(ll), dihydro-
109

27.20 27.40 27.60 27.80
m/z 81.10 62.24%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 27.20 27.40 27.60 27.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081735.D

Aca On : 22 Sep 2015 5:39

Operator : UM/I1Z

Sample : G3747-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 20 unknown27.80 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
27.80 14.58 ng 138313 Perylene-di12 24._.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Azulenemethanol. 1.2.3.4.5.6.7... 264 C17H2802 000134-28-1 43
2 Toluene. 4-chloro-2-fluoro-5-nitro- 189 C7H5CIFNO2 018349-11-6 43
3 Ledol 222 C15H260 000577-27-5 27
4 Ethanone. 1-T4-(trifluoromethoxv... 204 C9H7F302 085013-98-5 27
5 Cycloheptane, 4-methylene-1-meth... 204 C15H24 1000159-38-5 25
Abundance Scan 2337 (27.798 min): BF081735.D (-2332) (-) m/z 43.10 100.00%
A& 189
55 93 107 121
5000 67 81 135147
| | 2740 27.60 2780
SRS ] - m/z 189.20 81.08%
m/z--> 200 40 60 80 100 120 140 160 180 200 220 240
Abundance #96920: 5-Azulenemethanol, 1,2,3,4,5,6,7,8-octahydro-.alph...
43 107 189
93 161
135 204
5000 L DO P
27 40 27. 60 27. 80
55 67 147 m/z 107.10 53.99%
29 ‘ ‘ 175
..]'.Sl.‘.‘..‘l‘. u ‘ \H\\ \ ‘\ \‘ \\ ...,.‘...,..2.?.’6
m/z--> 20 40 100 120 140 160 180 200 220 240
Abundance
107 189
YA AVR
27. 40 27. 60 27.80
5000 95 143 159 m/z 121.10 52.26%
30 57 81 131
18 43 69 119 173
m/z--> 25 4b éo 85 160 150 150 1éo 180 200 250 250
Abundance #70932: Ledol \ T l T l T T l T T T T
43 2740 2760 2780
m/z 93.10 52.05%
69
5000 109
55 161
135147 189 204
H ‘ il \‘H H‘H ‘H‘\ H\ m ‘H 1?5 ‘ ‘ 222 V\ //\

m/z--> 20 40 100 120 140 160 180 200 220 240 27 40 27. 60 27.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF092115\
Data File : BF081735.D

Acq On : 22 Sep 2015 5:39

Operator : UM/1Z

Sample : G3747-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_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]
Butane, 2-methoxy... 1.20 85.1 ng 940679 1 8.16 221143 20.0
2-Pentanone, 4-hy... 4.42 49.6 ng 548840 1 8.16 221143 20.0
unknown7 .68 7.68 101.4 ng 1121630 1 8.16 221143 20.0
Hexadecane 17.73 4.6 ng 70734 4 18.70 306931 20.0
unknownl19.66 19.66 3.5 ng 54377 4 18.70 306931 20.0
Ethanol, 2-(dodec... 24.00 4.3 ng 55341 5 23.35 259268 20.0
Octacosane 24.60 10.3 ng 97824 6 24.79 189740 20.0
Pentadecane, 8-he... 25.18 9.1 ng 86147 6 24.79 189740 20.0
unknown25.92 25.92 6.2 ng 59177 6 24.79 189740 20.0
1,3a-Ethano-3aH-i... 26.02 7.7 ng 73259 6 24.79 189740 20.0
unknown26 .20 26.20 10.7 ng 101568 6 24.79 189740 20.0
unknown26 .47 26.47 4.7 ng 44629 6 24.79 189740 20.0
unknown26 .88 26.88 4.7 ng 44910 6 24.79 189740 20.0
unknown27 .54 27.54 6.0 ng 57357 6 24.79 189740 20.0
unknown27 .80 27.80 14.6 ng 138313 6 24.79 189740 20.0
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