LSC Area Percent Report

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

Data File : BF090610.D

Aca On - 17 Oct 2016 16:27 Instrument :
Operator : UM/SJ BNA_F

Sample  : H5263-03 UGl )
Misc i FK-BPM-02-001-B
ALS Vial : 9 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 5.091 238 241 244 rBV 1428388 2245998 41.77% 4 .854%
2 5.514 275 278 299 rBVY 4125470 4380939 81.48% 9.468%
3 6.543 365 368 370 rBY 3686944 4566010 84.92% 9.868%
4 6.669 377 379 382 rBVY 3242794 4491878 83.54% 9.708%
5 6.909 398 400 411 rBV 863492 1058870 19.69% 2.288%
6 7.057 411 413 416 rBV 2690857 3357753 62.45% 7.257%
7 7.469 446 449 465 rBV 2497918 3023494 56.23% 6.534%
8 8.189 510 512 515 rBVY 1258879 1375552 25.58% 2.973%
9 8.303 521 522 533 rVB5 21193 55112 1.02% 0.119%
10 9.275 604 607 609 rBY 5430879 5376817 100.00% 11.620%

11 9.663 639 641 646 rBvV 510694 464640 8.64% 1.004%
12 9.880 658 660 662 rvVB 70415 59091 1.10% 0.128%
13 9.949 664 666 668 rBV 2074354 1755476 32.65% 3.794%
14 10.383 700 704 706 rBV 164523 162425 3.02% 0.351%
15 10.600 720 723 726 rBV 51644 90771 1.69% 0.196%

16 10.738 732 735 738 rBV 2726518 2761378 51.36% 5.968%
17 10.852 744 745 753 rVB 149611 220894 4.11% 0.477%
18 11.046 760 762 767 rBV 25926 54161 1.01% 0.117%
19 11.309 783 785 786 rBV 58099 81169 1.51% 0.175%
20 11.435 794 796 809 rBV 1601228 1726969 32.12% 3.732%

21 12.841 917 919 921 rBV 133182 142875 2.66% 0.309%
22 12.921 925 926 929 rVB 71755 56777 1.06% 0.123%
23 13.024 932 935 938 rBV 4973766 5327845 99.09% 11.514%
24 13.549 979 981 983 rBV 129743 121541 2.26% 0.263%
25 13.915 1011 1013 1020 rBV 173601 260968 4._.85% 0.564%

26 14.075 1025 1027 1038 rVV 1374317 1615549 30.05% 3.491%

27 14.932 1100 1102 1105 rVB 40397 55132 1.03% 0.119%

28 15.184 1123 1124 1128 rVB 40171 59585 1.11% 0.129%

29 15.538 1152 1155 1163 rBV 651489 1195954 22.24% 2.585%

30 15.995 1193 1195 1198 rVB 41840 60191 1.12% 0.130%

31 17.081 1287 1290 1294 rBV 26399 65343 1.22% 0.141%
Sum of corrected areas: 46271157
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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\

BF090610.D

17 Oct 2016 16:27

UM/SJ

H5263-03

9 Sample Multiplier: 1

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

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

FK-BPM-02-001-B
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Library Search Compound Report

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

Data File : BF090610.D

Aca On 17 Oct 2016 16:27

Operator : UM/SJ

ﬁ?ggle i H5263-03 FK-BPM-02-001-B
ALS Vial : 9 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 42 .42 ng 2246000 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 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
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): BF090610.D (-238) (-) m/z 43.10 100.00%
a3
59
5000
1o 480 5.00 520 540
83 : - : :
0 ...,....,....,..??-,'.-.~..,??.'.,...‘??...7?,.~...,...:,|....,. m/z 59.10 58.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 5.00 520 540
m/z 101.10 17 .53%
15 31 101
0 \ 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 m/z 58.10 16.27%
41
53 73 86
e S I S SULIULS SURILIL IS IULILS SULI LS LI LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- T T
509 4.80 5.00 5.20 5.40
m/z 41.05 8.95%
5000 41
31
| T
0 "'l'}é'l"‘hl "'Jiﬁ"'l??uki" "i""l""l'"g?l""l' N AR RS LA AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 500 5.20 5.40
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Library Search Compound Report

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

Data File : BF090610.D

Aca On 17 Oct 2016 16:27

Operator : UM/SJ

ﬁ?ggle i H5263-03 FK-BPM-02-001-B
ALS Vial : 9 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 84.84 ng 4491880 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexen-1-one 96 C6H80 000930-68-7 11
2 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 379 (6.669 min): BF090610.D (-377) (-) m/z 132.00 100.00%
68
5000
40 75 % 6.40 6.60 6.80 7.00
54 104 . . . .
0 ..,....,....,...:,“.'.‘.‘?,:!..‘,”r!.'|,....,..?‘.7,....,.':..,.1.1:‘3.,...., - m/z 68.05 55.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2801: 2-Cyclohexen-1-one
68
5000
9% 6.40 6.60 6.80 7.00
m/z 66.10 35.11%
0 18 %7 H\ o 81
R AR AR AR AR AR RARRA RARRA RARRS RLARA RRAAS LARAS LARAS RARRS RARRI BN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
104 6.40 6.60 6.80 7.00
5000 m/z 134.00 32.44Y%
51 77
39 65 o1 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.40 6.60 6.80 7.00
m/z 69.10 21.77%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 15 25 §0 Jo 55 éo fo 85 95 160 1i0 150 150 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101716\
Data File : BF090610.D

Aca On : 17 Oct 2016 16:27

Operator : UM/SJ

Sample : H5263-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Tridecane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.85 2.56 ng 220894 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Pentadecane 212 C15H32 000629-62-9 83
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 72
5 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 64

Abundance Scan 745 (10.852 min): BF090610.D (-744) (-) m/z 57.10 100.00%
57
43
71
5000
99 10.60 10.80 11.00 11.20
113
o 127140 m/z 43.10 70.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
43 37
71
5000 LR UL BULILLE B B
85 10.60 10.80 11. oo 11. 20
29 m/z 71.10 59.58%
RIECIE N RC-ET SV R
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance
43 ¥
"' 10.60 10,80 11.00 11.20
5000 71 m/z 85.10 36.29%
85
29
o 99 113 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 8b 160 150 150 160 180 200 250
Abundance #71393: Pentadecane o e A et
57 10.60 10.80 11.00 11.20
43 m/z 41.10 29.24%
71
5000 85
29 99
ol 15 | ‘L I 113127 141 155 169 183 212
m/z--> ﬁo Jo éo 50 160 150 140 160 180 200 250 10%0 1080 1100 1120
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Library Search Compound Report

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

Data File : BF090610.D

Aca On 17 Oct 2016 16:27

Operator : UM/SJ

ﬁ?ggle i H5263-03 FK-BPM-02-001-B
ALS Vial : 9 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 3-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.92 3.23 ng 260968 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 95
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
Abundance Scan 1013 (13.915 min): BF090610.D (-1011) (-) m/z 57.10 100.00%
g7
83
5000
111
R AUUR SURRUR SUNE
139 13.60 13.80 14.00 14.20
Y — A e er A m/z 55.10 89.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127771: 3-Eicosene, (E)-
57
83
5000 LR DR LN UL SRR
29 11 13.60 13.80 14.00 14.20
m/z 43.10 88.75%
o \‘ L “ ‘M‘ ‘ \\1?9 167 196 224 252 260
m/z--> 50 200 250 300 350 400
Abundance
57
83 RN UR SURUR SUNE
13.60 13.80 14.00 14.20
5000 111 m/z 83.10 76.86%
29 130 % 210 255 406
O o e S ot T T ma ST A
m/z--> 50 100 150 200 250 300 350 400
Abundance #197885: Trichloroacetic acid, pentadecy! ester R R e EEEER R
4 13.60 13.80 14.00 14.20
83 m/z 69.10 76.36%
5000
111
ol A ‘ dl b J\1319. 182 210
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

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

Data File : BF090610.D

Acq On : 17 Oct 2016 16:27

Operator : UM/SJ

ﬁ?ggle i H5263-03 FK-BPM-02-001-B
ALS Vial : 9 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 42 .4 ng 2246000 1 6.91 1058870 20.0
unknown6 .67 6.67 84.8 ng 4491880 1 6.91 1058870 20.0
Tridecane 10.85 2.6 ng 220894 4 11.43 1726970 20.0
3-Eicosene, (E)- 13.92 3.2 ng 260968 5 14.07 1615550 20.0
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