LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
Data File : BF081478.D

Acq On : 5 Sep 2015 22:30

Operator : UM/1Z

Sample - G3555-03

Misc :

ALS Vial : 55 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-BF090115.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 3.530 167 170 177 rBvV 16253 36227 1.70% 0.196%
2 3.747 187 189 193 rBvY 39187 71203 3.34% 0.385%
3 4.090 216 219 222 rVB 242004 353653 16.57% 1.910%
4 4.410 243 247 255 rBvY 819984 1592172 74.59% 8.599%
5 4.913 288 291 293 rBV 1444124 1848367 86.59% 9.982%

6.033 386 389 391 rBV 1609325 2075376 97.22% 11.208%
6.125 395 397 399 rBV 1929565 1755906 82.26% 9.483%
396595 351202 16.45% 1.897%
6.513 429 431 433 rBV 1632314 1430268 67.00% 7.724%
6.936 465 468 470 rBV 1238760 1207149 56.55% 6.519%
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11 7.645 528 530 532 rBV 545422 451075 21.13% 2.436%
12 8.730 622 625 627 rBV 2301370 2134629 100.00% 11.528%
13 9.131 658 660 663 rBvV 485886 429098 20.10% 2.317%
14 9.382 680 682 685 rvB 486632 445662 20.88% 2.407%
15 9.828 718 721 725 rVB2 21970 38838 1.82% 0.210%

16 10.171 748 751 753 rBV 1206713 1195228 55.99% 6.455%
17 10.319 762 764 768 rVB 30554 32951 1.54% 0.178%
18 10.845 808 810 813 rBV 470384 446782 20.93% 2.413%
19 11.428 859 861 866 rBvV 90410 105206 4._.93% 0.568%
20 12.297 934 937 939 rBV 67556 82703 3.87% 0.447%

21 12.434 946 949 952 rBV 1541055 1681909 78.79% 9.083%
22 12.994 996 998 1000 rBV 57733 56276 2.64% 0.304%
23 13.360 1028 1030 1036 rBV 56896 130008 6.09% 0.702%
24 13.451 1036 1038 1041 rVB 335518 325152 15.23% 1.756%
25 14.765 1150 1153 1155 rBV 192788 239082 11.20% 1.291%

Sum of corrected areas: 18516122
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
Data File : BF081478.D

Acq On : 5 Sep 2015 22:30

Operator : UM/I1Z

Sample - G3555-03

Misc :

ALS Vial : 55 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF081478.D

2000000 6.12

6.08 6.51

1500000 4.91
6.94

1000000
4.41

7.64
500000 6.35

4.09

3.533.75 A \ L

B S T

T
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: BF081478.D
8|73

2000000

12.43
1500000

10.17
1000000

500000 9.13 9.38 1084
13.45

14.77

9.83 [|10.32 1ﬁf3 1234 12.99 13

a1 -t

Time--> 8.50 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: BF081478.D

2000000

1500000

1000000

500000

e T~

T
Time--> 15.00 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\BF090515\
Data File : BF081478.D

Acq On : 5 Sep 2015 22:30

Operator : UM/I1Z

Sample - G3555-03

Misc :

ALS Vial : 55 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 2-Pentene, 4,4-dimethyl- Concentration Rank 10

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

3.53 2.06 ng 36227 1,4-Dichlorobenzene-d4 6.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene, 4,4-dimethyl- 98 C7H14 026232-98-4 83
2 2-Pentene, 3,4-dimethyl- 98 C7H14 024910-63-2 83
3 3,4-Dimethyl-2-pentene(c,t) 98 C7H14 1000118-16-5 83
4 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 83
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 83

Abundance Scan 170 (3.530 min): BF081478.D (-167) (-) m/z 55.10 100.00%
55 83
5000 43
98
49, | 320 340 3.60 3.80
N LM | BN EN m/z 83.10 78.47%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3292: 2-Pentene, 4,4-dimethyl-
55 83
41
5000 USRS R A
3.20 3.40 3.60 3.80
. 98 m/z 43.10 39.40%
0"I"”I""P"'Iﬂ”'?N'MW'”JJV'??IJ"I'”'I"”
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
55 83
320 340 360 380
5000 41 m/z 98.10 27.37%
27 98
34 50 63 69 77
G L S U S UL UL I UL UL B
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3328: 3,4-Dimethyl-2-pentene(c,t) B e
55 3.20 3.40 3.60 3.80
m/z 39.10 24 _71%
83
5000 4
27 98
s L) w®
S L S UL S UL UL I UL UL B ESARBE AR RS SRR
m/z--> 10 20 30 40 50 60 70 8 90 100 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
Data File : BF081478.D

Acq On : 5 Sep 2015 22:30

Operator : UM/I1Z

Sample - G3555-03

Misc :

ALS Vial : 55 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 unknown3.75 Concentration Rank 8

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

3.75 4_.05 ng 71203 1,4-Dichlorobenzene-d4 6.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 45
2 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 38
3 3-Pentanol 88 C5H120 000584-02-1 36
4 4-Pentene-2-ol, 2-methyl 100 C6H120 000624-97-5 9
5 1,1-Dimethyl-3-chloropropanol 122 C5H11CIO 001985-88-2 9

Abundance Scan 189 (3.747 min): BF081478.D (-187) (-) m/z 59.10 100.00%
99
5000 43
| s 69 107 340 360 3.80 400
Obrrr e e e et || Mz 43.10  46.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4598: Propanoic acid, 2-hydroxy-2-methyl-
59 FAKW*
5000 43 T ""I""I' IBUSSEREN
31 3.40 3.60 3.80 4.00
m/z 41.10 18.50%
o 5 . 37 s3 | e97s 89
miz--> % 3 40 50 60 70 80 90 100 110
Abundance
59
340 360 3.80 400
5000 31 43 m/z 107.00 11.30%
15
o 25, 37 53 69 87 102
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2065: 3-Pentanol R R e
59 3.40 3.60 3.80 4.00
m/z 69.10 6.52%
31
5000
41
0 \H \‘\\ 53 \‘ 70 87
L U L UL SULELLS IR AL I SIS SRS I S B USRS SRR R L
m/z--> 10 20 30 40 50 60 70 8 90 100 110 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
Data File : BF081478.D

Acq On : 5 Sep 2015 22:30

Operator : UM/I1Z

Sample - G3555-03

Misc :

ALS Vial : 55 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 Butane, 2,3-dichloro-2-methyl- Concentration Rank 4

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

4.09 20.14 ng 353653 1,4-Dichlorobenzene-d4 6.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2,3-dichloro-2-methyl- 140 C5H10CI2 000507-45-9 78
2 Butane, 1,3-dichloro-3-methyl- 140 C5H10CI2 000624-96-4 12
3 Allyl chloride 76 C3H5CI 000107-05-1 11
4 Propane, l-chloro-2-nitro- 123 C3H6CINO2 002425-66-3 9
5 Butane, 2-chloro-2-methyl- 106 C5H11ClI 000594-36-5 9

Abundance Scan 219 (4.090 min): BF081478.D (-216) (-) m/z 77.00 100.00%
41 7w
5000 69
>3 ‘ 105 380 400 490 440
6 | 89 3.80 4.00 4.20 4.40
0 ...,....,....,...:|,-!'...-i'.|.|..,31.-.~.,-...!,....',....,..'.-.,....,.1.2?3.,....,.... m/z 41.10 89.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17484: Butane, 2,3-dichloro-2-methyl-
7
5000 41 U R L L
3.80 4.00 4.20 4.40
27 69 m/z 69.10 39.72%
53 89 o, 105
0 ”'I"”I"'“P'*Jim"fﬂm'?'“”i"'W""P'??I“M”I”"I}?ﬁl'”%fq'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
41 69
77 380 4.00 4.20 4.40
5000 m/z 79.00 32.99%
53
89 105
0 61 97 125
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #903: Allyl chloride e
4 3.80 4.00 4.20 4.40
m/z 76.00 26.91%
5000
76
15 27 miin 49 61
G B R R RS AR AR AR AR AR SRR RARAS LARAN SARANRARL U R L L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
Data File : BF081478.D

Acq On : 5 Sep 2015 22:30

Operator : UM/I1Z

Sample - G3555-03

Misc :

ALS Vial : 55 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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-hydroxy-4-me... Concentration Rank 2

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

4.41 90.67 ng 1592170 1,4-Dichlorobenzene-d4 6.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 247 (4.410 min): BF081478.D (-243) (-) m/z 43.05 100.00%
a3
59
5000
101 ISR SRR R R L
4.00 4.20 4.40 4.60 4.80
Obre SOl Sl 60 88 | 7 59.10  57.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 ISR SRR L R L
4.00 4.20 4.40 4.60 4.80
m/z 58.10 15.05%
o 25 3t 37 | 83 g3 M
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
400 420 440 460 4.80
5000 m/z 101.10 14 .93%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- T R b
59 4.00 4.20 4.40 4.60 4.80
m/z 41.10 8.92%
5000 41
31
| © g
0% '|'%§'|" Jll""“l""lﬁ%lki""i' "'I""I"'g?l""l' ISR SRR L R L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
Data File : BF081478.D

Acq On : 5 Sep 2015 22:30

Operator : UM/I1Z

Sample - G3555-03

Misc :

ALS Vial : 55 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 unknown6.12 Concentration Rank 1

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

6.12 99.99 ng 1755910 1,4-Dichlorobenzene-d4 6.35
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 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10

Abundance Scan 397 (6.125 min): BF081478.D (-395) (-) m/z 132.10 100.00%
132
5000 c8
75 % 580 600 620 640
104 : - : :
0 ..,....,....,...:,“.'.‘.‘? N .61",..':'.,..5.‘.7,..1.,.'!..,....,...., - m/z 68.10 51.01%
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 RARSE LR LR LR
5.80 6.00 6.20 6.40
3 78 m/z 66.10 34 .28%
1 33 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
580 6.00 620 640
5000 m/z 134.10 33.17%

15 28 39 52 6 77 o0 104 o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine AR
132 5.80 6.00 6.20 6.40
m/z 69.10 20.77%
5000
33 44 o g7 105
78
0 ‘ 51 69 [ 86 ‘ | 115 I
AR B e R A B o o R B e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
Data File : BF081478.D

Acq On : 5 Sep 2015 22:30

Operator : UM/I1Z

Sample - G3555-03

Misc :

ALS Vial : 55 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.43 4.71 ng 105206 Phenanthrene-d10 10.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 861 (11.428 min): BF081478.D (-859) (-) m/z 43.05 100.00%
4 60 73
5000
597 129 )15 bRy
I U5 1 13157171185 1 gq 256 11.20 11.40 11.60 11.80
O m/z 60.00 91.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
43 o 73
5000{ 29 LI S UL SRR S
11.20 11.40 11.60 11.80
129 m/z 57.10 87.76%
85 256
ob ALl “‘ M\ 8 115 | 143157171185 199 °1° 227730
m/z--> ﬁo Jo ' 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
29 11.20 11.40 11.60 11.80
5000 m/z 73.00 87.02%
242
% g% 115129143 185199
o N Y e L o il -~
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid e A B
60 78 11.20 11.40 11.60 11.80
43 m/z 55.10 74 .89%
129
5000 -
143 157 214
0 I .‘l - ‘i"‘ ; 'Hw ; ‘l‘.‘. :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
Data File : BF081478.D

Acq On : 5 Sep 2015 22:30

Operator : UM/I1Z

Sample - G3555-03

Misc :

ALS Vial : 55 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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.
12.30 5.09 ng 82703 Chrysene-di12 13.45
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 87
3 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 32
4 Oxirane, 2,3-bis(l-methylethyl)-... 128 C8H160 054644-32-5 32
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 27

Abundance Scan 937 (12.297 min): BF081478.D (-934) (-) m/z 56.10 100.00%
56
5000
129 239257 AU USRS
3 i “| | 157 185 213 12.00 12.20 12.40 12.60
O el o4 '““'"“”.WHJ“AWL.WHL.”..”.””“.”“”w m/z 57.10 57.23%
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
12.00 12.20 12.40 12.60
29 257 m/z 43.05 40.54%
239
0 \‘ 1l h H \M ]I\(\)luh ‘ 157 185 213 ‘ \‘ 283 312
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
12.00 12.20 12.40 12.60
5000 m/z 41.05 36.94%
29 73
o 97113 157 185 213 239257 L4 32
R R N LR RS LA LA LA LA LR LA LA ALY LA LR LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124097: Hexadecanoic acid, 2-methylpropyl ester
57 12.00 12.20 12.40 12.60
m/z 55.10 30.41%
5000 4( -
257
RS JH opug s s 23 L | m 3w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
Data File : BF081478.D

Acq On : 5 Sep 2015 22:30

Operator : UM/I1Z

Sample - G3555-03

Misc :

ALS Vial : 55 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 9

R.T. EstConc Area Relative to ISTD R.T.
12.99 3.46 ng 56276 Chrysene-di12 13.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 90
2 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 37
3 1-Pentadecene, 2-methyl- 224 C16H32 029833-69-0 37
4 Oxirane, 2,3-bis(l-methylethyl)-... 128 C8H160 054644-32-5 37
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 35

Abundance Scan 998 (12.994 min): BF081478.D (-996) (-) m/z 56.10 100.00%
56
5000
3 129
3 I m 97 | 185 on1 267285 12.60 12.80 13.00 13.20 13.40
ol My e LS L m/z 57.10 58.27%
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56
5000
12.60 12.80 13.00 13.20 13.40
29 3 m/z 43.10 47.29%
‘ | ‘ g7 12 185 241 267%% 340
0 . |‘| \I‘ T j“l“:‘h“u‘hl‘ I\\hl 157; I\I |2|13| . I\ I\I I‘I 35"]: — T
m/z--> 50 100 150 200 250 300
Abundance
56
12.60 12.80 13.00 13.20 13.40
5000 m/z 41.10 38.00%
29 84
125
ol ol il i B9 142 168 196 224
m/z--> 50 100 150 200 250 300
Abundance #72504: 1-Pentadecene, 2-methyl-
6 12.60 12.80 13.00 13.20 13.40
m/z 55.10 33.66%
5000
29
83
0 |1 135 168 196 224
m/z--> 50 100 150 200 250 300 ' 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
Data File : BF081478.D

Acq On : 5 Sep 2015 22:30

Operator : UM/I1Z

Sample - G3555-03

Misc :

ALS Vial : 55 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.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 Oxirane, [(dodecyloxy)methyl]- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.36 8.00 ng 130008 Chrysene-di12 13.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, [(dodecyloxy)methyl]- 242 C15H3002 002461-18-9 80
2 l1-Hexacosanol 382 C26H540 000506-52-5 68
3 1-Tetracosanol 354 C24H500 000506-51-4 68
4 2-Ethyl-1-dodecanol 214 C14H300 019780-33-7 58
5 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 53

Abundance Scan 1030 (13.360 min): BF081478.D (-1028) (-) m/z 57.10 100.00%
57
5000 83
111 RUAABSUAARSABARSARRE
‘ M l 13.00 13.20 13.40 13.60
Ol .ﬂh.'..,.... L e e e e e e RN m/z 43.10 77.13%
m/z--> 50 100 150 200 250 300 350
Abundance #83704: Oxirane, [(dodecyloxy)methyl]-
57
5000
29 83 13.00 13.20 13.40 13.60
111 m/z 55.10 64 .89%
o Hl\l\‘“\lh\l .“ I‘I].‘;]-OI ?'6|8| :II'9|7| —— —
m/z--> 50 100 150 200 250 300 350
Abundance
43
13.00 13.20 13.40 13.60
5000 83 m/z 41.10 44 . 45Y%
18 111
o 65 139 168 196 224 252 278 308 336 364
m/z--> 5|0 1(|)0 1é0 200 250 300 35|O
Abundance #142901: 1-Tetracosanol
43 13.00 13.20 13.40 13.60
m/z 83.10 42 .14%
5000 83
18 111
0 LUl e ‘J|‘L | ,140 168 196 238 266 308 336
L L FLL L WL IR |

m/z--> 50 100 150 200 250 300 350 13.00 13.20 13.40 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090515\
Data File : BF081478.D

Acq On : 5 Sep 2015 22:30

Operator : UM/1Z

Sample - G3555-03

Misc :

ALS Vial : 55 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_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-Pentene, 4,4-di... 3.53 2.1 ng 36227 1 6.35 351202 20.0
unknown3.75 3.75 4.0 ng 71203 1 6.35 351202 20.0
Butane, 2,3-dichl... 4.09 20.1 ng 353653 1 6.35 351202 20.0
2-Pentanone, 4-hy... 4.41 90.7 ng 1592170 1 6.35 351202 20.0
unknown6 .12 6.12 100.0 ng 1755910 1 6.35 351202 20.0
n-Hexadecanoic acid 11.43 4.7 ng 105206 4 10.85 446782 20.0
Hexadecanoic acid... 12.30 5.1 ng 82703 5 13.45 325152 20.0
Octadecanoic acid... 12.99 3.5 ng 56276 5 13.45 325152 20.0
Oxirane, [(dodecy... 13.36 8.0 ng 130008 5 13.45 325152 20.0
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