LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053015\
Data File : BF079610.D

Acq On : 30 May 2015 18:43

Operator : TP/1Z

Sample - G2420-20

Misc :

ALS Vial : 13 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-BF052615.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 1.552 30 32 39 rvW 268097 527083 10.24% 2.477%
2 1.655 39 41 71 rvVB 2151337 5148975 100.00% 24.193%
3 4.638 300 302 310 rBvV 44720 79607 1.55% 0.374%
4 5.210 349 352 363 rBVY 965555 1459955 28.35% 6.860%
5 6.536 465 468 476 rBvV 1351784 1490411 28.95% 7.003%

6.650 476 478 481 rBV 1583528 1553821 30.18% 7.301%
6.936 501 503 505 rBvV 380781 386771 7.51% 1.817%
7.119 516 519 522 rBV 1305544 1217933 23.65% 5.723%
7.633 562 564 567 rBvV 962915 899899 17.48% 4.228%
8.513 639 641 643 rBvV 528310 533630 10.36% 2.507%

=
QO ~NO®

11 9.862 756 759 761 rBV 1577663 1777169 34.52% 8.350%
12 10.365 802 803 806 rBvV 87574 130356 2.53% 0.612%
13 10.673 825 830 833 rBvV 635613 616077 11.97% 2.895%
14 11.656 913 916 919 rBV 1024421 1168202 22.69% 5.489%
15 11.862 932 934 937 rBV 36485 66075 1.28% 0.310%

16 12.502 988 990 992 rvv 450983 576716 11.20% 2.710%
17 14.502 1162 1165 1168 rBV 1924718 1948322 37.84% 9.154%
18 15.577 1257 1259 1263 rBV 40637 54760 1.06% 0.257%
19 15.680 1266 1268 1274 rBV 157839 251366 4._.88% 1.181%
20 15.782 1274 1277 1280 rBV 610869 694174 13.48% 3.262%

21 17.485 1423 1426 1429 rBV 561453 701682 13.63% 3.297%

Sum of corrected areas: 21282984
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053015\
Data File : BF079610.D

Acq On : 30 May 2015 18:43

Operator : TP/1Z

Sample : 62420-20

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF079610.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053015\
Data File : BF079610.D

Acq On : 30 May 2015 18:43

Operator : TP/1Z

Sample - G2420-20

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.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 6

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

4.64 4.12 ng 79607 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 25
4 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 17
5 2-Propyn-1-ol, acetate 98 C5H602 000627-09-8 9

Abundance Scan 302 (4.638 min): BF079610.D (-300) (-) m/z 43.00 100.00%
43
59
5000
s a0 40 4B0 500
83 : : : :
...,....,....,....I,'::.‘.‘?..wl,....,....,.-...,...:,|....,. m/z 59.10 64.11%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L IS UL UL R
59 440 460 480 500
m/z 101.10 20.30%
25 3! 37 | 83 g3
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
- 440 460 480 500
5000 m/z 58.00 18.07%
29 101
15 37 51 73 8 95
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R Eas
59 4.40 4.60 4.80 5.00
m/z 41.00 12.22%
5000 41
31
‘ 69 87
...,.?‘Lf’.,...‘l,....‘i:‘...,f??‘l‘.‘....‘i....,....,...9.8,....,.
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053015\
Data File : BF079610.D

Acq On : 30 May 2015 18:43

Operator : TP/1Z

Sample - G2420-20

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.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 unknown6.65 Concentration Rank 2

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

6.65 80.35 ng 1553820 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-6-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 478 (6.650 min): BF079610.D (-476) (-) m/z 132.00 100.00%
32
5000 68
0 4586 || 5 g Ti0s g4 " 640 6.60 6.0 7.00
R e E R R A S e R e T m/z 68.10 38.57%
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 U IR IS L
6.40 6.60 6.80 7.00
78 m/z 134.00 32.66%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 67 m/z 66.10 24.11%
41 97
53 2 117
34 60 89 105 124
wwmwwwmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14006: 5-Aminoindole R ARmmEmma
132 6.40 6.60 6.80 7.00

m/z 69.10 14 _.86%

5000
104
51 66 77
14 27 37 44°-58 | 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053015\
Data File : BF079610.D

Acq On : 30 May 2015 18:43

Operator : TP/1Z

Sample - G2420-20

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.86 2.29 ng 66075 Phenanthrene-d10 12.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Tridecane 184 C13H28 000629-50-5 78
3 Pentadecane 212 C15H32 000629-62-9 78
4 Hexadecane 226 C16H34 000544-76-3 78
5 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 64
Abundance Scan 934 (11.862 min): BF079610.D (-932) (-) m/z 57.10 100.00%
g7
71
43
5000 85
99 114 11,60 11.80 12,00 12.20
m/z 71.10 73.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000
85 11.60 11.80 12.00 12.20
29 m/z 43.10 65.00%
T =T R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 o7
" ' 11.60 11.80 12,00 12.20
5000 m/z 85.10 40.83%
85
29
15 99113127141155 184
wmﬁmwwwwwwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64575: Pentadecane
57 11.60 11.80 12.00 12.20
43 m/z 41.10 29.70%
71
5000 85
29
| L i “3127141155169183 212

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053015\
Data File : BF079610.D

Acq On : 30 May 2015 18:43

Operator : TP/1Z

Sample - G2420-20

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615.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 1-Heneicosyl formate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.68 7.24 ng 251366 Chrysene-d12 15.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 95
2 2- Chloropropionic acid, octadec... 360 C21H41Cl102 088104-31-8 94
3 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 94
4 Trichloroacetic acid, hexadecyl ... 386 C18H33CI302 074339-54-1 94
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94

Abundance Scan 1268 (15.680 min): BF079610.D (-1266) (-) m/z 57.10 100.00%
o7 83
5000 111 ,NAMvJyV,_Mj\\/ﬁwJ\-f\~
A DU BN UL SR
3 139 159 15.40 15.60 15.80 16.00
i | LS i, 298, A1 8% ' "n/z 55.05 93.09%
m/z--> 50 100 150 200 250 300 350
Abundance #137330: 1-Heneicosyl formate
57
5000 LI UM B IR B
15.40 15.60 15.80 16.00
m/z 43.10 91.92%
‘ | “ ‘ H\ ‘\ \ 139 il 167 196 222 266 29\4 322340
m/z--> 50 200 250 300 350
Abundance
57 83
1540 15.60 15.80 16.00
5000 111 m/z 83.10 91.44%
29
139 168 104 224 20,0, 207 360
m/z--> 50 100 150 200 250 300 350
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester AN RS
57 15.40 15.60 15.80 16.00
83 m/z 69.10 81.61%
5000
111
29
L -‘-“. J,i,lﬁgj,l?g,l,elz%o, L I e S
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053015\
Data File : BF079610.D

Acq On : 30 May 2015 18:43

Operator : TP/1Z

Sample - G2420-20

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052615_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.64 4.1 ng 79607 1 6.94 386771 20.0
unknown6 .65 6.65 80.3 ng 1553820 1 6.94 386771 20.0
Eicosane 11.86 2.3 ng 66075 4 12.50 576716 20.0
1-Heneicosyl formate 15.68 7.2 ng 251366 5 15.78 694174 20.0
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