LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084368.D

Aca On : 10 Jan 2016 16:49

Operator : SJ/UM

Sample : H1043-20

Misc :

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method = Z:\HPCHEM1I\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 heiaht area % max. total
1 5.047 256 259 267 rVB 1304721 1911934 24.96% 2.897%
2 5.470 293 296 299 rBVY 5615149 6345976 82.84% 9.617%
3 6.510 383 387 389 rBY 6230813 7660453 100.00% 11.609%
4 6.625 395 397 400 rBVY 5151342 6658721 86.92% 10.091%
5 6.853 415 417 419 rBV 2056422 1657796 21.64% 2.512%
6 7.013 428 431 433 rBY 5860039 5282800 68.96% 8.006%
7 7.425 464 467 469 rBV 4739229 4979396 65.00% 7 .546%
8 8.145 527 530 532 rBY 2033926 2146280 28.02% 3.252%
9 9.219 621 624 627 rBVY 7274350 6684605 87.26% 10.130%
10 9.619 656 659 660 rBY 1304406 1472660 19.22% 2.232%
11 9.825 676 677 680 rBV 150727 195814 2.56% 0.297%
12 9.893 681 683 686 rVB 2654186 2318149 30.26% 3.513%
13 10.328 719 721 723 rVB 405252 354352 4.63% 0.537%
14 10.545 738 740 744 rBV 110472 214898 2.81% 0.326%
15 10.682 749 752 755 rBV2 3971018 4575273 59.73% 6.933%
16 10.808 760 763 767 rVB2 298979 554114 7.23% 0.840%
17 10.991 777 779 784 rVB2 45594 124338 1.62% 0.188%
18 11.254 800 802 803 rBV 227783 202755 2.65% 0.307%
19 11.276 803 804 808 rVB 65732 86311 1.13% 0.131%
20 11.379 811 813 815 rVV 2686972 2239247 29.23% 3.393%
21 11.436 815 818 822 rVB 42780 88701 1.16% 0.134%
22 12.797 935 937 939 rBV 239686 294466 3.84% 0.446%
23 12.854 939 942 946 rVV2 180098 336832 4._.40% 0.510%
24 12.968 949 952 955 rBY 6012617 5725807 74.75% 8.677%
25 13.494 996 998 1000 rBV 225758 232604 3.04% 0.352%
26 13.871 1028 1031 1038 rBV 205695 314465 4.11% 0.477%
27 14.020 1041 1044 1046 rBVY 1095744 1508218 19.69% 2.286%
28 14.385 1070 1076 1083 rBv4 26839 122210 1.60% 0.185%
29 14.488 1083 1085 1088 rBV 57170 80603 1.05% 0.122%
30 15.437 1165 1168 1171 rBV 848438 1276515 16.66% 1.934%
31 17.608 1355 1358 1366 rVB 45152 131192 1.71% 0.199%
32 18.397 1424 1427 1433 rVB 32573 106189 1.39% 0.161%
33 19.357 1506 1511 1515 rBv4 29150 105353 1.38% 0.160%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084368.D

Aca On : 10 Jan 2016 16:49

Operator : SJ/UM

Sample : H1043-20

Misc :

ALS Vial : 19 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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 65989027
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Data Path
Data File

Aca On
Operator
Sample
Misc
ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF011016\

BF084368.D

10 Jan 2016 16:49

SJ/UM
H1043-20

19 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF084368.D

5.05

5.47

6.51

6.62

7.01

6.85

7.42

0
Time-->

4.00 4.50 5.00

5.50

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

i

9.62

9.

TIC: BF084368.D

10.68

9.89

11.38

.99 "112h1.44

12.97

12385 13.49

T
Time--> 8.00

8.50 9.00

9.50

10.00 10.50 11

10.33 10.81
LlO.S A 10
I

.00 11.50 12.00 12.50

13.00 13.50

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

13.87 1478549

15.44

TIC: BF084368.D

17.61 18.40

19.36

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\BF011016\
Data File : BF084368.D

Aca On : 10 Jan 2016 16:49

Operator : SJ/UM

Sample : H1043-20

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.05 23.07 ng 1911930 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 259 (5.047 min): BF084368.D (-256) (-) m/z 43.10 100.00%
43
59
5000
1 480 5.00 520 540
o...,....,....,...37.-,'....,??:.,...‘??....,?3...,...:,|....,. m/z 59.10 57.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 HRR UL L L

480 5.00 520 5.40
59 m/z 101.10 18.51%

101
0 21 37| 53 ‘ 67 77 83 o1
R I B S L B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
P
57 4.80 500 5.20 5.40
5000 m/z 58.00 15.04%
29 101
o 15 37 51 73 83 95
T I T e O s
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R B A B
59 4.80 5.00 5.20 5.40
m/z 41.10 8.86%
5000 41
69 87
15 \ 53 | 98
0.”,.”.,”..“..w..”,.”.,”..“..w..”,.”.,”..“
m/z--> 10 20 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084368.D

Aca On : 10 Jan 2016 16:49

Operator : SJ/UM

Sample : H1043-20

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 2 unknown6.62 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.62 80.33 ng 6658720 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-METHYL-2-PYRIDYL)YACETONITRILE 132 C8H8N2 1000241-93-9 10
5 1,2,3-Trifluorobenzene 132 C6H3F3 001489-53-8 9

Abundance Scan 397 (6.625 min): BF084368.D (-395) (-) m/z 132.00 100.00%
5000 68
90 p% gl m g T T e e e e
18 % 62| 7 :20_6.40 6.60 6.
o N A O/ S r -  | N m/z 68.10 48.11%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 lllllll/\llllllllllllll
620 6.40 6.60 6.80 7.00
78 m/z 134.00 32.36%
31
38 44
0 ‘ N | H | !
L L e B A s B
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
e
9 6.20 6.40 6.60 6.80 7.00
5000 ’ m/z 66.10 31.69%
70
St 4s 60 7 g6 105 116
o) RS R P T SN A S RGN 1
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine N
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 20.90%
5000
3B 44 0 g7 105
78
bl PP | Lows
m/z--> 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\BF011016\
Data File : BF084368.D

Aca On : 10 Jan 2016 16:49

Operator : SJ/UM

Sample : H1043-20

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 4 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.33 3.06 ng 354352 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Eicosane 282 C20H42 000112-95-8 80
3 Tetradecane 198 C14H30 000629-59-4 72
4 Undecane 156 Cl11H24 001120-21-4 59
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 59
Abundance Scan 721 (10.328 min): BF084368.D (-719) (-) m/z 57.10 100.00%
57
43
5000 71 g
99 113 10.00 10.20 10.40 10.60
0 ...,....-,...| O P N o1 m/z 43.10 65.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
43 7
5000 & AR AR UARR
a5 10 00 10.20 10.40 10.60
29 m/z 71.10 37.16%
o | L L “ 99113127141155169183197 226
m/z--> 25 4b eb 85 160 120 140 160 180 200 220 240 2éo 2éo
Abundance
43 57
- 10.00 10.20 10.40 10.60
5000 m/z 85.10 33.11%
85
29
. 99113127141155169 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 \A\vﬂJWmAA~AJ
Abundance #55008: Tetradecane
57 10.00 10.20 10.40 10.60
43 m/z 41.10 30.65%
71
5000 85
il k»v\_/WN/\
015 J Il ??113127141155169 198
m/z--> 25 4b eb 85 160 150 150 160 180 200 220 240 2éo 2éo 1000 1020 1040 1060
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084368.D

Aca On : 10 Jan 2016 16:49

Operator : SJ/UM

Sample : H1043-20

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.81 4.95 ng 554114 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Dodecane. 2-methvl- 184 C13H28 001560-97-0 87
5 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 86
Abundance Scan 763 (10.808 min): BF084368.D (-760) (-) m/z 57.10 100.00%
57
5000 85
113 455 10.40 10.60 10.80 11.00 11.20
o..3.,l.'. A s M/Z 43.10  67.94%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57
5000 R R AR B
85 10. 40 10 60 10. 80 11. oo 11. 20
29 m/z 71.10 56.02%
o J‘L |y 18 141169 282
m/z--> 55 160 150 260 2éo 360 3éo
Abundance
57
10,40 10.60 10.80 11.00 11.20
5000 P m/z 85.10 38.00%
29
o 113 141 169 197 225 253 281 309 338
m/z--> 55 160 150 260 250 300 3éo
Abundance #155178: Octacosane AR e e AR
57 10.40 10.60 10.80 11.00 11.20
m/z 41.10 27 .89%
5000 85
29
oL LR 1 169 07 225 255 2 s00 a7 ses s S S s
m/z--> 50 100 150 200 250 300 350 mmmmmmnmnm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084368.D

Aca On : 10 Jan 2016 16:49

Operator : SJ/UM

Sample : H1043-20

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Hexadecanoic acid, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.80 3.90 ng 294466 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 94
2 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 53
3 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 30
4 1-Hexene. 2.5-dimethyl- 112 C8H16 006975-92-4 22
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 22

Abundance Scan 937 (12.797 min): BF084368.D (-935) (-) m/z 56.05 100.00%
56
5000 s 257 ’\AA
129 239 T .... T
3 97 1 157 185 213 312 12.40 12.60 12.80 13.00 13.20
0! m/z 57.10 57.69%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124071: Hexadecanoic acid, buty| ester
56

5000 I AR E mm e e
12. 40 12 60 12. 80 13. 00 13. 20

29 H 3 129 239 2>’ m/z 41.10 37.78%
L |

213 312
I L R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57

12. 40 12 60 12. 80 13. 00 13.20

o

5000 m/z 43.05 36.97%
4 239 957
73
129
ol 18 98113 157 185 213 282 312
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 B N
56 12. 40 12 60 12. 80 13. 00 13. 20

m/z 257.20 36.36%

5000
29 73

39 257

‘ M‘ dy mllﬁw 157 185 213 2 281 312

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00 13.20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084368.D

Aca On : 10 Jan 2016 16:49

Operator : SJ/UM

Sample : H1043-20

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 7 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.85 4.47 ng 336832 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.47-(1-methvlethvlidene... 228 C15H1602 000080-05-7 96
2 Carbanilic acid. p-phenvl- 213 C13H11NO2 004474-53-7 52
3 2H.8H-Benzoll.2-b:5.4-b"1dipvran... 228 C14H1203 000553-19-5 50
4 2H.8H-Benzoll.2-b:3.4-b"1dipvran... 228 C14H1203 000523-59-1 50
5 2-Trifluoromethyl-5-hydroxyquino... 213 C10OH6F3NO 041958-06-9 50
Abundance Scan 942 (12.854 min): BF084368.D (-939) (-) m/z 213.10 100.00%
213
91 119 228 A PV SN SN A
39 65 77 107 135 152 165 197 12/60 12.80 13.00 13.20
ol 28t P L L AR e e w7 | L wsz 118.95 22, 16%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75157: Phenol, 4,4'-(1-methylethylidene)bis-
213

5000 LI e e e
12. 60 12. 80 13. OO 13. 20

119 228 m/z 214_.10 15.63%

oL 27 39 51 65 77 %1‘107 135 152 165 181 197 |
SRS S ST S P P et Sl | MR
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance

213

12.60 12.80 13.00 13.20
5000 m/z 228.10 14 .91%

167 196
51 65 77 98 115128139

NN ¥R MM | NSNS SR NS

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75014: 2H,8H-Benzo[1,2-b:5,4-b]dipyran-2-one, 8,8-dimethyl- R EEmas R B
213 12.60 12.80 13.00 13.20

m/z 91.00 11.38%

5000
185 228
ol 2830 51 69 92103114 128 147 157 171 | 199 | |
L AP L i LT o L./ N

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084368.D

Aca On : 10 Jan 2016 16:49

Operator : SJ/UM

Sample : H1043-20

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 n-Butyl myristate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.49 3.08 ng 232604 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Butvl mvristate 284 C18H3602 000110-36-1 86
2 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 47
3 1-Hexene. 2.5-dimethvl- 112 C8H16 006975-92-4 38
4 1-Pentene. 2.4-dimethvl- 98 C7H14 002213-32-3 38
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 38
Abundance Scan 998 (13.494 min): BF084368.D (-996) (-) m/z 56.10 100.00%
56
5000
3 129
97 13.20 13.40 13.60 13.80
3 185 241 267285
o o | 157 195 213 241 07FB 0 h/z 57.10  56.63%
m/z--> 50 100 150 200 250 300
Abundance #108844: n-Butyl myristate
56
5000 229 13.20 13.40 13.60 13.80
0
, ‘ ‘ 101 129 165 ‘ 284 m/z 43.10 39.46%
0...‘.|‘H M\ “““...‘?-5.7.‘.‘.| “.2|5§..‘.|....|
m/z--> 50 100 150 200 250 300
Abundance
56
13.20 13.40 13.60 13.80
5000 m/z 41.05 36.41%
29 73 129
285
o o7 157 185 513 241 277 54 340
m/z--> 50 100 150 200 250 300 '
Abundance #6539: 1-Hexene, 2,5-dimethyl- L AR B,
56 13.20 13.40 13.60 13.80
m/z 55.10 28.55%
8 112
sl e | |
m/z--> 50 100 150 200 250 300 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084368.D

Aca On : 10 Jan 2016 16:49

Operator : SJ/UM

Sample : H1043-20

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 17-Pentatriacontene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.87 4.17 ng 314465 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 90
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 74
3 2-Hexvl-1-octanol 214 C14H300 019780-79-1 68
4 2-Ethvl-1-dodecanol 214 C14H300 019780-33-7 64
5 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 58
Abundance Scan 1031 (13.871 min): BF084368.D (-1028) (-) m/z 57.10 100.00%
57
83
5000
111 S e ey
13.60 13.80 14.00 14.20
139
ol ,....,.l.l L. 820 8 | m/z 43.10 82.62%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43
5000 83 L BN S I SULRE
13.60 13.80 14.00 14.20
1 m/z 55.05 62.03%
o M\Nu “139167196224 267292 321 462 490
m/z--> 50 150 200 250 300 350 400 450 '
Abundance
57
| 13.60 13.80 14.00 14.20
5000 m/z 83.10 53.29%
29 85
111
139 196224
L L U W UL WL UL WL L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #65763: 2-Hexyl-1-octanol BB R RN R o S
57 13.60 13.80 14.00 14.20
m/z 71.05 50.54%
5000
29
111
0 b H 139 168 196
m/z--> 5'0 1(')0 150 2(')0 250 300 350 400 450 ' 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011016\
Data File : BF084368.D

Aca On : 10 Jan 2016 16:49

Operator : SJ/UM

Sample : H1043-20

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.61 2.06 ng 131192 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Pentacosane 352 C25H52 000629-99-2 86
3 Triacontane 422 C30H62 000638-68-6 80
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 80
5 Nonacosane 408 C29H60 000630-03-5 80
Abundance Scan 1358 (17.608 min): BF084368.D (-1355) (-) m/z 57.10 100.00%
g7
85
5000

d l ! 155177 207 283 17.20 17.40 17.60 17.80 18.00
ol iy m/z 71.10 65.05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #147090: Hexacosane

-

5000 85 LR e
17. 20 17. 40 17. 60 17. 80 1800

m/z 85.10 58.26%

oLl L U 14 169 197 225 253 _ 295 366
A A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance

N

©

ol —
N

s

S

17.20 17.40 17.60 17.80 18.00

5000 g5 m/z 43.10 55.17%
113
L2 141 169 211 239 267 295 373 352 Aﬂvawwf}Jij/\Lwa»VWVVAfV
A S T
m/z--> 50 100 150 200 250 300 350 400
Abundance #160628: Triacontane R I RRmEaEES LS
57 17.20 17.40 17.60 17.80 18.00
m/z 55.10 29.96%
2% T \AN\NUVfAﬂJk\/\MW”W”/\AAJ\A
113
ol29) || J | 141 169 197 225 253 281 309 337 365 393 422
e A N Y e e At G AL L4 SN
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011016\
Data File : BF084368.D

Acq On : 10 Jan 2016 16:49

Operator : SJ/UM

Sample - H1043-20

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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]
2-Pentanone, 4-hy... 5.05 23.1 ng 1911930 1 6.85 1657800 20.0
unknown6 .62 6.62 80.3 ng 6658720 1 6.85 1657800 20.0
Hexadecane 10.33 3.1 ng 354352 3 9.89 2318150 20.0
Eicosane 10.81 5.0 ng 554114 4 11.38 2239250 20.0
Hexadecanoic acid... 12.80 3.9 ng 294466 5 14.02 1508220 20.0
Phenol, 4,4"-(1-m... 12.85 4.5 ng 336832 5 14.02 1508220 20.0
n-Butyl myristate 13.49 3.1 ng 232604 5 14.02 1508220 20.0
17-Pentatriacontene 13.87 4.2 ng 314465 5 14.02 1508220 20.0
Hexacosane 17.61 2.1 ng 131192 6 15.45 1276520 20.0
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