LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080772.D

Acq On : 1 Aug 2015 10:45

Operator : TP/UM

Sample - G3140-04

Misc :

ALS Vial : 61 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 2.167 5 7 10 rBvV 51776 61855 1.42% 0.143%
2 4_.396 200 202 206 rBvY 117282 164646 3.78% 0.382%
3 5.059 256 260 262 rBV 2382558 3823657 87.82% 8.860%
4 5.459 292 295 297 rBV 3856017 3906970 89.74% 9.053%
5 5.859 328 330 333 rvB 132364 141833 3.26% 0.329%
6 6.430 377 380 381 rBV 31131 48666 1.12% 0.113%
7 6.476 381 384 387 rVvB 2748810 4353830 100.00% 10.089%
8 6.625 394 397 399 rBV 3070256 4268630 98.04% 9.891%
9 6.853 415 417 419 rBV 1062227 960227 22.05% 2.225%
10 7.013 428 431 433 rBV 2113227 2961838 68.03% 6.863%

11 7.413 463 466 468 rBV 2753981 2800769 64.33% 6.490%
12 7.505 470 474 476 rVB 64308 104177 2.39% 0.241%
13 8.133 526 529 531 rvVB 1301526 1199780 27.56% 2.780%
14 9.208 620 623 626 rBY 3988998 4289456 98.52% 9.940%
15 9.608 655 658 660 rBV 1115252 1222066 28.07% 2.832%

16 9.882 680 682 685 rVvB 1320734 1244320 28.58% 2.883%

17 10.316 716 720 722 rBV2 34050 69993 1.61% 0.162%
18 10.671 748 751 753 rBV 3085291 2999428 68.89%% 6.950%
19 10.796 760 762 766 rVB 64560 81023 1.86% 0.188%
20 11.242 799 801 802 rBV 81630 70133 1.61% 0.163%

21 11.368 809 812 814 rBV 1052549 1237871 28.43% 2.868%
22 11.665 836 838 840 rBV 91780 111399 2.56% 0.258%
23 11.894 856 858 863 rvB 153044 161622 3.71% 0.375%
24 12.076 872 874 876 rvV 38368 51710 1.19% 0.120%
25 12.156 878 881 886 rvB 53561 76836 1.76% 0.178%

26 12.602 914 920 925 rBV3 89980 384795 8.84% 0.892%
27 12.682 925 927 933 rVvVv 58221 104842 2.41% 0.243%
28 12.774 933 935 937 rvv 211017 195453 4._.49% 0.453%

29 12.831 937 940 941 rvVv 46082 45186 1.04% 0.105%
30 12.854 941 942 944 rVB 67661 49254 1.13% 0.114%
31 12.945 948 950 953 rBV 3036342 3874895 89.00% 8.979%
32 13.185 969 971 973 rBV 53539 45991 1.06% 0.107%
33 13.482 995 997 999 rBV 125704 113527 2.61% 0.263%
34 13.528 999 1001 1002 rBV 94092 78549 1.80% 0.182%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080772.D

Acq On : 1 Aug 2015 10:45

Operator : TP/UM

Sample - G3140-04

Misc :

ALS Vial : 61 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 = Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.860 1028 1030 1032 rBV 57451 76584 1.76% 0.177%
36 13.985 1039 1041 1044 rBV 723658 850522 19.54% 1.971%
37 14.168 1055 1057 1062 rVB 98494 94331 2.17% 0.219%
38 14.477 1081 1084 1086 rBV 56324 56410 1.30% 0.131%
39 14.774 1106 1110 1112 rBV2 50046 64189 1.47% 0.149%

40 15.403 1163 1165 1168 rBVY 538684 707680 16.25% 1.640%

Sum of corrected areas: 43154943
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF080115\
BFO80772.D
1 Aug 2015 10:45

G3140-04

61

- TP/UM

Sample Multiplier: 1

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

Quant Title ; ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library :

C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

2.17

4.40

TIC: BF080772.D
5,46

5.06

5.86

6.62
6.48 7.41

7.01

6.4 7.50

8.13

Time-->

A
LI B I B B S BB B B B

2.50

3.00

3.50

4.00 4.50

5.00 5.50

I'\I

A
LA By L B B B N B B B N N B B B B LI N B B |

T
6.00 6.50 7.00 7.50

8.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

921

9.88

10.67

TIC: BF0O80772.D

11.37

12.95

13.99

e M : J\ A
10.32 g%sg 1124 116718096 126 13.19 _iﬁ& 13.86| 14.17 14.48 14.77

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

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

15.40

TIC: BF080772.D

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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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080772.D

Acq On : 1 Aug 2015 10:45

Operator : TP/UM

Sample - G3140-04

Misc :

ALS Vial : 61 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 1 3-Penten-2-one, 4-methyl- Concentration Rank 6

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

4.40 3.43 ng 164646 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 3,4-Dimethyl-2-pentene(c,t) 98 C7H14 1000118-16-5 86
3 3-Hexen-2-one 98 C6H100 000763-93-9 80
4 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 80
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 80

Abundance Scan 202 (4.396 min): BF080772.D (-200) (-) m/z 55.10 100.00%
S5
83
5000 43
98 S N N
4.00 4.20 4.40 4.60 4.80
..,....,....,...33‘;':..‘.‘?'.|.:.,..‘?7.,...77.,..-..,....,.... m/z 83.10 76.33%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 [rrr T
29 98 4.00 4.20 4.40 4.60 4.80
m/z 43.10 43.89%
H 3%« | 6167 77 | 8
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance
55
83 4.00 420 4.40 4.60 4.80
5000 41 m/z 39.10 29.74%
27 98
15 49 63 O 77
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #3109: 3-Hexen-2-one e B
83 4.00 4.20 4.40 4.60 4.80
55 m/z 98.10 26.14%
5000 43
98
29
2] 38| 49| 68 77 | o1 |
mz-> 10 20 30 40 50 60 70 80 90 100 400 420 4.40 460 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080772.D

Acq On : 1 Aug 2015 10:45

Operator : TP/UM

Sample - G3140-04

Misc :

ALS Vial : 61 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 79.64 ng 3823660 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 50
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 23

Abundance Scan 260 (5.059 min): BF080772.D (-256) (-) m/z 43.05 100.00%
43
59
5000
101 HAREE SRR UL UL R
480 5.00 5.20 5.40
e Bt S0 778 | 59 10 57.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.10 15.69%
15 31 101
\ 25 70 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 41 m/z 58.10 15.55%
31
69 87
15 53 98
miz--> 10 20 30 40 50 60 70 80 90 100 110 |
Abundance #8116: 2-Hexanol, 2-methyl- e e R m e )
59 480 5.00 5.20 5.40
m/z 41.10 9.09%
5000
a1 101
15 \\3\1 \‘H 53\\\‘\ 69 8\3
miz--> 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\BF080115\
Data File : BF080772.D

Acq On : 1 Aug 2015 10:45

Operator : TP/UM

Sample - G3140-04

Misc :

ALS Vial : 61 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.M
Quant Title : 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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 7

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

5.86 2.95 ng 141833 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 78
2 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 25
3 N,N"-Bis(2-methyl-2-nitrosopenta... 258 C12H22N204 094514-30-4 23
4 2-Heptanone 114 C7H140 000110-43-0 23
5 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 12

Abundance Scan 330 (5.859 min): BF080772.D (-328) (-) m/z 43.10 100.00%
a3
73
5000
55 100 115 5.60 5.80 6.00 6.20
e el oo b ey || M7z 73.10 70 78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13055: 2-Pentanone, 4-methoxy-4-methyl-
43
73
5000 U SRR UL UL SRR
5.60 5.80 6.00 6.20
m/z 41.10 9.94%
29 56, 5 g5 | 83 gp 100408115
L IR IR NI VLI IR LR UL IR LSS AN SRS RS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
30 43 73
560 580 600 620
5000 58 m/z 55.10 6.85%
15
51
wﬁwrmwﬁwwwmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #92999: N,N'-Bis(2-methyl-2-nitrosopentan-4-one) e R ma
43 5.60 5.80 6.00 6.20
m/z 39.10 6.63%
5000
99
15 27 Ll 56 72 83 \ 130
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 560 580 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080772.D

Acq On : 1 Aug 2015 10:45

Operator : TP/UM

Sample - G3140-04

Misc :

ALS Vial : 61 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 88.91 ng 4268630 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
2 Xenon 132 Xe 007440-63-3 9
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 397 (6.625 min): BF080772.D (-394) (-) m/z 132.10 100.00%
132
5000 68
40 % J 620 6.40 6.60 6.80 7.00
54 : : : :
Qrer |wsus ) n/z 68.10  40.11%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony!
57 132
74
5000 og M© AR NRAS SRS SRR
620 640 6.60 6.80 7.00
m/z 134.10 33.24%
N ,hw“‘,,nhlléﬂ II¥Q7 ‘ B - . ..,.1??.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 26.64%
66
mz-> 20 40 60 80 100 120 140 160 180 A
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- A o e e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.19%
117
5000
29 91
A Al
| N | ! . \ m
m/z--> 20 Jo 60 80 160 120 140 160 180 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080772.D

Acq On : 1 Aug 2015 10:45

Operator : TP/UM

Sample - G3140-04

Misc :

ALS Vial : 61 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 n-Hexadecanoic acid Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.89 2.61 ng 161622 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Undecanoic acid 186 C11H2202 000112-37-8 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 86
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 858 (11.894 min): BF080772.D (-856) (-) m/z 43.10 100.00%

48 60 45
5000
129
7 101115 ‘ 213 11,60 11.80 12,00 12.20
01 157171185 . . .
...,....','..--I--,|.':”.'.,-Eﬁ..?"','...'.,....1,‘??..',..'..,.'...,...'.,2.2]7..,..?“??. m/z 60.00 89.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 o
5000 UL PN SRR SUNILN UL

11.60 11.80 12.00 12.20
m/z 73.10 83.07%

256
Hm“m@%wmmmmMmmm\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
R A m
29 11.60 11.80 12.00 12.20
5000 m/z 57.10 82.19%
o 129 242
199
101115 ' 143157171185 213226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #46615: Undecanoic acid R me man E R e
60 7 11.60 11.80 12.00 12.20
m/z 41.10 79.13%
5000 43
29 129 143
101115 186
sl ] e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080772.D

Acq On : 1 Aug 2015 10:45

Operator : TP/UM

Sample - G3140-04

Misc :

ALS Vial : 61 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 7 9-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.60 6.22 ng 384795 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Eicosene, (E)- 280 C20H40 074685-29-3 94
2 2- Bromopropionic acid, pentadec... 362 C18H35Br02 1000292-44-2 91
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 1-Hexadecene 224 C16H32 000629-73-2 91
Abundance Scan 920 (12.602 min): BF080772.D (-914) (-) m/z 55.10 100.00%
4
69 g3

97

5000

12.20 12.40 12.60 12.80 13.00
m/z 57.10 92 .55%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106399: 9-Eicosene, (E)-

12!20 12.I4O 12.I60 12.I80 13.I00
m/z 43.10 87.96%

5000

125
139153168182196210224 252 280

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

43 57

83 12.20 12.40 12.60 12.80 13.00
5000 97 m/z 41.10 76.27%

29

111
125139153157182 208 255

ﬁmw’mmwwwnwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)- R
12.20 12.40 12.60 12.80 13.00
m/z 69.10 61.32%

97
5000

12

5
139153167182196210224 252 280

et vl sk
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080772.D

Acq On : 1 Aug 2015 10:45

Operator : TP/UM

Sample - G3140-04

Misc :

ALS Vial : 61 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 8 Tetradecanoic acid Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.68 2.47 ng 104842 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Tetradecanoic acid

228 C14H2802

2 n-Decanoic acid
3 Tridecanoic acid
4 Dodecanoic acid

172 C10H2002
214 C13H2602
200 C12H2402

5 Methyl 2,6-anhydro-.alpha.-d-alt... 176 C7H1205

000544-63-8 59
000334-48-5 50
000638-53-9 45
000143-07-7 42
1000130-02-0 35

Abundance Scan 927 (12.682 min): BF080772.D (-925) (-)
60 73
43
5000 129
185 241
| || | 171 207 |
,”.wh”:.ull 11T e T AN
m/z--> 20 60 100 120 140 160 180 200 220 240
Abundance #75071: Tetradecanoic acid
60 73
43
5000 129
29 85 185 228
97 115
143 171
T PO W o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance

41
29

5000

7
101 115

129

172
143155

m/z--> 20 40 60 80

100 120 140 160 180 200 220 240

Abundance

#65565: Tridecanoic acid

m/z 60.00 100.00%

12.40 12.60 12.80 13.00

m/z 73.00 93.49%

12.40 12.60 12.80 13.00

m/z 43.10 76 .69%

12.40 12.60 12.80 13.00

m/z 57.10 63.27%

60 73 12.40 12.60 12.80 13.00
4 m/z 41.10 51.55%
5000 129
29 171
115 214
‘H 143157 | 185
Al H‘h‘” Al M‘ SR S -/ A
mz-> 20 40 100 120 140 160 180 200 220 240 12140 1260 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080772.D

Acq On : 1 Aug 2015 10:45

Operator : TP/UM

Sample - G3140-04

Misc :

ALS Vial : 61 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 Hexadecanoic acid, 1,1-dime... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.77 4.60 ng 195453 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 91
2 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 72
3 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 49
4 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 38
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 38
Abundance Scan 935 (12.774 min): BF080772.D (-933) (-) m/z 56.05 100.00%
56
5000
s 129
3 97 185 239 257 12.40 12.60 12.80 13.00
S ! Wt 213 m/z 57.05 56.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
I M
5000 R A A RN
29 73 1240 12.60 12.80 13.00
m/z 43.05 45_.38%
\‘ ‘h L m“\‘llﬁ \ 157 185 213 239257 L4 312
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance
57
12.40 12.60 12.80 13.00
5000 m/z 41.10 40.71%
4 239
257
& 129
18 %13 157 185 213 282 312
R R R R A L L LS LA AR LR LA LA LAY SRR LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, butyl ester A EamanE S S
56 12.40 12.60 12.80 13.00
m/z 55.10 33.76%
5000
29 3 257
Ll Ui L 157 185 213 2?9 283 12
m/z--> 20 4'0 6|0 80 100 120 140 160 180 200 220 240 260 280 300 1240 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080772.D

Acq On : 1 Aug 2015 10:45

Operator : TP/UM

Sample - G3140-04

Misc :

ALS Vial : 61 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 Octadecanoic acid, butyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.48 2.67 ng 113527 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 91
2 n-Butyl myristate 284 C18H3602 000110-36-1 64
3 Urea, N,N"-di-2-propenyl- 140 C7H12N20 001801-72-5 38
4 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 32
5 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 32

Abundance Scan 997 (13.482 min): BF080772.D (-995) (-) m/z 56.10 100.00%
56
5000
73 129
3 o7 185 o4y 267285 13.20 13.40 13.60 13.80
S m/z 57.10 62.09%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137336: Octadecanoic acid, butyl ester
56
5000
13.20 13.40 13.60 13.80
29 129 m/z 43.10 46.22%
‘ ‘ 185 267 285
| L f h H \M\ \‘\\ Mh 157 213 241 ‘ \‘ 311 340
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56
13.20 13.40 13.60 13.80
5000 m/z 41.10 42.51%
229
73 211
129
185 284
39 101 157 255
mmwmmmmmmm
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #17592: Urea, N,N-di-2-propeny!l- T Y
56 13.20 13.40 13.60 13.80
m/z 55.05 35.05%
5000
30
‘J‘ ! 85 (111 140
m/z--> m&ebmmmmmmmmﬁnmmm%w&mﬁo 13.20 13.40 13,60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080772.D

Acq On : 1 Aug 2015 10:45

Operator : TP/UM

Sample - G3140-04

Misc :

ALS Vial : 61 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 11 Tetratetracontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .17 2.22 ng 94331 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 Pentacosane 352 C25H52 000629-99-2 90
3 Eicosane 282 C20H42 000112-95-8 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 1057 (14.168 min): BF080772.D (-1055) (-) m/z 57.05 100.00%
5
5000
99 13.80 14.00 14.20 14.40
28 m/z 43.05  68.32%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
57
5000 AR NI BN B I

13.80 14.00 14.20 14.40
m/z 71.10 52.90%

h | Hu 141 183 225 267 309 351 393 435 491 535 574 617

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

Abundance
57
13.80 14.00 14.20 14.40
5000 m/z 85.10 37.67%
9
26 141 183 225 267 309 352
T T [T T T T e T e T
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107652: Eicosane
57 13.80 14.00 14.20 14.40
m/z 55.05 23.05%
5000
L% am 282
T e e T T e e e T T R R e S R RARER
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080772.D

Acq On : 1 Aug 2015 10:45

Operator : TP/UM

Sample - G3140-04

Misc :

ALS Vial : 61 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. .. 4.40 3.4 ng 164646 1 6.85 960227 20.0
2-Pentanone, 4-hy... 5.06 79.6 ng 3823660 1 6.85 960227 20.0
2-Pentanone, 4-me... 5.86 3.0 ng 141833 1 6.85 960227 20.0
unknown6 .62 6.62 88.9 ng 4268630 1 6.85 960227 20.0
n-Hexadecanoic acid 11.89 2.6 ng 161622 4 11.37 1237870 20.0
9-Eicosene, (E)- 12.60 6.2 ng 384795 4 11.37 1237870 20.0
Tetradecanoic acid 12.68 2.5 ng 104842 5 13.99 850522 20.0
Hexadecanoic acid... 12.77 4.6 ng 195453 5 13.99 850522 20.0
Octadecanoic acid... 13.48 2.7 ng 113527 5 13.99 850522 20.0
Tetratetracontane 1417 2.2 ng 94331 5 13.99 850522 20.0
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