LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081815\
Data File : BF081065.D

Acq On 19 Aug 2015 4:18

Operator : UM/1Z

Sample : G3278-04

Misc :

ALS Vial : 21 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-BF081715_.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 3.976 172 174 181 rBvV 56221 85808 3.18% 0.475%
2 4.719 236 239 249 rBV 408390 558933 20.68% 3.095%
3 5.176 276 279 281 rBVY 680367 926553 34.28% 5.130%
4 5.599 314 316 318 rBvY 59835 65274 2.42% 0.361%
5 6.239 370 372 375 rBV 481667 538245 19.92% 2.980%
6 6.364 381 383 386 rBv 1272794 1630160 60.32% 9.026%
7 6.604 402 404 406 rBV 476609 397496 14.71% 2.201%
8 6.765 415 418 420 rBvV 1692154 1686149 62.39% 9.336%
9 7.176 451 454 456 rBV 1409947 1416930 52.43% 7.845%
10 7.382 470 472 474 rBV 22726 29893 1.11% 0.166%
11 7.633 492 494 497 rBvV 73399 77585 2.87% 0.430%
12 7.885 514 516 518 rBV 409584 515705 19.08% 2.855%
13 7.942 518 521 527 rvB2 36888 68760 2.54% 0.381%
14 8.696 583 587 589 rBv 20210 28635 1.06% 0.159%
15 8.970 608 611 613 rBV 2547239 2368300 87.63% 13.113%
16 9.290 637 639 644 rBV3 14072 34167 1.26% 0.189%
17 9.370 644 646 648 rvVB 43201 60401 2.23% 0.334%
18 9.633 667 669 671 rBY 684863 604393 22.36% 3.346%
19 9.839 685 687 692 rvB3 12757 27093 1.00% 0.150%
20 10.422 735 738 740 rBV 1579597 1654838 61.23% 9.162%
21 10.559 748 750 753 rvVB 28074 43996 1.63% 0.244%
22 11.108 795 798 800 rBvY 712178 665553 24.63% 3.685%
23 11.656 844 846 850 rBV 56633 66053 2.44% 0.366%
24 11.828 857 861 867 rvB3 19250 34079 1.26% 0.189%

25 12.537 920 923 925 rBV 135787 134145 4._.96% 0.743%

26 12.605 925 929 932 rVB2 27450 41957 1.55% 0.232%
27 12.697 934 937 939 rBV 2500456 2702512 100.00% 14.963%
28 13.234 982 984 987 rBvV2 135536 136681 5.06% 0.757%
29 13.611 1015 1017 1024 rBVZ2 29472 86667 3.21% 0.480%
30 13.725 1024 1027 1029 rBV 656181 684500 25.33% 3.790%

31 13.919 1042 1044 1046 rVB 42953 37109 1.37% 0.205%
32 14.228 1069 1071 1073 rBV 26425 29945 1.11% 0.166%
33 14.514 1094 1096 1099 rVB 38239 38691 1.43% 0.214%
34 14.582 1099 1102 1103 rBV 26194 30235 1.12% 0.167%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081815\
Data File : BF081065.D

Acq On 19 Aug 2015 4:18

Operator : UM/1Z

Sample : G3278-04

Misc :

ALS Vial : 21 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-BF081715.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.811 1119 1122 1125 rVB 20767 32278 1.19% 0.179%

36 15.062 1141 1144 1147 rBvV 368631 488168 18.06% 2.703%

37 15.120 1147 1149 1156 rVB 20392 33465 1.24% 0.185%
Sum of corrected areas: 18061352
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081815\
Data File : BF081065.D

Acq On : 19 Aug 2015 4:18

Operator : UM/I1Z

Sample : G3278-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF081065.D
2500000

2000000
6.76

1500000 7.18
6.36

1000000
5.18

500000 4.72 G'Az“ 6.60 7.88

3.98 5.60 738 7,63 Jro4

oA A e e

I
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00

Abundance TIC: BF081065.D
2500000 8|97 12.70

2000000

10.42
1500000

1000000
9.63 1111 13.73
500000

12.5 13.23
8.70 \ 9.987 9.84 J@o.sa 11661 g3 ;qz.ql | 13.6 13.92 14.23 1445814.81

Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50

Abundance TIC: BF081065.D
2500000

2000000

1500000

1000000

500000{ 56

5.12

I T e T T e e e T IESCIEMIE .

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

8270-BF081715.M Wed Aug 19 13:57:42 2015 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081815\
Data File : BF081065.D

Acq On : 19 Aug 2015 4:18

Operator : UM/I1Z

Sample : G3278-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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-Hexen-2-one Concentration Rank 4

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

3.98 4.32 ng 85808 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 90
2 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 87
3 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86
4 3,4-Dimethyl-2-pentene(c,t) 98 C7H14 1000118-16-5 86
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 80

Abundance Scan 174 (3.976 min): BF081065.D (-172) (-) m/z 55.10 100.00%
55 83
5000 43
98
3 50| 3.60 3.80 4.00 4.20 4.40
et e e o e o m/z 83.10 86.07%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3097: 3-Hexen-2-one
- 83
43
5000 SN R R R
29 3.60 3.80 4.00 4.20 4.40
%8 m/z 43.10 43.50%
\‘ 37“‘\ 49\ ‘ | 62 69 |
mz-> 10 20 30 40 50 60 70 8 90 100
Abundance
55 83
360 3.80 4.00 420 4.40
5000 43 m/z 98.10 27 .97%
98
29
37 49 62 67 77 89
mz-> 10 20 30 40 50 60 70 8 90 100
Abundance #3339: 2-Pentene, 3,4-dimethyl-, (2)- R R m
55 3.60 3.80 4.00 4.20 4.40
83 m/z 39.10 27 .30%
5000 41
27 98
— .%?. ,...‘N,.. T T ,??.‘ﬁ?. LA P P RS N
m/z--> 10 20 30 40 50 60 70 8 90 100 3.60 3.80 400 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081815\
Data File : BF081065.D

Acq On : 19 Aug 2015 4:18

Operator : UM/I1Z

Sample : G3278-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 3

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

4.72 28.12 ng 558933 1,4-Dichlorobenzene-d4 6.60
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 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 239 (4.719 min): BF081065.D (-236) (-) m/z 43.10 100.00%
a3
59
5000
101 SRR SR LA LA
440 4.60 4.80 5.00
el sl 8 | w7z 59.10  57.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I IR UL R
59 440 460 480 500
m/z 101.10 15.27%
25 31 37 | 83 gz M
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
4.40 460 480 500
5000 41 m/z 58.10 15.01%
31
69 87
15 53 98
mz> 10 20 30 40 50 60 70 80 90 100 110 \
Abundance #8116: 2-Hexanol, 2-methyl- R B R
59 440 4.60 4.80 5.00
m/z 41.10 8.39%
5000
a1 101
15 1 3\1 I ‘ N 53\\\‘ : 69 8‘3
mz> 10 20 30 40 50 60 70 80 90 100 110 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081815\
Data File : BF081065.D

Acq On : 19 Aug 2015 4:18

Operator : UM/I1Z

Sample : G3278-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 2-Pentanone, 4-methoxy-4-me... Concentration Rank 7

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

5.60 3.28 ng 65274 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 90
2 1-Methoxyethanimine, N-acetyl- 115 C5H9NO2 099028-43-0 43
3 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 9
4 Hexane, 2-methyl- 100 C7H16 000591-76-4 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 316 (5.599 min): BF081065.D (-314) (-) m/z 43.05 100.00%
43 73
5000
I s 10 U 520 540 560 580 6.00
L B L B e L R Ema s oy m/z 73.10 85.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 ISR SR R
520 5.40 5.60 5.80 6.00
m/z 115.10 12.03%
15 \2\9 37\ ‘\ Ll 5\? 67 | 83 100 1]‘-5
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
100 ISR SRR
520 5.40 5.60 5.80 6.00
5000 m/z 41.10 10.21%
115
29 37 5158 67 3798501 107
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3787: 2-Pentanone, 3—methy|— | L BRI LA N L N B
43 520 5.40 5.60 5.80 6.00
m/z 39.10 6.50%
5000
29 57
72
I 37\“ 51»‘ 63 85 100
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 520 540 560 580 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081815\
Data File : BF081065.D

Acq On : 19 Aug 2015 4:18

Operator : UM/I1Z

Sample : G3278-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 unknown6.36 Concentration Rank 2

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

6.36 82.02 ng 1630160 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 10

Abundance Scan 383 (6.364 min): BF081065.D (-381) (-) m/z 132.10 100.00%
132
68
5000
© el T g o | 250 ok 60 ok
SR 1 1 T 1] P -/ S R | N m/z 68.10 55.74%
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 S SR S U
6.00 6.20 6.40 6.60
78 m/z 66.10 36.80%
L1 | L
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
S RARSENARSE AR AR
6.00 6.20 6.40 6.60
5000 97 m/z 134.10 31.06%

70
31 4451 60

7 g6 105 116
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14012: 1H-Benzimidazole, 2-methyl- R B R ms ma e
132 6.00 6.20 6.40 6.60

m/z 69.10 21.88%

5000

63
5 92 104
15 27 ¥ 52 ) 7 117

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 600 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081815\
Data File : BF081065.D

Acq On : 19 Aug 2015 4:18

Operator : UM/I1Z

Sample : G3278-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 Benzene, 1l-methyl-3-(1-meth... Concentration Rank 8

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

7.63 3.01 ng 77585 Naphthalene-d8 7.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 55
2 Benzene, 1-methyl-2-(1-methyleth... 134 C10H14 000527-84-4 55
3 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 55
4 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 50
5 Benzene, l-methyl-4-(1-methyleth... 134 C10H14 000099-87-6 50

Abundance Scan 494 (7.633 min): BF081065.D (-492) (-) m/z 119.10 100.00%
119
5000
o1 134
39 51 5 7|7 103 || I 14 7.20 7.40 7.60 7.80 8.00
e e b bt bl e | M/Z 11710 56.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14402: Benzene, 1-methyl-3-(1-methylethyl)-
119
5000
7.20 7.40 7.60 7.80 8.00
o1 134 m/z 134.10 33.85%
15 27 41 81 € 77| 18
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
7.20 7.40 7.60 7.80 8.00
5000 o1 m/z 113.10 28.98%
134
5 27 39 51 65 77 103
wmmwﬁmmm‘wwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14361: Benzene, 1,2,4,5-tetramethyl- A
119 7.20 7.40 7.60 7.80 8.00

m/z 91.10 26.07%

5000 134

91

15 27 P 51 65 77 103 )

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081815\
Data File : BF081065.D

Acq On : 19 Aug 2015 4:18

Operator : UM/I1Z

Sample : G3278-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 9

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

7.94 2.67 ng 68760 Naphthalene-d8 7.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 91
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 Cl11H14 006682-71-9 91
3 Benzene, l-methyl-4-(1-methyl-2-_._. 146 C11H14 097664-18-1 87
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 87
5 Benzene, l-methyl-3-(1-methyl-2-_._. 146 C11H14 052161-57-6 86

Abundance Scan 521 (7.942 min): BF081065.D (-518) (-) m/z 131.10 100.00%
5000
146
29 53 65 77 91 105 11“5 760 7.80 8.00 8.20
SMSSN+SPRr uMS S MESAS | RS | S . m/z 146.15 27.96%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20743: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131
5000
146 7.60 7.80 8.00 8.20
oL 1s m/z 115.00 15.81%
39
G A R SN -
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131
7.60 7.80 8.00 8.20
5000 146 m/z 116.10 14.11%

o1 115
63 70 77 g4 " 98105 | 192 || 138

mmmmmwmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150

27 39 m1

Abundance #20775: Benzene, 1-methyl-4-(1-methyl-2-propenyl)- B e R

131 7.60 7.80 8.00 8.20
m/z 91.00 13.78%

5000
91 146
27 39 51 _.65 77 ‘ 1e
e e B A By 98 22l
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081815\
Data File : BF081065.D

Acq On : 19 Aug 2015 4:18

Operator : UM/I1Z

Sample : G3278-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 Hexadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.54 3.92 ng 134145 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 90
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 43
3 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 38
4 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 38
5 1-Hexanol, 3,5,5-trimethyl- 144 C9H200 003452-97-9 37

Abundance Scan 923 (12.537 min): BF081065.D (-920) (-) m/z 56.10 100.00%
56
5000
129 239 257 RS BRI BN IR
3 185 213 12.20 12.40 12.60 12.80
S | || “| “-...'u.l..l?’.J.. e e S et TW/z 57.10  53.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000 AR NARS AR AR
12.20 12.40 12.60 12.80
29 1 230257 m/z 43.10 38.22%
L h \\ ooy 157 185 213 T | 283 312
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance
56
12.20 12.40 12,60 12.80
5000 m/z 41.10 34.19%
29 73
71151 157 185 213 23957 L5 app
mrmﬂmmﬁmwmmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #56094: 2,4-Dipropyl-5-ethyl-1,3-dioxane T e e
56 12.20 12.40 12.60 12.80
m/z 55.10 31.54%
5000
29 ’ i 145
13 |, b 95 | 129 170 199
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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081815\
Data File : BF081065.D

Acq On : 19 Aug 2015 4:18

Operator : UM/I1Z

Sample : G3278-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 Octadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.23 3.99 ng 136681 Chrysene-di12 13.73
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 86
3 Decane, 2,2,3-trimethyl- 184 C13H28 062338-09-4 38
4 Cyclohexanol, 4-amino-, trans- 115 C6H13NO 027489-62-9 38
5 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 38
Abundance Scan 984 (13.234 min): BF081065.D (-982) (-) m/z 56.10 100.00%

5000

S

73 129 rrr e e Ve
97 185 13.00 13.20 13.40 13.60

3 241 267285
ARARRRRE; |-'-M%WWWWWWWWW m/z 57.10 60.00%
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. OO 13. 20 13. 40 13 60
29 129 - m/z 43.10 41.58%
185 267
L I T 37 0 g 2 BT gy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56
L B R B o B S
13.00 13.20 13.40 13.60
5000 m/z 41.10 34.40%
229
73
101 0 s 1 284
39 157 255
mﬁmwwmwmwmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #45608: Decane, 2,2,3-trimethyl- B R E S e e S
57 13.00 13.20 13.40 13.60
m/z 55.10 32.16%
29 85 126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. OO 13. 20 13. 40 13 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081815\
Data File : BF081065.D

Acq On : 19 Aug 2015 4:18

Operator : UM/I1Z

Sample : G3278-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 Heneicosane, 11-(1-ethylpro... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.61 2.53 ng 86667 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 80
2 Tritetracontane 605 C43H88 007098-21-7 80
3 Hexatriacontane 507 C36H74 000630-06-8 80
4 Tetratetracontane 619 C44H90 007098-22-8 80
5 Octacosane 394 C28H58 000630-02-4 72
Abundance Scan 1017 (13.611 min): BF081065.D (-1015) (-) m/z 57.05 100.00%
57
5000
105 149 13.20 13.40 13.60 13.80 14.00
— 207 m/z 43.05 60.81%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43
5000 85 R A AR SR
13.20 13.40 13.60 13.80 14.00

m/z 71.10 58 .58%

L 127 169 225555 295 337

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

57

13.20 13.40 13.60 13.80 14.00
5000 m/z 85.10 45 _36%

97
141 183 225 267 323 379 421 463 505 547 604

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #169089: Hexatriacontane 8 Rk EESBNNIRY NSNS
57 13.20 13.40 13.60 13.80 14.00
m/z 55.10 27.44%

5000

99
26 | 141 183 225 281 323 379 421 463 506

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13 20 13. 40 13. 60 13. 80 14. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081815\
Data File : BF081065.D

Acq On 19 Aug 2015 4:18

Operator : UM/1Z

Sample : G3278-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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-Hexen-2-one 3.98 4.3 ng 85808 1 6.60 397496 20.0
2-Pentanone, 4-hy... 4.72 28.1 ng 558933 1 6.60 397496 20.0
2-Pentanone, 4-me... 5.60 3.3 ng 65274 1 6.60 397496 20.0
unknown6 .36 6.36 82.0 ng 1630160 1 6.60 397496 20.0
Benzene, 1-methyl. .. 7.63 3.0 ng 77585 2 7.88 515705 20.0
1H-Indene, 2,3-di... 7.94 2.7 ng 68760 2 7.88 515705 20.0
Hexadecanoic acid... 12.54 3.9 ng 134145 5 13.73 684500 20.0
Octadecanoic acid... 13.23 4.0 ng 136681 5 13.73 684500 20.0
Heneicosane, 11-(... 13.61 2.5 ng 86667 5 13.73 684500 20.0
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