LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\

Data File : BF089280.D

Aca On : 25 Jul 2016 15:42 Instrument :

Operator : UM/SJ E?Afs el
- _ lentosampleld :

3?22'6 : H4129-08 KSB-12-10.0-12.0

ALS Vial : 12 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-BF072016.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 1.690 8 9 20 rvB 854930 1617037 82.64% 7.675%
2 1.838 20 22 25 rv 338799 443650 22.67% 2.106%
3 1.941 29 31 46 rVB 586483 1083230 55.36% 5.142%
4 2.135 46 48 56 rvB 20399 43675 2.23% 0.207%
5 2.250 56 58 67 rvB 11285 26762 1.37% 0.127%
6 2.421 71 73 84 rvB2 10177 25688 1.31% 0.122%
7 2.570 84 86 97 rBv 11082 42774 2.19% 0.203%
8 3.130 131 135 153 rBv 498249 989393 50.56% 4 .696%
9 4.673 268 270 282 rBV 61800 124295 6.35% 0.590%
10 5.130 307 310 329 rBVY 1216213 1705559 87.16% 8.095%

11 6.227 403 406 408 rBV 1367809 1832579 93.65% 8.698%
12 6.330 413 415 429 rVB 1580848 1854649 94.78% 8.803%
13 6.559 433 435 446 rVB 340202 369664 18.89% 1.755%
14 6.719 446 449 451 rBV 1397714 1430422 73.10% 6.789%
15 7.142 483 486 488 rBvV 714944 1105128 56.48% 5.245%

16 7.267 495 497 502 rVB 20907 30625 1.57% 0.145%
17 7.850 545 548 550 rBV 421528 455813 23.29% 2.163%
18 8.925 640 642 645 rBV 1443319 1956756 100.00% 9.288%
19 9.325 675 677 680 rBvV 595140 630731 32.23% 2.994%
20 9.588 698 700 703 rBV 448493 499398 25.52% 2.370%

21 10.376 767 769 772 rBV 915950 1041951 53.25% 4.946%

22 10.513 779 781 784 rVB 23545 26821 1.37% 0.127%
23 10.959 818 820 821 rBV 26193 23627 1.21% 0.112%
24 11.062 827 829 833 rBV 477982 449142 22 .95% 2.132%
25 11.314 849 851 855 rBvV 40028 46497 2.38% 0.221%
26 11.382 855 857 859 rvB 29192 24393 1.25% 0.116%
27 11.782 890 892 896 rVB 19898 19848 1.01% 0.094%
28 12.491 952 954 956 rBV 214416 196602 10.05% 0.933%
29 12.559 956 960 963 rvVvB2 25624 48594 2.48% 0.231%

30 12.651 965 968 970 rBV 1431951 1518985 77.63% 7.210%

31 13.188 1013 1015 1017 rBV 148607 131084 6.70% 0.622%
32 13.234 1017 1019 1020 rBV 33786 29272 1.50% 0.139%
33 13.554 1045 1047 1056 rBV 112007 158369 8.09% 0.752%
34 13.679 1056 1058 1061 rBV 351846 360669 18.43% 1.712%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\

Data File : BF089280.D

Aca On : 25 Jul 2016 15:42

Operator : UM/SJ

3?22'6 i H4129-08 KSB-12-10.0-12.0
ALS Vial : 12 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-BF072016.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.874 1073 1075 1078 rBV 43120 46344 2.37% 0.220%
36 14.182 1096 1102 1105 rBV 47832 60706 3.10% 0.288%
37 14.468 1125 1127 1129 rBV 43585 49881 2.55% 0.237%
38 14.754 1150 1152 1155 rBV 39694 55091 2.82% 0.261%
39 15.017 1173 1175 1178 rBV 188717 280466 14.33% 1.331%
40 15.074 1178 1180 1183 rVB 48304 63175 3.23% 0.300%
41 15.428 1208 1211 1213 rBVY 38021 57095 2.92% 0.271%
42 15.828 1243 1246 1253 rVB3 29152 58204 2.97% 0.276%
43 16.308 1285 1288 1291 rBV2 16327 31605 1.62% 0.150%
44 16.857 1334 1336 1340 rVB 11315 22090 1.13% 0.105%

Sum of corrected areas: 21068339
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF072516\

BF089280.D

25 Jul 2016 15:42

UM/SsJ

H4129-08

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

KSB-12-10.0-12.0

Abundance

1400000
1200000
10000001 ; g
800000
600000
400000

200000

TIC: BF089280.D

5.13

1.94
3.13

21425 42 57 4.67

6.23

6.72

6.56

7.14

0

Time-->

4.50 5.00

5.50

T
2.00

2.50 3.00

3.50

4.00

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BF089280.D
8.92

10.38

9.59 11.06

10.9

A

2051 11888
AN

12.49

N\
LI B

1319 434

B2 )

Time-->

9.50

10.00

10.50 11.00

11.50

12.00

12.50

13.00

Abundance

1400000
1200000
1000000
800000
600000
400000

13.68

200000

13.87 14.18 14.47 14.75 %-07 1543  15.83
A A N e N

TIC: BF089280.D

15.02

16.31 16.86

0
Time-->

16.50 17.00

14.00 14.50

15.00 15.50 16.00

17.50

18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\

Data File : BF089280.D

Aca On : 25 Jul 2016 15:42

Operator : UM/SJ

ﬁ?ggle i H4129-08 KSB-12-10.0-12.0
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Heptane Concentration Rank 6

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

1.84 24.00 ng 443650 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane 100 C7H16 000142-82-5 94
2 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 50
3 Oxalic acid. isobutvl pentvl ester 216 C11H2004 1000309-37-0 42
4 Hexane. 3-methvl- 100 C7H16 000589-34-4 40
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 40

Abundance Scan 22 (1.838 min): BF089280.D (-20) (-) m/z 43.10 100.00%
43
71
5000 >7 LM
| s 180 200 220
S A L ) L AN AR AN LA LA KA LA AARE AL LARAN LAY m/z 41.10 65.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #3972: Heptane
43
5000 57 71 L L R N
29 180 200 2.0
m/z 71.05 57.02%
100
15 w o =
0”P”W””P”W””P”W””P”W””P”W”“P”W”“P”W””P”W””I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43
57 71 180 200 220
5000 85 m/z 57.10 51.28%
29
o 15 99
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #73873: Oxalic acid, isobutyl pentyl ester B Nt e o
43 57 180 200  2.20
m/z 56.10 30.10%
5000 71 E-A_m‘~j\—/\\\“dA\
o e 103 115 131 161
m/z--> 10 20 30 45 50 eb 75 80 90 100 110 120 130 140 150 160 180 200 220
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\

Data File : BF089280.D

Aca On : 25 Jul 2016 15:42

Operator : UM/SJ

ﬁ?ggle i H4129-08 KSB-12-10.0-12.0
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 n-Hexane Concentration Rank 4

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

1.94 58.61 ng 1083230 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 91
2 Butanal. 2-methvl- 86 C5H100 000096-17-3 38
3 1-Pentene. 4-methvl- 84 C6H12 000691-37-2 32
4 Methane. isocvanato- 57 C2H3NO 000624-83-9 32
5 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 28

Abundance Scan 31 (1.941 min): BF089280.D (-29) (-) m/z 57.10 100.00%
57
41
5000
86 180 200 220
33 [|#4 5053|| 6367 /1
0|““vmv“W““v“W“W“#F“W“W““L’W“W““H“W“W““J“W“W“ m/z 41.10 76.61%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1821: n-Hexane
57
41
5000

1.80 200 2.20
29 86 m/z 43.10 60.44%

o 15 26 3é“ 4 4953 6265 17477
[T P e e e e e e
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
29 a1 57
e R SR RREmas
1.80 2.00 2.20
5000 m/z 56.10 48.30%
86
0 15 25, 32 38 454953 606367 /1 83
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1485: 1-Pentene, 4-methyl- T
43 1.80 2.00 2.20
m/z 42.10 29.03%
5000 56
27 39
69
0 31 36 |,|||. 4953 6265 | 7477
B A A SR
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\

Data File : BF089280.D

Aca On : 25 Jul 2016 15:42

Operator : UM/SJ

ﬁ?ggle i H4129-08 KSB-12-10.0-12.0
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Cyclobutane, ethyl- Concentration Rank 18

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

2.14 2.36 ng 43675 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclobutane. ethvl- 84 C6H12 004806-61-5 83
2 Propane. 2-cvclopropvl- 84 C6H12 003638-35-5 64
3 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 9
4 Cvclopentane. 1.1-dimethvl- 98 C7H14 001638-26-2 9
5 Oxazole 69 C3H3NO 000288-42-6 7

Abundance Scan 48 (2.135 min): BF089280.D (-46) (-) m/z 56.10 100.00%
56
69
5000 41
| | 53 84 1.80 2.00 2.20 2.40
0'WMW““P“W“W““W“v“4MW““PJw“W““PMP“WMW““PNP“W m/z  69.10 55.49%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1472: Cyclobutane, ethyl-
56
41
5000
o8 1.80 2.00 2.20 2.40
69 m/z 41.10 49.22%
S | N
LA LA REALA AL MRS LAY AR NARAS REAS) LALNA SRS NARA) RAAS AN MARSALARM AR
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
41
1.80 2.00 2.20 2.40
5000 m/z 55.10 30.54%
o 15 38 44 50°3 65 84
R AR L LARAA RAARA LAAAA KA RARENREARS RRRRN ALAA) KAALA MUY RARAE RRALY LRRRA RN AL ML
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1487: 1-Pentene, 2-methyl- B R S
a1 56 1.80 2.00 2.20 2.40
m/z 39.10 21.90%
5000
27 69 84
o 1010 3033 38|44 50°°|| 6165 | 747781
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\

Data File : BF089280.D

Aca On : 25 Jul 2016 15:42

Operator : UM/SJ

ﬁ?ggle i H4129-08 KSB-12-10.0-12.0
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown2.57 Concentration Rank 19

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

2.57 2.31 ng 42774 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (SY-(+)-1.2-Propanediol 76 C3H802 004254-15-3 9
2 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 9
3 Formamide 45 CH3NO 000075-12-7 4
4 Propanoic acid. 2-hvdroxv-. butv... 146 C7H1403 000138-22-7 4
5 2-Heptanol 116 C7H160 000543-49-7 4

Abundance Scan 86 (2.570 min): BF089280.D (-84) (-) m/z 45.10 100.00%
45
5000
30 || 51 561 o 220 240 260 2.80 3.00
Ofrrrrrprrerrrprrrprer e e m/z 43.10 18.65%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #946: (S)-(+)-1,2-Propanediol
45
5000 LA AR AR AR
2.20 2.40 2.60 2.80 3.00
m/z 61.00 6.48%
0 1519 2731 3042 535761 75
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
45
220 240 260 2.80 3.00
5000 m/z 44.10 6.27%
29
. 121519 26 33 3042 535761 76
R L) R A RN ALY KAL) KAL) KAL) LA AR RN ALY KAL) KAL) AL MM AN AL B
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #91: Formamide R e E RRAmE
45 220 2.40 2.60 2.80 3.00
m/z 39.10 5.84%
5000 29
0 2632 3942
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 220 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\

Data File : BF089280.D

Aca On : 25 Jul 2016 15:42

Operator : UM/SJ

ﬁ?ggle i H4129-08 KSB-12-10.0-12.0
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

4._.67 6.72 ng 124295 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 270 (4.673 min): BF089280.D (-268) (-) m/z 43.10 100.00%
43
59
5000
101 DA ERAN SRR N
| 83 440 4.60 4.80 5.00
Y Y 1 ST | O PN m/z 59.10 60.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R RN LS S
440 4.60 4.80 5.00
59 m/z 101.00 23.01%
0 21 371, 53 ‘ o7 778 a1 O
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 440 460 480 500
5000 m/z 58.10 15.55%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R B A maa s E
43 440 4.60 4.80 5.00
m/z 41.10 9.91%
5000
101
o 15 253137 [ 5 %8 6 86
miz--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\

Data File : BF089280.D

Aca On : 25 Jul 2016 15:42

Operator : UM/SJ

ﬁ?ggle i H4129-08 KSB-12-10.0-12.0
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown6.33 Concentration Rank 1

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

6.33 100-34 ng 1854650 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10

Abundance Scan 415 (6.330 min): BF089280.D (-413) (-) m/z 132.00 100.00%
32
5000 68 k
40 ‘ 75 0 6.00 620 640 6.60
54 104 . . . .
0.,....,....I'!.‘.‘?,!...?.!.'.|,....,..E.‘?,....,.'!..,.1.1?.,....,-'...,.. m/z 68.05 45.77%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
78 m/z 134.00 32.61%
31 a4 ?1
O T T P T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 640 6.60
5000 m/z 66.05 29.86%
33 am g7 105
51 60 70 78 g 115
O R R ot o B e AR ARa R
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132 6.00 6.20 6.40 6.60
m/z 69.10 18.91%
5000
92
o273 Sl s \ m L
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\

Data File : BF089280.D

Aca On : 25 Jul 2016 15:42

Operator : UM/SJ

ﬁ?ggle i H4129-08 KSB-12-10.0-12.0
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Hexadecanoic acid, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.49 10.90 ng 196602 Chrysene-di12 13.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 95
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 62
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 53
4 Nipecotic acid 129 C6H11NO2 000498-95-3 47
5 2-Methyl-1-octadecene 266 C19H38 061868-20-0 27

Abundance Scan 954 (12.491 min): BF089280.D (-952) (-) m/z 56.10 100.00%
56
5000 7 -
97 12 239 o e e
3 1 157 185 213 312 12.20 12.40 12.60 12.80
Obrr v m/z 57.10 61.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154930: Hexadecanoic acid, buty| ester
56
5000
257 12.20 12.40 12.60 12.80
29 3 129 239 m/z 41.10 46.45%
o e s s s g 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56

12.20 12.40 12.60 12.80
5000 m/z 43.10 44 .98%

29 73
129
o 9113 157 185 213 239257 55 31p
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance : i i

#154965: Hexadecanoic acid, 2-methylpropyl| ester R R
57 12 20 12. 40 12. 60 12. 80

m/z 55.10 37 .50%

5000 .
239 257
18 ‘* ﬂ‘ H‘\u 1 ? \ 157 185 2}3 ‘ H 282 312

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12 20 12. 40 12. 60 12. 80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\

Data File : BF089280.D

Aca On : 25 Jul 2016 15:42

Operator : UM/SJ

ﬁ?ggle i H4129-08 KSB-12-10.0-12.0
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 n-Tetracosanol-1 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.56 2.69 ng 48594 Chrysene-di12 13.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 59
2 n-Nonadecanol-1 284 C19H400 001454-84-8 50
3 Octadecane. 1-(ethenvloxv)- 296 C20H400 000930-02-9 35
4 1-Dodecene 168 C12H24 000112-41-4 28
5 Decane, 1-fluoro- 160 C10H21F 000334-56-5 25
Abundance Scan 960 (12.559 min): BF089280.D (-956) (-) m/z 43.10 100.00%
48
5000 83
1
111 A VA
12.20 12.40 12.60 12.80
Ob el m/z 83.10 51.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186969: n-Tetracosanol-1
43
5000 83
12.20 12.40 12.60 12.80
18 11 m/z 55.10 43 .00%
o Ll e 140 168 196 238 266 308 336
m/z--> 26 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43
12.20 12,40 12.60 12.80
5000 69 m/z 69.05 42 .97%
97
18

125 154 182 210 238 266283

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #141404: Octadecane, 1-(ethenyloxy)-

43 12.20 12.40 12.60 12.80

m/z 57.10 42 _.71%
5000 69
b2 Il L 125 154171 196 224 252 281
et

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12.20 12.40 12.60 12.80

8270-BF072016.-M Tue Jul 26 17:31:11 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089280.D

Aca On : 25 Jul 2016 15:42

Operator : UM/SJ

Sample : H4129-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

C:\Database\NIST11.L
LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Butyl myristate

R.T. EstConc Area Relative to ISTD R.T.
13.19 7.27 ng 131084 Chrysene-di12 13.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

Concentration Rank 9

1 Butvl mvristate
2 Decane.
3 Pentadecane.
4 1-Hexene.

5 1-Heptene,

2.2.8-trimethvl- 184 C13H28
8-methvlene- 224 C16H32
2.5-dimethvyl- 112 C8H16
2-methyl- 112 C8H16

284 C18H3602

000110-36-1 80
062238-01-1 32
055668-09-2 32
006975-92-4 27
015870-10-7 27

Abundance

5000

o

Scan 1015 (13.188 min): BF089280.D (-1013) (-)
56

267 285

73
||,.,|.|,\., ..

143157171185199 97241

m/z-->

Ll
L R

20 40 60 80 100 120 140 160 180 200 220 240 260 280

56.10 100.00%

12.80 13.00 13.20 13.40 13.60

Abundance

5000

#131257: Butyl myristate
56

41 229

284
h M 71011y5 \ 143157171 \ \ i 255269 \

o

m/z-->

20 40 60 80 100 120 140 160 180 200 220 240 260 280

m/z 57.10 63.35%

12.80 13.00 13.20 13.40 13.60

Abundance

5000

04
m/z-->

57

41

71
27 85 99113127 169

mmmwwﬁwwwwwm
20 40 60 80 100 120 140 160 180 200 220 240 260 280

m/z 43.10 46.58%

12.80 13.00 13.20 13.40 13.60

Abundance

5000

m/z-->

#81262: Pentadecane, 8-methylene-

125
140154168182196 224

20 40 60 80 100 120 140 160 180 200 220 240 260 280

m/z 41.10 42 _.67%

b

12. 80 13. 00 13 20 13. 40 13 60

m/z 55.05 35.97%

)

12. 80 13. 00 13 20 13. 40 13 60

8270-BF072016.-M Tue Jul 26 17:31:12 2016

KSB-12-10.0-12.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\

Data File : BF089280.D

Aca On : 25 Jul 2016 15:42

Operator : UM/SJ

ﬁ?ggle i H4129-08 KSB-12-10.0-12.0
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 13 1-Heneicosanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.55 8.78 ng 158369 Chrysene-di12 13.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
3 17-Pentatriacontene 491 C35H70 006971-40-0 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91
Abundance Scan 1047 (13.554 min): BF089280.D (-1045) (-) m/z 57.10 100.00%
57 g3
5000 111
I l 139 13.20 13.40 13.60 13.80
O b b e ey m/z 43.10 84.71%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #155046: 1-Heneicosanol
55 83
5000 111 N DA BN BN I
13.20 13.40 13.60 13.80
29 m/z 83.10 83.25%
139
ol Ll \‘ || 19167106266 208
miz--> 0 55 160 1%0 260 250 360 3%0 460 4%0 '
Abundance
57
97 SRS BB AR RN
13.20 13.40 13.60 13.80
5000 m/z 55.10 81.62%
29 125
0 154182210238 283 334
miz--> 0 55 160 1%0 260 2éo 360 3%0 460 4%0 '
Abundance #234187: 17-Pentatriacontene R B e
43 13.20 13.40 13.60 13.80
m/z 97.10 74.78%
5000 83
YJ 111
0 | 139167196224 267292 321 462 490
miz--> 0 5'0 1c')o 1%0 2(')0 250 300 350 4(')0 4&1,0 ' 13.20 13.40 13.60 13.80

8270-BF072016.-M Tue Jul 26 17:31:13 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\

Data File : BF089280.D

Aca On : 25 Jul 2016 15:42

Operator : UM/SJ

ﬁ?ggle i H4129-08 KSB-12-10.0-12.0
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Hexacosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.87 2.57 ng 46344 Chrysene-di12 13.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Methoxvacetic acid. 2-tetradecvl... 286 C17H3403 1000282-04-8 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 1075 (13.874 min): BF089280.D (-1073) (-) m/z 57.10 100.00%
57
85
5000
| ITECRT . '13.60 13.80 14.00 1420
Y I O e — m/z 71.10 73.26%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85
13.60 13.80 14.00 14.20
m/z 43.10 65.90%
29 113
0 | h Ioho 7T, 141 169 197 225 253 295 323 367
m/z--> éo 160 1éo 260 2%0 360 3%0
Abundance
57
o ' 13.60 13.80 14.00 1420
5000 m/z 85.10 54 _.46%
29 113
0 141 169 197 225 253 296
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #132964: Methoxyacetic acid, 2-tetradecyl ester
57 13.60 13.80 14.00 14.20
m/z 41.05 27 .22%
5000
29 85
oL | .i byt nes M7 a3 i
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20

8270-BF072016.-M Tue Jul 26 17:31:14 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089280.D

Aca On : 25 Jul 2016 15:42

Operator : UM/SJ

Sample : H4129-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.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 15 2-methyloctacosane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
14.18 3.37 ng 60706 Chrysene-di12 13.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Tetratetracontane 619 C44H90 007098-22-8 87

Abundance Scan 1102 (14.182 min): BF089280.D (-1096) (-) m/z 57.10 100.00%
57
85
5000
L 1 a0y 13150 1400 1450 1440 1460
0....,. -‘tﬂn'"-..,........,....,...., m/z 71.10 69.70%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 AR DU DU L B
13.80 14. 00 14. 20 14.40 14 60
113 m/z 43.10 63.54%
o2 ‘ H 141 169 197 225 267 205 365 393
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance
57
o 13.80 14.00 14,20 14.40 14.60
5000 m/z 85.10 55.61%
29 113
0 141 169 197 225 253 296
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #194493: Hexacosane
57 13.80 14.00 14.20 14.40 14.60
m/z 41.10 27 .44%
5000 85
. 290 1) (18 141 160 107 205 253 205 323 367
m/z--> % 1& 1% 2& 250 3& 3m ' Bmmmmmmmmm

8270-BF072016.-M Tue Jul 26 17:31:15 2016

KSB-12-10.0-12.0
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF072516\

BF089280.D

25 Jul 2016 15:42

UM/SJ

H4129-08 KSB-12-10.0-12.0
12 Sample Multiplier: 1

= Z:\HPCHEM1I\BNA F\METHODS\8270-BF072016.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
: C:\Database\NIST11.L
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 Heneicosane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
14 .47 3.56 ng 49881 Perylene-di12 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 1127 (14.468 min): BF089280.D (-1125) (-) m/z 57.10 100.00%
57
85
5000
Bt oy 253 1420 14.40 14.60 14.80
ol b ol Py 207 M m/z 71.10 72.18%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LN BN B BRI R
14.20 14.40 14.60 14.80
m/z 43.10 63.97%
29 113
0 \‘ J ‘\ “\ h h‘ u‘ { 1?1 169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
1420 14.40 14.60 14.80
5000 85 m/z 85.10 55.15%
0 37 13 141 169 197 239 267 204 303 352
RIS UL UL UL UL S UL SR
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57 14.20 14.40 14.60 14.80
m/z 55.10 24 .40%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 14.20 14.40 14 60 14}80

8270-BF072016.

M Tue Jul 26 17:31:16 2016

Page: 16



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF072516\

BF089280.D

25 Jul 2016 15:42

UM/SJ

H4129-08 KSB-12-10.0-12.0
12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.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 Heptacosane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14.75 3.93 ng 55091 Perylene-d12 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 1152 (14.754 min): BF089280.D (-1150) (-) m/z 57.05 100.00%
57
5000 8
J s 14740 1460 1480 1500 "
ol d A b gy 208 m/z 71.10 70.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57
5000 85 L B B UL B B
14.40 14.60 14.80 15.00
m/z 43.10 59.02%
29 113 141
ol [ i 169 197 225 253 281 309 337 380
m/z--> 50 100 150 200 250 300 350 400 '
Abundance
57
14.40 14.60 14.80 15.00
5000 85 m/z 85.10 51.74%
113 141 169
o 197 225 253 281 309 337 365 437
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #141426: Heneicosane
57 14.40 14.60 14.80 15.00
m/z 55.10 24 .98%
85
5000
29 113
oL L. | | |7]7 141 169 197 225 253 206
m/z--> 55 160 1%0 200 250 300 350 400 ' 1440 14.60 14.80 15.00

8270-BF072016.

M Tue Jul 26 17:31:16 2016

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\

Data File : BF089280.D

Aca On : 25 Jul 2016 15:42

Operator : UM/SJ

ﬁ?ggle i H4129-08 KSB-12-10.0-12.0
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Hentriacontane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.43 4.07 ng 57095 Perylene-di12 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 Octacosane 394 C28H58 000630-02-4 87
5 10-Methylnonadecane 282 C20H42 056862-62-5 87
Abundance Scan 1211 (15.428 min): BF089280.D (-1208) (-) m/z 57.10 100.00%
57
85
5000
113 o0 1ean 15 w0 1Ean
JI 141 169193 281 15.20 15.40 15.60 15.80
o L L i e | m/z 71.10  73.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 85 LI B IS SURBLLE U
15.20 15.40 15. 60 15. 80
”3 m/z 85.10 57.61%
m/z--> 55 1%0 260 2%0 360 3%0 460 '
Abundance
57
" 15.20 1540 15.60 15.80
5000 85 m/z 43.10 57 .55%
29 113 141
o 169 197 225 253 281 309 337 380
m/z--> 55 160 1%0 260 2%0 360 3%0 460 '
Abundance #194493: Hexacosane R B A B
57 15.20 15.40 15.60 15.80
m/z 55.10 26.87%
5000 85
. 29 M3 141 169 197 225 253 295 303 367
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 3&1;0 4(')0 ! 15'20 15. 40 15. 60 15. 80

8270-BF072016.-M Tue Jul 26 17:31:17 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\

Data File : BF089280.D

Aca On : 25 Jul 2016 15:42

Operator : UM/SJ

ﬁ?ggle i H4129-08 KSB-12-10.0-12.0
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Pentacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.83 4.15 ng 58204 Perylene-di12 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 1246 (15.828 min): BF089280.D (-1243) (-) m/z 57.10 100.00%
57
5000
| |l U3 141 175 - " 15.60 15,80 16.00 16.20
ol . """'- BN LA .| m/z 71.10 73.96%
m/z--> 50 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 LI B B SURBLLN U
15 60 15. 80 16. 00 16 20
113 m/z 43.10 62.67%
o, 220 Ly T T 199189211 230 267 205 323 352
m/z--> 55 100 1%0 260 2éo 360 3éo '
Abundance
57
o " 15.60 15,80 16.00 16.20
5000 m/z 85.05 52.76%
29 113
o 141 169 197 225 253 296
m/z--> 55 160 150 260 2éo 360 3éo '
Abundance #209565: Octacosane R A HLAL I o o
57 15.60 15.80 16.00 16.20
m/z 55.10 23.78%
5000 85
29 113 141
0 | ﬂ 169 197 225 253 281 309 337 365 394
m/z--> 5'0 100 150 2(')0 250 3(')0 3&'30 ' 15 60 15. 80 16. 00 16 20

8270-BF072016.-M Tue Jul 26 17:31:18 2016 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089280.D

Aca On : 25 Jul 2016 15:42

Operator : UM/SJ

Sample : H4129-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 20

Peak Number 20 Tetracosane

R.T. EstConc Area Relative to ISTD R.T.
16.31 2.25 ng 31605 Perylene-d12 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 64
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 64
3 Tetradecane. 2-methvl- 212 C15H32 001560-95-8 64
4 Heptadecane 240 C17H36 000629-78-7 59
5 Hexadecane 226 C16H34 000544-76-3 59

Abundance Scan 1288 (16.308 min): BF089280.D (-1285) (-) m/z 57.10 100.00%
57
85
5000
113 137 169 16.00 16,20 16,40 16.60
N | | '.1|.'|, L 1 20 L wjz 71.10  77.03%
m/z--> 0 50 100 150 200 250 300
Abundance #175555: Tetracosane
57
5000 85 URUNNUNSULURR SN
16.00 16.20 16.40 16.60
- 13 m/z 43.10 67.72%
oL Tl LMt 109 197 225 253 281 300 38
m/z--> 6 55 160 1%0 200 250 360 !
Abundance
57
16.00 16,20 16.40 16.60
5000 85 m/z 85.10 60.66%
29 113 169
O }ﬁg" LY DR ?48' HER DU
m/z--> 0 50 100 150 200 250 300
Abundance #71400: Tetradecane, 2-methyl- LA L L B L BB B
57 16.00 16.20 16.40 16.60
m/z 99.10 25.75%
5000 a5
29
169
o by M 197
0 L e VI S e UNNUNSULURR SRR
m/z--> 0 50 100 150 200 250 300 16.00 16.20 16.40 16.60

8270-BF072016.-M Tue Jul 26 17:31:19 2016

KSB-12-10.0-12.0
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072516\

Data File : BF089280.D

Acq On = 25 Jul 2016 15:42 Instrument :

Operator : UM/SJ gﬁA{s el
- _ lentosampleld :

3?22'6 : H4129-08 KSB-12-10.0-12.0

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Heptane 1.84 24_.0 ng 443650 1 6.56 369664 20.0
n-Hexane 1.94 58.6 ng 1083230 1 6.56 369664 20.0
Cyclobutane, ethyl- 2.14 2.4 ng 43675 1 6.56 369664 20.0
unknown2 .57 2.57 2.3 ng 42774 1 6.56 369664 20.0
2-Pentanone, 4-hy... 4._67 6.7 ng 124295 1 6.56 369664 20.0
unknown6 .33 6.33 100.3 ng 1854650 1 6.56 369664 20.0
Hexadecanoic acid... 12.49 10.9 ng 196602 5 13.68 360669 20.0
n-Tetracosanol-1 12.56 2.7 ng 48594 5 13.68 360669 20.0
Butyl myristate 13.19 7.3 ng 131084 5 13.68 360669 20.0
1-Heneicosanol 13.55 8.8 ng 158369 5 13.68 360669 20.0
Hexacosane 13.87 2.6 ng 46344 5 13.68 360669 20.0
2-methyloctacosane 14.18 3.4 ng 60706 5 13.68 360669 20.0
Heneicosane 14 .47 3.6 ng 49881 6 15.03 280466 20.0
Heptacosane 14.75 3.9 ng 55091 6 15.03 280466 20.0
Hentriacontane 15.43 4.1 ng 57095 6 15.03 280466 20.0
Pentacosane 15.83 4.2 ng 58204 6 15.03 280466 20.0
Tetracosane 16.31 2.3 ng 31605 6 15.03 280466 20.0
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