LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084380.D

Acq On : 11 Jan 2016 15:26

Operator : SJ/UM

Sample - H1043-20

Misc :

ALS Vial : 10 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-BF123115.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 5.047 256 259 266 rvB 1148755 1860301 26.09% 2.970%
2 5.470 293 296 298 rBV 6450094 6379063 89.46% 10.183%
3 6.499 383 386 389 rBV 4714930 7130512 100.00% 11.383%
4 6.625 394 397 400 rBV 5733329 6308742 88.48% 10.071%
5 6.853 415 417 419 rBV 2023057 1623696 22.77% 2.592%
6 7.013 428 431 433 rBV 5863971 5217149 73.17% 8.328%
7 7.425 464 467 469 rBV 4655319 4864488 68.22% 7.765%
8 8.145 527 530 532 rBVY 1930563 2062939 28.93% 3.293%
9 9.219 621 624 626 rBvY 7417784 6552763 91.90% 10.461%
10 9.619 656 659 660 rBvY 1025859 1340210 18.80% 2.139%

11 9.825 676 677 679 rBvV 168089 186036 2.61% 0.297%
12 9.893 681 683 686 rvB 2516187 2169529 30.43% 3.463%
13 10.328 720 721 723 rVB 404934 319836 4._.49% 0.511%
14 10.545 737 740 744 rBV 111391 216705 3.04% 0.346%
15 10.682 749 752 755 rBV 3876591 4055642 56.88% 6.474%

16 10.796 760 762 769 rVB 307303 580434 8.14% 0.927%
17 10.991 777 779 784 rVB 51195 115727 1.62% 0.185%
18 11.254 800 802 803 rBvV 186639 184965 2.59% 0.295%
19 11.276 803 804 808 rvv 69459 78327 1.10% 0.125%
20 11.379 811 813 815 rBV 2323152 1958035 27.46% 3.126%

21 11.436 815 818 822 rVB 38003 79959 1.12% 0.128%
22 12.785 934 936 938 rBV 249741 273620 3.84% 0.437%
23 12.865 938 943 949 rVvB2 168660 333997 4.68% 0.533%
24 12.968 949 0952 954 rBV 5430576 5364107 75.23% 8.563%
25 13.494 996 998 1000 rBV 261699 230283 3.23% 0.368%

26 13.871 1028 1031 1041 rBV 142510 259295 3.64% 0.414%
27 14.008 1041 1043 1046 rBV 1104751 1299702 18.23% 2.075%
28 15.437 1166 1168 1171 rBV 789933 1142242 16.02% 1.823%
29 16.374 1247 1250 1260 rVB4 44547 109214 1.53% 0.174%

30 16.946 1296 1300 1304 rBV 33460 75034 1.05% 0.120%
31 17.608 1355 1358 1366 rVB2 42155 106559 1.49% 0.170%
32 18.397 1423 1427 1431 rBV3 30786 82314 1.15% 0.131%
33 19.346 1506 1510 1516 rVB3 24626 81356 1.14% 0.130%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084380.D

Acq On : 11 Jan 2016 15:26

Operator : SJ/UM

Sample - H1043-20

Misc :

ALS Vial : 10 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-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 62642781
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084380.D

Acq On : 11 Jan 2016 15:26

Operator : SJ/UM

Sample > H1043-20

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF084380.D

7000000
5.47

6000000 6.62 7.01

5000000 6.50 2 42
4000000
3000000

2000000 6.85

5.05

1000000

o} G S |1 Y
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF084380.D
7000000

6000000
12.97

5000000
4000000 10.68

3000000
9.89 11.38

2000000 814

1000000 e
10.33 0.80 T
) L \ 0. T 10A.§j 10.99 ¥4 44 1az8 N
I

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF084380.D

7000000

6000000
5000000
4000000
3000000

2000000

14.01
1000000 15.44

13.87 16.37 16.95 17.61 18.40 19.35

tr————————————t

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084380.D

Acq On : 11 Jan 2016 15:26

Operator : SJ/UM

Sample > H1043-20

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.05 22.91 ng 1860300 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 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 259 (5.047 min): BF084380.D (-256) (-) m/z 43.05 100.00%
43
59
5000
ot 480 500 520 540
...,....,....,...37.',':...,??:.,...‘??....,??..,...:,'....,. m/z 59.10 58.47%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L IULLLE UL R
59 480 5.00 520 5.40
m/z 101.10 19.64%
25 31 37 | 83 gz 01
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
- 480 500 520 540
5000 m/z 58.10 14.62%
29 101
15 37 51 73 8 95
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- T R Eamm e
59 4.80 5.00 5.20 5.40
m/z 41.10 9.06%
5000 41
31
‘ 69 87
"'I'%é'l"'hl"' Jiﬁ"'léﬁuk"' 'ﬂi""l""l "??I""I' URR UL L L
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084380.D

Acq On : 11 Jan 2016 15:26

Operator : SJ/UM

Sample > H1043-20

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.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 2 unknown6.62 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.62 77.71 ng 6308740 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 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 397 (6.625 min): BF084380.D (-394) (-) m/z 132.00 100.00%
5000 68
‘ 75 % 620 6.40 6.60 6.80 7.00
104 : . . . .
..,....,....,...:,“.'.‘.‘? o Shdl e 87w S L m/z 68.10 47.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I S A
6.20 6.40 6.60 6.80 7.00
78 m/z 134.00 33.26%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.05 31.74%

15 28 39 52 6 77 o0 104 o

wmmmmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #13679: 5-Fluoro-2-chloropyrimidine e EEARE maE R
132 6.20 6.40 6.60 6.80 7.00

m/z 69.10 20.80%

5000

33 44 g7 105

‘ 51 60 70 7? 86 ‘ s

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 660 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084380.D

Acq On : 11 Jan 2016 15:26

Operator : SJ/UM

Sample > H1043-20

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.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 4 Hexadecane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.33 2.95 ng 319836 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Eicosane 282 C20H42 000112-95-8 90
4 Tetradecane 198 C14H30 000629-59-4 72
5 Tridecane 184 C13H28 000629-50-5 72

Abundance Scan 721 (10.328 min): BF084380.D (-720) (-) m/z 57.10 100.00%
g7
43
5000

99 113127141155169183

15

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
43 57
5000 n
85
29
| L L w 99113127141155169183197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43
71
5000 85
29

99113127141155169183 212

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

ekt )

10.00 10.20 10.40 10.60

m/z 43.10 76 .34%

o)

10.00 10.20 10.40 10.60

m/z 71.10 49.69%

10.00 10.20 10.40 10.60

m/z 85.10 35.69%

Abundance #107651: Eicosane
3 57 10.00 10.20 10.40 10.60
4 m/z 41.10 33.17%
71
5000
85
29 %
J L h | 7 118127141155169183197211225230253 282
R R B R o e S e et S A s e et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10,00 10,20 10,40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084380.D

Acq On : 11 Jan 2016 15:26

Operator : SJ/UM

Sample > H1043-20

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.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 5 Dodecane, 3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.80 5.93 ng 580434 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 3-methyl- 184 C13H28 017312-57-1 80
2 Hexadecane 226 C16H34 000544-76-3 74
3 Eicosane 282 C20H42 000112-95-8 72
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 72
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 64

Abundance Scan 762 (10.796 min): BF084380.D (-760) (-) m/z 57.10 100.00%

57

5000

e

10.40 10.60 10.80 11.00 11.20
m/z 43.10 78.64%

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

Abundance #45557: Dodecane, 3-methyl-
57
43 LJ\N\/\,_/\\__/WJ\\
5000 TT 1T TTTT TTTT TT T T TT
71 10,40 10.60 10.80 11.00 11.20
29 85 m/z 71.10 49_.63%

L ®uay 1

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

43 57

10.40 10.60 10.80 11.00 11.20
5000 n m/z 41.10 36.86%

85

29
99 113127141155160183197 226

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

Abundance #107652: Eicosane L i e e
43 97 10.40 10.60 10.80 11.00 11.20
m/z 85.10 30.93%
71
5000
85
29

‘ \ | %9113127141155169 282
T T e e e e e T e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 40 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084380.D

Acq On : 11 Jan 2016 15:26

Operator : SJ/UM

Sample > H1043-20

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.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 6 Hexadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.79 4.21 ng 273620 Chrysene-d12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 80
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 68
3 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 040482-05-1 46
4 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 43
5 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 38
Abundance Scan 936 (12.785 min): BF084380.D (-934) (-) m/z 56.10 100.00%
56

5000 4

o

—‘r!-h—v-rT'v—v—r
129 157 185 213 239257 12.40 12.60 12.80 13.00 13.20
m/z 57.10 55.81%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
12.40 12.60 12.80 13.00 13.20
29 m/z 43.10 44 _34%
‘ [l ‘ 101 1 185 213 23925
ST N0 I O A O G
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
T e A RS Ea e
12.40 12.60 12.80 13.00 13.20
5000 m/z 41.05 40.61%
29 73
129
711377 157 185 213 239%7 55 a3
mmﬁm‘mmmﬁwwwwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12471: Cyclopentanecarboxylic acid, 2-amino-, trans- R e EEREE R
56 12.40 12.60 12.80 13.00 13.20
m/z 55.10 33.98%
5000
30 82 100 129
Y e — Ao
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. OO 13. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084380.D

Acq On : 11 Jan 2016 15:26

Operator : SJ/UM

Sample > H1043-20

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.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 7 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.87 s5.14ng 333997  Chrysene-di2 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Phenol, 4,4"-(l-methylethylidene... 228 CISH1602 000080-05-7 81
2 Acetic acid, octadecyl ester 312 C20H4002 000822-23-1 49

3 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 42
4 Trichloroacetic acid, pentadecyl... 372 C17H31CI302 074339-53-0 42

5 1-Docosene 308 C22H44 001599-67-3 38
Abundance Scan 943 (12.865 min): BF084380.D (-938) (-) m/z 43.05 100.00%
43
213
5000 83 o7
5 228 12.60 12.80 13.00 1320
139152165 198 : : : :
SN 181 m/z 213.10 73.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75160: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000
12.60 12.80 13.00 13.20
o1 119 228 m/z 55.05 55.26%
51 8578 7 135 152165 ‘
R R R A e B e e A RERREREE R R s pa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43
e B e A
12.60 12.80 13.00 13.20
5000 m/z 57.05 48 .37%
57 83 97
29 70 111
125
15 139153 224 252
R R A o e o e  E  E  RARARER R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #143984: Trichloroacetic acid, tetradecyl ester S REE RS e e e
43 57 83 12.60 12.80 13.00 13.20
m/z 83.05 48 .36%
5000
29
125139
bl 153168 1% 241 R N s A Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12 60 12. 80 13. OO 13. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084380.D

Acq On : 11 Jan 2016 15:26

Operator : SJ/UM

Sample > H1043-20

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.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 8 Octadecanoic acid, butyl ester Concentration Rank 8

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

13.49 3.54 ng 230283 Chrysene-di12 14.01

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 90

3 4,7,7-Trimethyl-3,9-dioxatricycl... 182 C10H1403 1000187-22-5 43

4 Cyclohexanol, 4-amino-, trans- 115 C6H13NO 027489-62-9 38

5 Oxirane, 2,3-bis(l-methylethyl)-... 128 C8H160 054644-32-5 37
Abundance Scan 998 (13.494 min): BF084380.D (-996) (-) m/z 56.10 100.00%

%

5000
73
97 129
3 l 157 185 15 2a1 267285 13.20 13.40 13.60 13.80
prerpeliy m/z 57.10 60.76%
m/z--> 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 LA L L L L L L LB
13 20 13. 40 13. 60 13. 80
29 129 m/z 43.10  39.40%
‘ h H 185 241 26728 340
A AL ‘M‘.w I Y -t W= S 8
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56
B R E S R
13.20 13.40 13.60 13.80
5000 m/z 41.05 37.25%
229
73
101 0 s 1 284
39 157 255
mmﬂvmmﬁwwmﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #43767: 4,7,7-Trimethyl-3,9-dioxatricyclo[6.1.0.0(2,4)]non... o ARESEEE Se e e
56 13.20 13.40 13.60 13.80
m/z 55.10 28.89%
3
I \J m “ M \‘ 149166183
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13 20 13. 40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084380.D

Acq On : 11 Jan 2016 15:26

Operator : SJ/UM

Sample > H1043-20

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.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 9 1-Decanol, 2-hexyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.87 3.99 ng 259295 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 72
2 l17-Pentatriacontene 491 C35H70 006971-40-0 72
3 1-Docosene 308 C22H44 001599-67-3 70
4 2- Bromopropionic acid, pentadec... 362 C18H35Br02 1000292-44-2 58
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 58
Abundance Scan 1031 (13.871 min): BF084380.D (-1028) (-) m/z 57.10 100.00%
g7
5000 83
T 1360 1980 14,00 1420
139 208 : : : :
A e || M/Z 43.10  78.84%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #83804: 1-Decanol, 2-hexyl-
57
5000 LR SR BN SN B
29 85 13.60 13.80 14.00 14.20
Hlu. m/z 55.10 55.52%
A ﬁm}?ﬁ -
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
13.60 13.80 14.00 14.20
5000 83 m/z 71.10 54 _.22%
111
139167 196 224 267292 321 462 490
m/iz--> 0 50 100 150 200 250 300 350 400 450 '
Abundance #121981: 1-Docosene B RES I B
55 13.60 13.80 14.00 14.20
o m/z 83.10 47 .12%
5000
29
J st
N ‘ | 153181 308
m/iz--> 0 50 100 150 200 250 300 350 400 450 ' 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084380.D

Acq On : 11 Jan 2016 15:26

Operator : SJ/UM

Sample - H1043-20

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.M
Quant Title : 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]
2-Pentanone, 4-hy... 5.05 22.9 ng 1860300 1 6.85 1623700 20.0
unknown6 .62 6.62 77.7 ng 6308740 1 6.85 1623700 20.0
Hexadecane 10.33 3.0 ng 319836 3 9.89 2169530 20.0
Dodecane, 3-methyl- 10.80 5.9 ng 580434 4 11.38 1958040 20.0
Hexadecanoic acid... 12.79 4.2 ng 273620 5 14.01 1299700 20.0
Phenol, 4,4"-(1-m... 12.87 5.1 ng 333997 5 14.01 1299700 20.0
Octadecanoic acid... 13.49 3.5 ng 230283 5 14.01 1299700 20.0
1-Decanol, 2-hexyl- 13.87 4.0 ng 259295 5 14.01 1299700 20.0
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