LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101716\

Data File : BF090612.D

Aca On : 17 Oct 2016 17:22 Instrument :
Operator : UM/SJ BNA_F

Sample  : H5263-07 Ul
Misc i FK-BPM-02-001-D
ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\HPCHEM1I\BNA F\METHODS\8270-BF101316.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 heiaht area % max. total
1 5.091 238 241 255 rBV 770795 1226175 21.19% 2.575%
2 5.514 275 278 296 rBVY 4428778 4845628 83.74% 10.176%
3 6.543 365 368 370 rBVY 4042163 4928424 85.17% 10.350%
4 6.669 377 379 382 rBVY 3392442 4913331 84.91% 10.318%
5 6.909 398 400 411 rBV 829889 1054321 18.22% 2.214%
6 7.057 411 413 416 rBV 2941211 3612676 62.43% 7.587%
7 7.469 446 449 465 rBVY 2529773 3181170 54.97% 6.681%
8 8.189 510 512 515 rBVY 1238850 1353524 23.39% 2.842%
9 9.275 604 607 609 rBY 5510116 5708221 98.64% 11.987%
10 9.663 639 641 643 rBV 587885 507369 8.77% 1.065%
11 9.880 658 660 662 rVB 72225 59827 1.03% 0.126%

12 9.949 663 666 668 rBvY 2017109 1752777 30.29% 3.681%
13 10.383 700 704 706 rBV 149435 151746 2.62% 0.319%
14 10.601 720 723 726 rBV 46827 79297 1.37% 0.167%
15 10.738 732 735 738 rBV 2943526 3208097 55.44% 6.737%

16 10.852 744 745 753 rVB 139735 216196 3.74% 0.454%
17 11.309 783 785 786 rBV 56753 73848 1.28% 0.155%
18 11.435 794 796 810 rBV 1629952 1765934 30.52% 3.709%
19 12.841 917 919 921 rBV 114282 134350 2.32% 0.282%
20 13.024 933 935 938 rBV 5090659 5786738 100.00% 12.152%

21 13.549 979 981 983 rBV 113428 99235 1.71% 0.208%
22 13.915 1011 1013 1022 rBV 168451 242547 4._.19% 0.509%

23 14.075 1025 1027 1040 rVV 1349668 1611734 27.85% 3.385%
24 15.538 1152 1155 1165 rBV 658930 1104989 19.10% 2.321%

Sum of corrected areas: 47618154
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF101716\

BF090612.D

17 Oct 2016 17:22

UM/SsJ

H5263-07

11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101716\

Data File : BF090612.D

Aca On 17 Oct 2016 17:22

Operator : UM/SJ

ﬁ?ggle i H5263-07 FK-BPM-02-001-D
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.

5.09 23.26 ng 1226180 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 241 (5.091 min): BF090612.D (-238) (-) m/z 43.10 100.00%

43
59
5000

101 IIIIIIIIIIIIIIIIIIII
53 83 4.80 5.00 5.20 5.40

o..,....,....,..?7.','....,..:.,...‘?9,....,....,...=,|....,. m/z 59.10 58.20%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59

480 5.00 5.20 5.40
m/z 101.10 16.44%

25 3 37 ‘ 83 o3 101
] SRR PFRY BEUL LANITI NN | MNENNEM =AMMEL.MN NN
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
 E e AR Rama L
4.80 5.00 5.20 5.40
5000 m/z 58.05 16.13%
41
53 73 86
ot e 2 S e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- T T . :
59 4.80 500 520 540

m/z 41.10 8.79%

5000 41
31
‘ 69 &7
ol 15 M‘ sl ] | %8 A

m/z--> 10 20 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101716\

Data File : BF090612.D

Aca On 17 Oct 2016 17:22

Operator : UM/SJ

ﬁ?ggle i H5263-07 FK-BPM-02-001-D
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.67 Concentration Rank 1

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

6.67 93.20 ng 4913330 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 2.5-Dihvdro-3-methyl-thiophene 1... 132 C5H802S 001193-10-8 17
3 2-Cvclohexen-1-one 96 C6H80 000930-68-7 11
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 379 (6.669 min): BF090612.D (-377) (-) m/z 132.00 100.00%
68
5000
40 75 8 6.40 6.60 6.80 7.00
54 104 . . . .
o S T .6?:.'.|....,..5.‘.7,....,.':..,.1.1.5.,....,'...,.. m/z 68.05 53.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
5000
6.40 6.60 6.80 7.00
104 m/z 66.05 32.76%
oL 14 27 37 4451 58 % 71 8597 | 115 |
> 90 % 4 5 e 7o 8 o 100 130 130 130 1k
Abundance
68
6.40 6.60 6.80 7.00
5000 53 m/z 134.00 32.59%
39
o 132
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2798: 2-Cyclohexen-1-one
68 6.40 6.60 6.80 7.00
m/z 69.10 20.65%
5000
39 9%
m/z--> 15 25 §0 Jo 55 éo fo 85 gb 160 1i0 150 150 150 eho 660 6%0 760
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101716\

Data File : BF090612.D

Aca On 17 Oct 2016 17:22

Operator : UM/SJ

ﬁ?ggle i H5263-07 FK-BPM-02-001-D
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
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 Heptacosane Concentration Rank 5

8270-BF101316.M Tue Oct 18 17:51:54 2016

R.T. EstConc Area Relative to ISTD R.T.
10.85 2.45 ng 216196 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Hexadecane 226 C16H34 000544-76-3 80
3 Sulfurous acid. hexvl pentvl ester 236 C11H2403S 1000309-14-1 59
4 Pentadecane 212 C15H32 000629-62-9 59
5 1-lodo-2-methylnonane 268 C10H21l1 1000101-47-9 59

Abundance Scan 745 (10.852 min): BF090612.D (-744) (-) m/z 57.10 100.00%
57
5000 85
113 10.60 10.80 11.00 11.20
obrrd b b gy 190 1 e m/z 71.10  64.38%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 LN UL SULRLN UL
85 10,60 10.80 11.00 11.20
m/z 43.10 62.62%
o 290 | s 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
10,60 10.80 11.00 11.20
5000 m/z 85.10 39.95%
85
29
0 113 141 169 197 226
m/z--> 50 100 150 200 250 300 350
Abundance #90252: Sulfurous acid, hexyl pentyl ester T T T T
43 85 10.60 10.80 11.00 11.20
m/z 41.10 26 .39%
5000
ol mw aer e ]
m/z--> 50 100 150 200 250 300 350 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101716\

Data File : BF090612.D

Aca On 17 Oct 2016 17:22

Operator : UM/SJ

ﬁ?ggle i H5263-07 FK-BPM-02-001-D
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.
13.92 3.01 ng 242547 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 94
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
Abundance Scan 1013 (13.915 min): BF090612.D (-1011) (-) m/z 57.10 100.00%
57 83
>0 m
111
R AUUR SURRUR SUNE
3 139 13.60 13.80 14.00 14.20
o 207 281 m/z 43.10 89.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55 83
5000 i RN UR SURUR SUNE
13.60 13.80 14.00 14.20
- m/z 83.10 87.46%
ol 167 196 224 252 280 308
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
13.60 13.80 14.00 14.20
5000 11 m/z 55.10 86.89%
29 139
o 167 195 222 250 280 308 336
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #194133: Dichloroacetic acid, heptadecyl ester LB B e SRR
57 8 13.60 13.80 14.00 14.20
m/z 69.10 79.69%
5000
29
o ne 139 168 101210 238 266 295
m/z--> 25%ebmmmmmmmmmmnmmmmmmmmw) ﬁmﬁmmbm% '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF101716\

Data File : BF090612.D

Acq On : 17 Oct 2016 17:22

Operator : UM/SJ

ﬁ?ggle i H5263-07 FK-BPM-02-001-D
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101316.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... 5.09 23.3 ng 1226180 1 6.91 1054320 20.0
unknown6 .67 6.67 93.2 ng 4913330 1 6.91 1054320 20.0
Heptacosane 10.85 2.5 ng 216196 4 11.43 1765930 20.0
Behenic alcohol 13.92 3.0 ng 242547 5 14.08 1611730 20.0
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