LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\

Data File : BF090697.D

Aca On - 20 Oct 2016 22:04 Instrument :
Operator - UM/SJ BNA_F

Sample - H5343-09 ClientSampleld :
Misc - RMAB-SB04-15.5-16.0
ALS Vial : 21 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 5.057 236 238 249 rBV 570929 724951 21.76% 2.669%
2 5.480 273 275 278 rBVY 2583779 3035978 91.11% 11.176%
3 6.509 363 365 368 rBY 2258085 3031316 90.97% 11.159%
4 6.646 375 377 380 rBY 3710850 3332099 100.00% 12.266%
5 6.874 395 397 402 rBV 834914 1041084 31.24% 3.832%

6 7.034 409 411 413 rBV 2960148 2533518 76.03% 9.326%
7 7.446 444 447 449 rBV 1462572 1786100 53.60% 6.575%
8 8.166 507 510 512 rBV 1529176 1385824 41.59% 5.102%
9 9.240 602 604 607 rBV 3072892 2646868 79.44% 9.744%
10 9.640 636 639 641 rBvV 402396 488861 14.67% 1.800%
11 9.915 661 663 666 rBvV 998716 1277271 38.33% 4.702%
12 10.349 700 701 703 rVvB 37727 41920 1.26% 0.154%
13 10.578 717 721 724 rBV 18704 35681 1.07% 0.131%
14 10.703 730 732 735 rBV2 1143327 1373404 41.22% 5.056%
15 10.829 741 743 749 rVB 70954 94417 2.83% 0.348%
16 11.275 780 782 784 rBV 43071 42583 1.28% 0.157%

17 11.400 791 793 796 rBV 725574 928682 27.87% 3.419%
18 12.989 930 932 935 rBV 1620169 1550527 46.53% 5.708%
19 13.892 1009 1011 1020 rBvV2 118733 154836 4._.65% 0.570%
20 14.041 1022 1024 1027 rBV 687127 875538 26.28% 3.223%

21 14.532 1064 1067 1070 rBV 20361 43319 1.30% 0.159%
22 15.492 1148 1151 1158 rBV 566734 740196 22.21% 2.725%

Sum of corrected areas: 27164973
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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\BF102016\

BF090697 .D

20 Oct 2016 22:04

UM/SsJ

H5343-09

21 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

RMAB-SB04-15.5-16.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\

Data File : BF090697.D

Aca On - 20 Oct 2016 22:04

Operator : UM/SJ

ﬁ?ggle i H5343-09 RMAB-SB04-15.5-16.0
ALS Vial : 21 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.

5.06 13.93 ng 724951 1,4-Dichlorobenzene-d4 6.87
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 42
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 238 (5.057 min): BF090697.D (-236) (-) m/z 43.10 100.00%
a3
59
5000
101 IEEBENARAA AR NN R
4.80 5.00 5.20 5.40
b 3l 360 8 | /7 59.10  57.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 5.40
m/z 101.10 15.84%
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 5.40
5000 m/z 58.10 15.30%
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 #8346: 2-Hexanol, 2-methyl- A BRREsmna
509 4.80 5.00 5.20 5.40
m/z 41.10 8.78%
5000
a1 101
15 81 53 69 83
0"'I”"I'”“M'”'”JL'I'Mui'”'\'”'l””'I"”I"”I' IEEBENARA AR N R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\

Data File : BF090697.D

Aca On - 20 Oct 2016 22:04

Operator : UM/SJ

ﬁ?ggle i H5343-09 RMAB-SB04-15.5-16.0
ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
Quant Title : 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 unknown6.65 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.65 64 .01 ng 3332100 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Dihvdro-3-methvl-thiophene 1... 132 C5H802S 001193-10-8 17
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 Xenon 132 Xe 007440-63-3 9
Abundance Scan 377 (6.646 min): BF090697.D (-375) (-) m/z 132.00 100.00%

132
5000 68

96 IIIIIIIIIIIIIIIIIII
40 54 . 6.40 6.60 6.80 7.00
5

o Qe lwsus 4 /7 68.10 50.31%

m/z--> 40 60 80 100 120 140 160 180
Abundance #14230: 2,5-Dihydro-3-methyl-thiophene 1,1-dioxide
68
5000 53 LB B B L

m/z 134.00 33.48%

H 132
0....”.:&.,:‘..,....,....,..:.,....,....,....
m/z--> 60 80 100 120 140 160 180

6.40 6.60 6.80 7.00
|

Abundance
57 132
R e R RAREE R
“ 6.40 6.60 6.80 7.00
5000 9g 116 m/z 66.05 31.50%
0 89 | 107 158 189
T T T T T T e T T T T T T T T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14770: Cyclopropanamine, 1-phenyl-
132 6.40 6.60 6.80 7.00

m/z 69.10 19.71%

104
5000
51 7
S A A
Y S R A S e —

m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\

Data File : BF090697.D

Aca On - 20 Oct 2016 22:04

Operator : UM/SJ

ﬁ?ggle i H5343-09 RMAB-SB04-15.5-16.0
ALS Vial : 21 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 4 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.83 2.03 ng 94417 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Pentadecane 212 C15H32 000629-62-9 86
4 Eicosane 282 C20H42 000112-95-8 86
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 72
Abundance Scan 743 (10.829 min): BF090697.D (-741) (-) m/z 57.10 100.00%
57
5000 85
\ 113 " 10,60 10,80 11.00 11.20
ob— b bl m/z 71.10 69.90%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57
5000 LR BN B SURRLLN U
g5 10.60 10.80 11. 00 11. 20
29 m/z 43.10 64.63%
ol byl M3 10 10 107 206
m/z--> 50 100 150 200 250 300 350
Abundance
57
" 10,60 10,80 11.00 11.20
5000 m/z 85.10 39.60%
85
0 29 113 141 169 197 225 253 281 323 351 380
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #71393: Pentadecane AR e
57 10.60 10.80 11.00 11.20
m/z 41.10 28.71%
5000 85
29
m/z--> 5'0 1(')0 1&'30 200 250 300 3éo 10|60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\

Data File : BF090697.D

Aca On - 20 Oct 2016 22:04

Operator : UM/SJ

ﬁ?ggle i H5343-09 RMAB-SB04-15.5-16.0
ALS Vial : 21 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 n-Tetracosanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.89 3.54 ng 154836 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 2- Chloropropionic acid. pentade... 318 C18H35CI02 1000292-44-1 91
4 2- Chloropropionic acid. hexadec... 332 C19H37Cl02 086711-81-1 91
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91
Abundance Scan 1011 (13.892 min): BF090697.D (-1009) (-) m/z 57.10 100.00%

57 83

5000

:

13.60 13.80 14.00 14.20
m/z 43.10 89.75%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57 83

s

5000 LA L L L L LN
13.60 13.80 14.00 14.20
m/z 83.10 89.01%
29
ok il 167 195 222 250 280 308 336
T
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
R
13.60 13.80 14.00 14.20
5000 111 m/z 55.10 88.18%
29

139 167 106 238 266 294

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #159663: 2- Chloropropionic acid, pentadecy! ester T

5000

m/z 69.10 78 .85%
29
‘J\ |

O.HMLMMJ.”an , , : :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20

:

57 83 13.60 13.80 14.00 14.20
I
T
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF102016\

Data File : BF090697.D

Acq On : 20 Oct 2016 22:04

Operator : UM/SJ

ﬁ?ggle i H5343-09 RMAB-SB04-15.5-16.0
ALS Vial : 21 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... 5.06 13.9 ng 724951 1 6.87 1041080 20.0
unknown6 .65 6.65 64.0 ng 3332100 1 6.87 1041080 20.0
Hexadecane 10.83 2.0 ng 94417 4 11.40 928682 20.0
n-Tetracosanol-1 13.89 3.5 ng 154836 5 14.04 875538 20.0
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