LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\
Data File : BF080835.D

Acq On : 4 Aug 2015 10:46

Operator : TP

Sample - G3145-03

Misc :

ALS Vial : 26 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-BF080315.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 2.167 4 7 9 rBvV 73273 112756 2.00% 0.226%
2 4.384 199 201 204 rBV 238892 290965 5.15% 0.583%
3 5.036 254 258 261 rBV 2986982 5518158 97.73% 11.064%
4 5.447 291 294 296 rBV 5188932 5646381 100.00% 11.321%
5 5.847 327 329 331 rBVY 261378 242593 4_30% 0.486%
6 6.464 380 383 386 rBV 4243392 5074653 89.87% 10.175%
7 6.602 392 395 397 rBV 5228990 5084476 90.05% 10.194%
8 6.830 413 415 418 rVB 1217671 1077520 19.08% 2.160%
9 6.990 426 429 431 rBV 4361867 3886117 68.82% 7.792%
10 7.402 461 465 467 rBvV 2835817 3860714 68.38% 7.741%

11 8.110 525 527 530 rBV 1176188 1211517 21.46% 2.429%
12 9.196 619 622 624 rBV 4671259 4949366 87.66% 9.923%
13 9.585 654 656 658 rBvV 552428 447811 7.93% 0.898%
14 9.870 678 681 683 rBv 840389 1083807 19.19% 2.173%
15 10.648 747 749 752 rBV 2191563 2328423 41.24% 4.668%

16 10.773 759 760 765 rVB 83280 103098 1.83% 0.207%
17 11.219 795 799 805 rBvV2 49039 105174 1.86% 0.211%
18 11.345 808 810 811 rVV 1076824 896064 15.87% 1.797%
19 11.368 811 812 814 rvV 161831 125967 2.23% 0.253%
20 11.413 814 816 818 rVB2 42648 59557 1.05% 0.119%

21 11.882 855 857 859 rBv2 159294 176434 3.12% 0.354%
22 11.951 862 863 867 rvB 48221 83737 1.48% 0.168%
23 12.134 877 879 884 rvB2 188318 197897 3.50% 0.397%
24 12.556 913 916 918 rBV 271962 291892 5.17% 0.585%
25 12.774 932 935 937 rBv2 203715 348430 6.17% 0.699%

26 12.934 946 949 951 rVvv 3559829 3244447 57.46% 6.505%

27 13.105 960 964 967 rBV 45819 89175 1.58% 0.179%
28 13.208 972 973 975 rBV 45445 56949 1.01% 0.114%
29 13.722 1016 1018 1020 rBVZ2 42388 68765 1.22% 0.138%

30 13.974 1037 1040 1045 rBV2 1169091 1443391 25.56% 2.894%

31 14.077 1047 1049 1055 rVVv5 59383 221502 3.92% 0.444%
32 14.991 1126 1129 1134 rBV 173741 402159 7.12% 0.806%
33 15.277 1151 1154 1156 rBV 111431 173291 3.07% 0.347%
34 15.334 1156 1159 1162 rBV 99481 168806 2.99% 0.338%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\
Data File : BF080835.D

Acq On : 4 Aug 2015 10:46

Operator : TP

Sample - G3145-03

Misc :

ALS Vial : 26 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-BF080315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.391 1162 1164 1166 rBV 694643 803671 14.23% 1.611%

Sum of corrected areas: 49875663
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\
Data File : BF080835.D

Acq On : 4 Aug 2015 10:46

Operator : TP

Sample - G3145-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF080835.D
5000000 5145 6160

6.46 6.99

4000000

3000000 504 7.40

2000000

6.83 8.11
1000000

4.38 5.85

L0 e e L e o e e e e e S s e o e e e e e e L s s o e e e e e LA s e o s s |

Time--> 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: BF080835.D

5000000

9.20

4000000
12.93

3000000

10.65
2000000

13.97
11.34
1000000 9.87

9.58 14.9¢

12.562.77

077 11343 B3

A
LI

0---|--L--|----|---- T
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: BF080835.D
5000000

4000000
3000000

2000000

15.39

1000000
15283

O T T T T [

Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\
Data File : BF080835.D

Acq On : 4 Aug 2015 10:46

Operator : TP

Sample - G3145-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.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 Propane, 1,1-dimethoxy- Concentration Rank 12

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

2.17 2.09 ng 112756 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 1,l1-dimethoxy- 104 C5H1202 004744-10-9 78
2 Methane, trimethoxy- 106 C4H1003 000149-73-5 28
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9
4 Acetic acid, dimethoxy-, methyl ... 134 C5H1004 000089-91-8 9
5 2-Butanone, 3-methoxy-3-methyl- 116 C6H1202 036687-98-6 9

Abundance Scan 7 (2.167 min): BF080835.D (-4) (-) m/z 75.10 100.00%
75
5000 45 ]\\
39 57 103 1220 2.30 2.40 250 2.60
SN 1 6 SN }SCNSRPD N NN RN m/z 73.10 76.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4671: Propane, 1,1-dimethoxy-
75
5000 29 45 R AU UL IURIUA IR U
2.20 2.30 2.40 2.50 2.60
m/z 45.05 46.70%

39
“m > 69| 87 103
R e REREE ..,....,....,....,....,....,....,....,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
75

2.20 2.30 2.40 2.50 2.60

5000 m/z 41.05 34 .85%
31 a7
15
59 105

A L B e B I e e S

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4342: Pentane, 3-methoxy- T R TR
73 220 230 240 2.50 2.60

m/z 47.10 27 .28%

5000
45
29
N 9 S g7 | 101

m/z--> 10 20 30 40 50 60 70 80 90 100 110 2.20 2.30 240 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\
Data File : BF080835.D

Acq On : 4 Aug 2015 10:46

Operator : TP

Sample - G3145-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4._.38 5.40 ng 290965 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 80
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80
5 3,4-Dimethyl-2-pentene(c,t) 98 C7H14 1000118-16-5 78

Abundance Scan 201 (4.384 min): BF080835.D (-199) (-) m/z 55.10 100.00%
55 83
5000 43
98
4.00 4.20 4.40 4.60 4.80
...,....,....,...3?|,':..‘.‘?'.|..'.??.‘?7.,...7?,.:..,....,.... m/z 83.10 87.81%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 NS SRR SRR SRR
29 98 4.00 4.20 4.40 4.60 4.80
m/z 43.05 37.90%
“\‘ 37\‘\\\ 49\‘ ! 61 67 7 ! 89 .
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
83
55
43 4.00 4.20 4.40 4.60 4.80
5000 m/z 98.10 29.71%
29
98
37 49 62 69
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3342: 2-Pentene, 3,4-dimethyl-, (2)- e
5 83 4.00 4.20 4.40 4.60 4.80
m/z 39.10 26.42%
41
5000
27 98
15 ‘ 69
"'l""'l"‘l‘l""i J"%?“Ml '|§§'M“ "??l” l"?%' T T NSNS SR
m/z--> 10 20 30 40 50 60 70 8 90 100 4.00 420 4.40 4.60 4.80

8270-BF080315.M Tue Aug 04 19:11:14 2015 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\
Data File : BF080835.D

Acq On : 4 Aug 2015 10:46

Operator : TP

Sample - G3145-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.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-hydroxy-4-me... Concentration Rank 1

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

5.04 102.42 ng 5518160 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 258 (5.036 min): BF080835.D (-254) (-) m/z 43.10 100.00%
a3
59
5000
101 R LA UL LR I
480 5.00 5.20 5.40
e Bl S8l eo w88 | 7 B9.10  59.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R LA UL L I
480 5.00 520 5.40
59 m/z 58.10 16.28%
21 37 53‘\‘ 67 77 83 a1 ‘1?1
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 m/z 101.10 15.59%
41
29 101
53 73 86
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- e Ema B s mus
59 480 5.00 5.20 5.40
m/z 41.10 9.23%
5000
a1 101
15 \\3\1 \H | 53\\\‘\ 69 83
mz> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\
Data File : BF080835.D

Acq On : 4 Aug 2015 10:46

Operator : TP

Sample - G3145-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 5

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

5.85 4_.50 ng 242593 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 3,6-Heptanedione 128 C7H1202 001703-51-1 17
3 N,N"-Bis(2-methyl-2-nitrosopenta... 258 C12H22N204 094514-30-4 10
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 10
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 10

Abundance Scan 329 (5.847 min): BF080835.D (-327) (-) m/z 43.05 100.00%
43 73
5000
55 e 100 15 560 580 6.00 6.20
SN T SNBSS < N S A — m/z 73.10 86.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13056: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 HRE U R U
5.60 5.80 6.00 6.20
115 m/z 115.10 10.44%
S PG WS .- e N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
57 % 560 580 6.00 6.20
5000 29 m/z 41.05 9.16%
71
85
Wwwmwwwwwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #92999: N,N'-Bis(2-methyl-2-nitrosopentan-4-one)
43 5.60 5.80 6.00 6.20
m/z 39.10 6.34%
5000
99
5 2r 56 72 83 \ 130
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 560 580 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\
Data File : BF080835.D

Acq On : 4 Aug 2015 10:46

Operator : TP

Sample - G3145-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.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 5 unknown6.60 Concentration Rank 2

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

6.60 94 .37 ng 5084480 1,4-Dichlorobenzene-d4 6.83
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 16
4 2-Cyclohexen-1-one 96 C6H80 000930-68-7 11
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 395 (6.602 min): BF080835.D (-392) (-) m/z 132.10 100.00%
132
68
5000
75 % ‘ 620 6.40 6.60 6.80 7.00
104 . . . . .
..,....,....,...!,“.'.‘.‘? " b '|,..':'.,..5.‘.7,....,.'!..,.1.1:‘3.,...., b m/z 68.10 52.76%
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 R IS IR I R
6.20 6.40 6.60 6.80 7.00
78 m/z 66.10 34 .99%
1, | 1
> 1 % % b m B o 8 % 0 110 130 1 1%
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 134.10 33.51%
15 28 39 52 6 77 90 104 .
wmmmmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #13679: 5-Fluoro-2-chloropyrimidine T REmas B
132 6.20 6.40 6.60 6.80 7.00

m/z 69.10 21.01%

5000
33 44 o g7 105
78
R B o e R AR aa s B e R R e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 640 660 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\
Data File : BF080835.D

Acq On : 4 Aug 2015 10:46

Operator : TP

Sample - G3145-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.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 Tridecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.77 2.30 ng 103098 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Eicosane 282 C20H42 000112-95-8 80
3 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 78
4 Hexadecane 226 C16H34 000544-76-3 74
5 Tetradecane 198 C14H30 000629-59-4 72
Abundance Scan 760 (10.773 min): BF080835.D (-759) (-) m/z 57.10 100.00%
57
5000
4

10.40 10.60 10.80 11.00
m/z 43.10 69.80%

113 140 168184 330

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #45544; Tridecane
57
5000 LA L L L L L L L L L L
85 10.40 10.60 10.80 11.00
4 m/z 71.10 49.97%
20‘ \‘\ | 113 141 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
R e e
10.40 10.60 10.80 11.00
5000 m/z 41.10 32.49%
41 85
113 141 169 282
m’wﬁwﬁvﬁw@wﬁvwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #73991: Dodecane, 2-methyl-6-propyl- R R RS ma
57 10.40 10.60 10.80 11.00
m/z 85.10 30.77%
85
5000 4
140
182
‘ P OO N I -~
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\
Data File : BF080835.D

Acq On : 4 Aug 2015 10:46

Operator : TP

Sample - G3145-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.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 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.22 2.35 ng 105174 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 53
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 53
3 Pentadecane 212 C15H32 000629-62-9 53
4 10-Methylnonadecane 282 C20H42 056862-62-5 52
5 Eicosane 282 C20H42 000112-95-8 52

Abundance Scan 799 (11.219 min): BF080835.D (-795) (-) m/z 57.10 100.00%

57
5000

10.80 11.00 11.20 11.40 11.60
m/z 43.10 75.00%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82607: Heptadecane
57

i

5000 L L e ]

4 85 1080 11,00 11.20 11.40 11.60
9 m/z 71.10 44 _42%
2? i R ss G gaoTo11  240

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

?

Abundance
57
71 10.80 11.00 11.20 11.40 11.60
5000 a 85 m/z 85.10 33.29%
9 113 154168
127 183197211225239253 281295
mmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64573: Pentadecane A e
57 10.80 11.00 11.20 11.40 11.60

m/z 41.10 30.66%

50000 4 71

?

99
0L | 113127141155169183 212

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 80 11. OO 11. 20 11. 40 11. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\
Data File : BF080835.D

Acq On : 4 Aug 2015 10:46

Operator : TP

Sample - G3145-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.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 n-Hexadecanoic acid Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.88 3.94 ng 176434 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 857 (11.882 min): BF080835.D (-855) (-) m/z 73.00 100.00%

D
w

143157171 297 256 11.60 11.80 12.00 12.20
m/z 43.10 97 .36%

7B
5000
129
192
8597 115 213

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
43 o 73
50001 29
11. 60 11. 80 12. 00 12 20
95.82%

8 115 | 3157171185 199 213 207730

“‘ 8 129 256 m/z 60.00
h

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

43 60 73

29 11.60 11.80 12.00 12.20
5000 m/z 57.10 84 _.95%

242

129
199
98 115 ' 1431571711857 213595

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

85

%

Abundance #65562: Tridecanoic acid D e T S A

43 60 73 11.60 11.80 12.00 12.20

m/z 55.10 67 .34%
5000
29
129
“ 115 ‘ 171185 214

H»\»\m

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\
Data File : BF080835.D

Acq On : 4 Aug 2015 10:46

Operator : TP

Sample - G3145-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.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 Dodecanoic acid, 1l-methylet... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.13 4.42 ng 197897 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
2 Dodecanoic acid, 1-methylethyl e... 242 C15H3002 010233-13-3 59
3 Isopropyl Myristate 270 C17H3402 000110-27-0 59
4 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 43
5 Hexanoic acid, l-methylethyl ester 158 C9H1802 002311-46-8 38
Abundance Scan 879 (12.134 min): BF080835.D (-877) (-) m/z 43.10 100.00%
a3
60
5000
129 11.80 12.00 12.20 12.40
11571 144157171185 204
e m/z 60.00 59.76%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
43 g0 7
5000{ 29 U AR I SR B
11.80 12.00 12.20 12.40
256 m/z 57.10 48.83%
| ‘\\“‘ 143157171185 199 213 597
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
11.80 12.00 12.20 12.40
5000 2 102 m/z 41.10 42 _.85%
85 200
129 183
1T 1430877 227 242
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100684: Isopropyl Myristate e
43 0 102 11.80 12.00 12.20 12.40
m/z 55.10 39.35%
73
5000 998
129 211
87 185
2S00 N 0 Y Y Rl B 172 S il ‘ SRR
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.80 12,00 12,20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\
Data File : BF080835.D

Acq On : 4 Aug 2015 10:46

Operator : TP

Sample - G3145-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 unknownl14.08 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.08 3.07 ng 221502 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isothiazol-5-amine, 4-bromo-3-ch... 226 C4H4BrCIN2S 1000272-59-9 35
2 Pyrazole-4-carboxaldehyde-, 3,5-... 228 C14H16N20 1000272-54-8 32
3 Benzo[c]phenanthrene 228 C18H12 000195-19-7 27
4 Cyclopenta(cd)pyrene, 3,4-dihydro- 228 C18H12 025732-74-5 25
5 2-Fluoro-4-methyl-10H-acridin-9-one 227 C14H10FNO 1000210-25-9 22
Abundance Scan 1049 (14.077 min): BF080835.D (-1047) (-) m/z 228.10 100.00%
228

5000

13.80 14.00 14.20 14.40
m/z 227.15 91.10%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74014: 1sothiazol-5-amine, 4-bromo-3-chloro-N-methyl-

13.80 14.00 14.20 14.40
m/z 226.10 59.76%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

228

13.80 14.00 14.20 14.40
5000 m/z 55.10 47.63%

105
185
57 134 158 211

m@ﬂm@mﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #75263: Benzo[c]phenanthrene Al Eamas R S
228 13.80 14.00 14.20 14.40

m/z 57.10 32.65%

IS

134150 174 200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1380 14.00 14.20 14.40

5000
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080315\
Data File : BF080835.D

Acq On : 4 Aug 2015 10:46

Operator : TP

Sample - G3145-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080315.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]
Propane, 1,l1-dime... 2.17 2.1 ng 112756 1 6.83 1077520 20.0
3-Penten-2-one, 4... 4.38 5.4 ng 290965 1 6.83 1077520 20.0
2-Pentanone, 4-hy... 5.04 102.4 ng 5518160 1 6.83 1077520 20.0
2-Pentanone, 4-me... 5.85 4.5 ng 242593 1 6.83 1077520 20.0
unknown6 .60 6.60 94_.4 ng 5084480 1 6.83 1077520 20.0
Tridecane 10.77 2.3 ng 103098 4 11.34 896064 20.0
Heptadecane 11.22 2.4 ng 105174 4 11.34 896064 20.0
n-Hexadecanoic acid 11.88 3.9 ng 176434 4 11.34 896064 20.0
Dodecanoic acid, ... 12.13 4.4 ng 197897 4 11.34 896064 20.0
unknownl14 .08 14.08 3.1 ng 221502 5 13.97 1443390 20.0
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