LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073015\
Data File : BF080712.D
Acq On 31 Jul 2015 1:26 Instrument :
Operator : TP/UM E?Afs el

- _ lentosampleld :
3?22'6 : G3143-01 SOUTHEASTWALL3-072915
ALS Vial : 11 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-BF073015.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 2.178 5 8 14 rBV2 64832 105621 2.04% 0.206%
2 3.253 99 102 116 rBV 24545 100981 1.95% 0.197%
3 4._407 201 203 207 rvVB 161968 191312 3.70% 0.374%
4 5.059 256 260 270 rVB 2822974 4112641 79.58% 8.030%
5 5.459 292 295 297 rBV 3773222 4392863 85.00% 8.577%
6 5.870 328 331 333 rBvY 143466 167797 3.25% 0.328%
7 6.487 381 385 387 rVvB 3349848 5167883 100.00% 10.090%
8 6.625 394 397 399 rBV 4234428 4964552 96.07% 9.693%
9 6.853 414 417 419 rBV 1337717 1135718 21.98% 2.217%
10 7.013 428 431 433 rBV 2859753 3245900 62.81% 6.338%

11 7.413 463 466 468 rBV 2945617 2979322 57.65% 5.817%
12 7.493 468 473 476 rVvv 53664 80320 1.55% 0.157%
13 8.133 526 529 531 rvVB 1572116 1423855 27.55% 2.780%
14 9.208 620 623 626 rVvB 3282793 4483641 86.76% 8.754%
15 9.333 632 634 636 rVB 84231 77970 1.51% 0.152%

16 9.608 655 658 660 rBVY 1403956 1258707 24.36% 2.458%
17 9.882 680 682 685 rvB 1191133 1514661 29.31% 2.957%
18 10.328 719 721 722 rVB 73934 66920 1.29% 0.131%
19 10.671 748 751 754 rBV 3187556 3116577 60.31% 6.085%
20 10.796 760 762 767 rVB 124256 149621 2.90% 0.292%

21 11.242 799 801 803 rBvV 117200 105034 2.03% 0.205%
22 11.368 809 812 814 rVvVv 1802807 1627037 31.48% 3.177%
23 11.436 814 818 821 rVB 29555 56986 1.10% 0.111%
24 11.596 830 832 836 rBvV 645439 574263 11.11% 1.121%
25 11.665 836 838 841 rVvB 97297 102352 1.98% 0.200%

26 12.077 871 874 876 rvv2 99664 114827 2.22% 0.224%
27 12.157 879 881 884 rVB 97539 102870 1.99% 0.201%
28 12.419 901 904 906 rBV 2081965 2041979 39.51% 3.987%
29 12.465 906 908 911 rVB 83472 100363 1.94% 0.196%

30 12.785 933 936 937 rBV 51534 72388 1.40% 0.141%
31 12.831 937 940 948 rvVvB2 43383 92661 1.79% 0.181%
32 12.957 948 951 953 rBV 4019585 4380452 84.76% 8.553%
33 13.162 967 969 970 rBV 55591 54268 1.05% 0.106%

34 13.402 988 990 991 rBvV 195934 187935 3.64% 0.367%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF073015\

Data File : BF080712.D

Acq On 31 Jul 2015 1:26

Operator : TP/UM

3?22 le - G3143-01 SOUTHEASTWALL3-072915
ALS Vial : 11 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 - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.437 991 993 996 rvVv 175262 225117 4_36% 0.440%

36 13.494 996 998 1000 rvv2 64609 87100 1.69% 0.170%
37 13.528 1000 1001 1006 rVB 45230 52066 1.01% 0.102%
38 13.848 1027 1029 1039 rBV 270370 336946 6.52% 0.658%
39 13.997 1039 1042 1044 rBV 1240387 1252123 24.23% 2.445%
40 15.414 1163 1166 1169 rBVY 704310 912537 17.66% 1.782%

Sum of corrected areas: 51216166
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF073015\

Data File : BF080712.D

Acq On = 31 Jul 2015 1:26

Operator : TP/UM

3?22 le - G3143-01 SOUTHEASTWALL3-072915
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF080712.D
6|62
4000000 5.46
6.49
3000000 506 701 741
2000000
8.13
6.85
1000000
Oggs 3.25 ﬁfl | 5.87 49
—_——t— — -
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF080712.D
4000000 12.96
9.21 10.67
3000000
12.42
2000000 11.37
9.61
0.88 14.00
1000000
11.60
080 112 4167 121086 12.47 ! 138
N | W - S | o v 20 o B il il B N
Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF080712.D
4000000
3000000
2000000
1000000
15.41
O B A e e e e e
Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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8270-BF073015.M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073015\
Data File : BF080712.D

Acq On 31 Jul 2015 1:26

Operator : TP/UM

Sample : G3143-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

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 3-Penten-2-one, 4-methyl- Concentration Rank 8

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

4.41 3.37 ng 191312 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
3 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86
4 3-Hexen-2-one 98 C6H100 000763-93-9 80
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 78

Abundance Scan 203 (4.407 min): BF080712.D (-201) (-) m/z 55.10 100.00%
55 83
5000 43
98
4.00 4.20 4.40 4.60 4.80
...,....,....,...3?|,-':..‘.‘?'.|.:.??.‘??,...77.,....,....,.... m/z 83.10 84.79%
m/z--> 10 30 50 60 70 90 100
Abundance #3179: 3-Penten-2-one, 4-methyl-
55 83
43
5000 29 %8 400 420 440 460 4.80
m/z 43.10 39.43%
23‘M 37| 49 || 6167 77 92 |
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
55 83
41 4.00 4.20 4.40 4.60 4.80
5000 m/z 98.10 27 .86%
27 98
15 69
34 49 63 77 91
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3301: 2-Pentene, 2,4-dimethyl- LR B o B
55 83 4.00 420 4.40 4.60 4.80
m/z 39.10 25.88%
5000 41
98
27
15 67
'"|“"|”"|“"|“"|”"|“"|“??|”"|“"|“" IR LN U
m/z--> 10 3 40 50 70 80 90 100 4.00 4.20 4.40 4.60 4.80

Jul 31 11:10:14 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF073015\

Data File : BF080712.D

Acq On = 31 Jul 2015 1:26

Operator : TP/UM

3?22 le - G3143-01 SOUTHEASTWALL3-072915
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

5.06 72.42 ng 4112640 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 260 (5.059 min): BF080712.D (-256) (-) m/z 43.10 100.00%
a3
59
5000
101 rrrTrTTTTTTTT T T T T T T
480 5.00 5.20 5.40
e S0l S8l eo 778 | h7z 59.10  55.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RN RN AR LA AR
59 480 5.00 520 5.40
m/z 58.10 16.07%
25 31 37 | 83 o3 1
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
480 500 520 540
5000 57 m/z 101.10 14 .14%
29
101
37 50 78
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- e e e  m ma e
59 480 5.00 5.20 5.40
m/z 41.10 9.22%
5000
a1 101
15 \\3\1 \H | 53\\\‘\ 69 83
mz> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF073015\

Data File : BF080712.D

Acq On = 31 Jul 2015 1:26

Operator : TP/UM

3?22 le - G3143-01 SOUTHEASTWALL3-072915
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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 3 unknown5.87 Concentration Rank 10

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

5.87 2.95 ng 167797 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 N-_alpha.-Acetylglycinamide 116 C4H8N202 002620-63-5 25
3 3,6-Heptanedione 128 C7H1202 001703-51-1 17
4 1-Methoxyethanimine, N-acetyl- 115 C5H9NO2 099028-43-0 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 10

Abundance Scan 331 (5.870 min): BF080712.D (-328) (-) m/z 43.10 100.00%
43 73
5000
55 e 100 U5 560 580 6.00 6.20
SN 1 MM YSSMSS UM S M NS m/z 73.10 86.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 IR UL LR SR
5.60 5.80 6.00 6.20
m/z 41.10 10.35%
15 \2\9 37\ ‘\ Ll 5\5\ 67 | 83 100 1]‘-5
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
30 73
43 5.60 5.80 6.00 6.20
5000 m/z 115.10 9.74%
15 51 58 83 100 117
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #11787: 3,6-Heptanedione e
43 5.60 5.80 6.00 6.20
5 m/z 55.10 7.25%
99
5000 29
71
| | L 85 .
m/z--> 0 20 30 40 50 60 70 8 90 100 110 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF073015\

Data File : BF080712.D

Acq On = 31 Jul 2015 1:26

Operator : TP/UM

3?22 le - G3143-01 SOUTHEASTWALL3-072915
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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 4 unknown6.62 Concentration Rank 1

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

6.62 87.43 ng 4964550 1,4-Dichlorobenzene-d4 6.85
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 12
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 397 (6.625 min): BF080712.D (-394) (-) m/z 132.10 100.00%
132
5000 68
40 5y ‘ 75 0 620 6.40 6.60 6.80 7.00
104 : : . . .
.,....,....'I'!.‘.‘?,!.'..?:1!~.'.|,..':~.,..f.‘?,....,.':..,.1.1?.,....,-'...,.. m/z 68.10 45.80%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR RS L AL
6.20 6.40 6.60 6.80 7.00
3 4 5L 78 m/z 134.10 33.90%
1 ‘ | !
mz-> % 90 40 50 80 76 85 90 100 110 130 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 31.48%
33 44 g7 105
51 60 70 78 g 115
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE e

132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 18.55%

5000

92

39 105
n B ST T W gy

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF073015\

Data File : BF080712.D

Acq On = 31 Jul 2015 1:26

Operator : TP/UM

3?22 le - G3143-01 SOUTHEASTWALL3-072915
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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 6 5-Octadecene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

11.60 7.06 ng 574263 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 91
2 1-Tridecanol 200 C13H280 000112-70-9 91
3 Cyclotetradecane 196 C14H28 000295-17-0 91
4 1-Hexadecene 224 C16H32 000629-73-2 91
5 1-Hexadecanol 242 C16H340 036653-82-4 90

Abundance Scan 832 (11.596 min): BF080712.D (-830) (-) m/z 55.05 100.00%

55

69 83

5000 97

-

111
11.20 11.40 11.60 11.80 12.00

m/z 43.10 87 .89%

125 140154168 196

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89785: 5-Octadecene, (E)-
55

J%

5000 97
11.20 11.40 11.60 11.80 12.00
111 m/z 57.10 75.31%
2
L0l h‘ ‘M h 125139 154168181195 224 252
e e e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
41 55
69 R e e e
83 11.20 11.40 11.60 11.80 12.00
5000 97 m/z 41.10 67.91%
27 111
125139154 182
T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53622: Cyclotetradecane N L B L B L B A B

5 11.20 11.40 11.60 11.80 12.00
69 83 m/z 83.10 59.75%

41

5000
111

%

125139153168 196

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11. 20 11. 40 11. 60 11. 80 12. 00
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8270-BF073015.M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073015\
Data File : BF080712.D

Acq On 31 Jul 2015 1:26

Operator : TP/UM

Sample : G3143-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

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 1-Hexadecene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.42 25.10 ng 2041980 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecene 224 C16H32 000629-73-2 94
2 Cyclohexadecane 224 C16H32 000295-65-8 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
5 1-Octadecene 252 C18H36 000112-88-9 91

Abundance Scan 904 (12.419 min): BF080712.D (-901) (-) m/z 55.10 100.00%
41 69 83 97
5000
125 12.00 12.20 12.40 12.60 12.80
139
- 154168182196 224 n/z 57.10 86 62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72486: 1-Hexadecene
48 5
5000
12.00 12.20 12.40 12.60 12.80
m/z 43.10 86.22%
m/z-->
Abundance
55
41 69 83
97 12.00 12.20 12.40 12.60 12.80
5000 m/z 83.10 70.65%
111
25
21 139153 167 181 196 224
m/z--> 25 Jo 65 éo 160 150 150 160 180 200 220 240 2éo
Abundance #98170: 1-Nonadecene R R R e
4 12.00 12.20 12.40 12.60 12.80
m/z 69.05 65.33%
5000
ZJ{
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12. 00 12. 20 12. 40 12 60 12. 80

Jul 31 11:10:19 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF073015\

Data File : BF080712.D

Acq On = 31 Jul 2015 1:26

Operator : TP/UM

3?22 le - G3143-01 SOUTHEASTWALL3-072915
ALS Vial : 11 Sample Multiplier: 1

Quant Method

> Z:\HPCHEM1\BNA_ F\METHODS\8270-BF073015.M
Quant Title :

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 4,8,12,16-Tetramethylheptad... Concentration Rank 9

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

13.40 3.00 ng 187935 Chrysene-d12 14.00

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4,8,12,16-Tetramethylheptadecan-... 324 C21H4002 096168-15-9 64
2 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 38
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 38
4 Dichloroacetic acid, 2-pentadecy... 338 C17H32CI202 1000280-64-7 38
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 38

Abundance Scan 990 (13.402 min): BF080712.D (-988) (-) m/z 99.10 100.00%
99
43
5000
126 151160 106 13.00 13.20 13.40 13.60 13.80.
m/z 43.10 64.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129959: 4,8,12,16-Tetramethylheptadecan-4-olide
99
5000 43 LA L I L L B L L L B
13. 00 13. 20 13. 40 13 60 13. 80
69 196 m/z 55.10 46 .44%
L ‘ ‘h L )| | 151167184 203221 254 306 324
A L R RARE R aa ed L e RARAsaanara s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
A B H e
13.00 13.20 13.40 13.60 13.80
5000 69 m/z 57.10 46.42%
97
27
125 155 196 224
mﬁmmmwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #148859: Trichloroacetic acid, pentadecy! ester T T e T
13.00 13.20 13.40 13.60 13.80
m/z 41.10 35.96%
5000
139,55 182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 00 13. 20 13. 40 13 60 13. 80

Jul 31 11:10:21 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF073015\

Data File : BF080712.D

Acq On = 31 Jul 2015 1:26

Operator : TP/UM

3?22 le - G3143-01 SOUTHEASTWALL3-072915
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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 9 7-Nonenamide Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.44 3.60 ng 225117 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Nonenamide 155 C9H17NO 090949-53-4 64
2 Dodecanamide 199 C12H25NO 001120-16-7 59
3 Tetradecanamide 227 C14H29NO 000638-58-4 59
4 Nonanamide 157 C9H19NO 001120-07-6 53
5 Acetic acid, cyanohydroxyimino-,... 128 C4H4N203 061295-92-9 46
Abundance Scan 993 (13.437 min): BF080712.D (-991) (-) m/z 59.05 100.00%
59
5000 h\
41 SESEENEEND RN/ NS
98112126 13 20 13. 40 13 60 13. 80
o 221 238 m/z 72.10 53.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #26840: 7-Nonenamide
59

5000 LI e
13 20 13. 40 13 60 13. 80

44 m/z 55.10 31.03%

2l %3 98112126149
T R e T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59

13.20 13. 40 13 60 13.80

5000 m/z 41.10 24 _07%
29 43
15 86 100114128142156170184199
WWTWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74437: Tetradecanamide L e AR,
59 13.20 13.40 13.60 13.80
m/z 43.10 22.88%
5000

i 86100114128142156170184198 221

H\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13 20 13. 40 13 60 13. 80

8270-BF073015.M Fri Jul 31 11:10:22 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF073015\

Data File : BF080712.D

Acq On = 31 Jul 2015 1:26

Operator : TP/UM

3?22 le - G3143-01 SOUTHEASTWALL3-072915
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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 1-Docosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.85 5.38 ng 336946 Chrysene-d12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 93
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 93
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 90
4 1-Nonadecene 266 C19H38 018435-45-5 90
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 90
Abundance Scan 1029 (13.848 min): BF080712.D (-1027) (-) m/z 57.10 100.00%
g7
83
41
- w
RIS BN SUNILE BN S
139 216 248 13.60 13.80 14.00 14.20
S— 18 198 281 m/z 55.05 91.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55
5000 RIS SN SUNILE SRR B
13.60 13.80 14.00 14.20
m/z 43.05 89.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
83 RIS BN SUNILE BN S
13.60 13.80 14.00 14.20
5000 m/z 83.05 66.47%

111
68

27

139154 182 210

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

Abundance #152927: Trichloroacetic acid, hexadecy! ester D EREREERRSET ST AT
13.60 13.80 14.00 14.20

m/z 69.10 59.95%

-

69

5000

125

:

153168

196 224
R R R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF073015\

Data File : BF080712.D

Acq On 31 Jul 2015 1:26

Operator : TP/UM

3?22 le - G3143-01 SOUTHEASTWALL3-072915
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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]
3-Penten-2-one, 4... 4.41 3.4 ng 191312 1 6.85 1135720 20.0
2-Pentanone, 4-hy... 5.06 72.4 ng 4112640 1 6.85 1135720 20.0
unknown5 .87 5.87 3.0 ng 167797 1 6.85 1135720 20.0
unknown6 .62 6.62 87.4 ng 4964550 1 6.85 1135720 20.0
5-Octadecene, (E)- 11.60 7.1 ng 574263 4 11.37 1627040 20.0
1-Hexadecene 12.42 25.1 ng 2041980 4 11.37 1627040 20.0
4,8,12,16-Tetrame... 13.40 3.0 ng 187935 5 14.00 1252120 20.0
7-Nonenamide 13.44 3.6 ng 225117 5 14.00 1252120 20.0
1-Docosene 13.85 5.4 ng 336946 5 14.00 1252120 20.0
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