LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071217\
Data File : BF096697.D

Acq On 12 Jul 2017 17:47

Operator : SJ/JU

Sample : 14126-05

Misc :

ALS Vial : 12 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-BF070117 .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 4._857 467 471 482 rBVY 385323 619919 18.36% 2.437%
2 5.281 538 543 547 rBV 2846203 3375888 100.00% 13.270%
3 6.316 713 719 722 rBV 2746486 3176460 94.09% 12.486%
4 6.439 735 740 743 rBV 3009498 3112811 92.21% 12.236%
5 6.669 775 779 782 rBVY 798168 723924 21.44% 2.846%

6 6.828 801 806 809 rBV 2303209 2328917 68.99% 9.154%
7 7.233 869 875 878 rBV 1810731 1987827 58.88% 7.814%
8 7.951 992 997 1000 rBV 1005512 948955 28.11% 3.730%
9 9.027 1174 1180 1183 rBV 2985941 2872734 85.10% 11.292%
10 9.422 1243 1247 1250 rBV 313604 275877 8.17% 1.084%
11 9.698 1289 1294 1298 rBV2 975710 843884 25.00% 3.317%
12 10.145 1367 1370 1373 rVB 55168 44516 1.32% 0.175%
13 10.486 1423 1428 1431 rBV 1569425 1478308 43.79% 5.811%
14 10.616 1447 1450 1460 rBV 58872 70151 2.08% 0.276%

15 11.174 1542 1545 1549 rVB 791525 678061 20.09% 2.665%
16 12.762 1810 1815 1818 rBV 1866190 1769998 52.43% 6.957%
17 13.668 1965 1969 1976 rBV 127586 145398 4_.31% 0.572%

18 13.804 1988 1992 1996 rBV 586874 522305 15.47% 2.053%
19 15.198 2224 2229 2234 rBV 398117 464276 13.75% 1.825%

Sum of corrected areas: 25440209
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\Data\BF071217\

BF096697 .D

12 Jul 2017 17:47

SJ/Ju

14126-05

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071217\
Data File : BF096697.D

Acq On 12 Jul 2017 17:47

Operator : SJ/JU

Sample : 14126-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4._86 17.13 ng 619919 1,4-Dichlorobenzene-d4 6.67
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 102 C6H140 000623-37-0 33
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 471 (4.857 min): BF096697.D (-467) (-) m/z 43.00 100.00%
43
59
5000
101 S SRS S A
4.60 4.80 5.00 5.20
e S 8 | "m/z 59.00 53.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 460 480 500 520
m/z 58.00 14 .63%
15 31 101
\ 25 7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
460 480 500 520
5000 31 43 73 m/z 101.10 14.18%
25 37 53 67 84 101
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R e  Mmams o
59 4.60 4.80 5.00 5.20
m/z 41.05 9.15%
5000 41
31
| [
N .1 O Y M-
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071217\
Data File : BF096697.D

Acq On 12 Jul 2017 17:47

Operator : SJ/JU

Sample : 14126-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.44 Concentration Rank 1

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

6.44 86.00 ng 3112810 1,4-Dichlorobenzene-d4 6.67
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 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 740 (6.439 min): BF096697.D (-735) (-) m/z 132.00 100.00%
5000 68
4 61|| e L104 e 620 640 6.60 6.80
..,....,....,...:,“.'..:,:!.. | ORI/ AR oy O~ S | N m/z 68.10 40.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 UL A R I
6.20 6.40 6.60 6.80
78 m/z 134.00 32.52%
L1 | L
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 26.05%
41 97
53 2 117
34 60 89 105 124
wwmmwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole A L R R
132 6.20 6.40 6.60 6.80

m/z 69.10 15.91%

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 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071217\
Data File : BF096697.D

Acq On 12 Jul 2017 17:47

Operator : SJ/JU

Sample : 14126-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.62 2.07 ng 70151 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 1-l1odo-2-methylundecane 296 C12H251 073105-67-6 90
3 Tetradecane 198 C14H30 000629-59-4 83
4 Pentadecane 212 C15H32 000629-62-9 78
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72
Abundance Scan 1451 (10.621 min): BF096697.D (-1447) (-) m/z 57.10 100.00%
57
5000
4 85
| 13 14 10.40 10.60 10.80 11.00
rerprrre e bt e e e e || M7z 43.05 64220
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83025: Hexadecane
57
5000 UL BN UL UL R
g5 mmmmmmum
4 m/z 71.05 44.76%
24 | | | w 13 141 169184 226
m/z--> 25 45 eb éo 160 150 150 160 180 200 220 240 2éo 2éo '
Abundance
57
10.40 10.60 10.80 11.00
5000 41 m/z 85.05 34.66%
85
113128 154169 211 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59880: Tetradecane
57 10.40 10.60 10.80 11.00
m/z 41.00 29.64%
5000 85
4
28 | | | | M3 141 160 198
m/z--> 25 45 eb éo 160 150 150 1éo 180 260 220 250 2éo 2éo ' 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071217\
Data File : BF096697.D

Acq On 12 Jul 2017 17:47

Operator : SJ/JU

Sample : 14126-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.67 5.57 ng 145398 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 1-Heptacosanol 396 C27H560 002004-39-9 90
3 n-Tetracosanol-1 354 C24H500 000506-51-4 90
4 1-Octadecanol 270 C18H380 000112-92-5 87
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 83
Abundance Scan 1969 (13.668 min): BF096697.D (-1965) (-) m/z 57.00 100.00%
57
83
5000 111
SRR SUNILR SR B
139 13.40 13.60 13.80 14.00
167 191
gl lj.. T m/z 43.10 95.78%
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
55 83
5000 111 LA L L L L L LB
13. 40 13. 60 13. 80 14. oo
29 m/z 55.00 90.94%
Ll W A M | ‘157 196 224 252 280 308
m/z--> 55 100 150 260 250 360 3%0
Abundance
57 97
13.40 13.60 13.80 14.00
5000 m/z 83.05 77.76%
125
29 77 153 181 209 236 264 292 320 350 378
m/z--> 55 100 150 260 250 360 3%0 LVWNnNM,MNWN‘
Abundance #186968: n-Tetracosanol-1
8 13.40 13.60 13.80 14.00
m/z 97.10 66.81%
5000 i
h ‘ ” A ! L 1 Jl§7 195 222 250 280 308 336 kwuwaNJWHﬂm
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071217\
Data File : BF096697.D

Acq On 12 Jul 2017 17:47

Operator : SJ/JU

Sample : 14126-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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]
2-Pentanone, 4-hy... 4.86 17.1 ng 619919 1 6.67 723924 20.0
unknown6 .44 6.44 86.0 ng 3112810 1 6.67 723924 20.0
Hexadecane 10.62 2.1 ng 70151 4 11.17 678061 20.0
Behenic alcohol 13.67 5.6 ng 145398 5 13.80 522305 20.0
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