LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070317\

Data File : BF096457.D

Acq On 4 Jul 2017 00:02 Instrument :
Operator : SJ/MA BNA_F

Sample - 13997-02 ClientSampleld :
Misc - MW12-14.5-15-GRAB
ALS Vial : 26 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 3.769 271 286 289 rBV 6541185 17527877 100.00% 45.853%
2 4.922 477 482 493 rVB 340186 423907 2.42% 1.109%
3 5.346 549 554 557 rBV 2769959 2688778 15.34% 7.034%
4 6.369 718 728 734 rBV 2644498 2738041 15.62% 7.163%
5 6.498 745 750 753 rBV 2601145 2329087 13.29% 6.093%

6.728 785 789 792 rBV 782733 640709 3.66% 1.676%
6.887 811 816 819 rBV 2109562 1926800 10.99% 5.040%
7.287 879 884 887 rBV 1607033 1447451 8.26% 3.786%
8.010 1003 1007 1010 rBV 836685 703142 4.01% 1.839%
9.086 1185 1190 1193 rBV 2559780 2222683 12.68% 5.814%

=
QO ~NO®

11 9.475 1252 1256 1260 rBV 599642 480480 2.74% 1.257%
12 9.757 1300 1304 1310 rVB 689755 658443 3.76% 1.722%
13 10.545 1434 1438 1442 rBV 1092125 951639 5.43% 2.489%
14 11.239 1553 1556 1560 rVB 729456 589428 3.36% 1.542%
15 12.827 1821 1826 1829 rBV 1925968 1737905 9.92% 4._.546%

16 13.727 1975 1979 1987 rBV 187515 221799 1.27% 0.580%
17 13.868 1999 2003 2007 rBV 624590 559666 3.19% 1.464%
18 15.280 2239 2243 2249 rVB 300885 378789 2.16% 0.991%

Sum of corrected areas: 38226624
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO70317\
Data File : BF096457.D

Acq On > 4 Jul 2017 00:02

Operator : SJ/MA

Sample - 13997-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

MW12-14.5-15-GRAB

Abundance TIC: BF096457.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO070317\

Data File : BF096457.D

Acg On > 4 Jul 2017 00:02

Operator : SJ/MA

Sample - 13997-02 MW12-14.5-15-GRAB
Misc : :

ALS Vial : 26 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.92 13.23 ng 423907 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 3-Hexanol 102 C6H140 000623-37-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33

Abundance Scan 482 (4.922 min): BF096457.D (-477) (-) m/z 43.00 100.00%
43
59
5000
101 ISR SR LR AR
4.60 4.80 5.00 5.20
e Sl S8 | h/z 59.00  54.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L UL LR UL AR
59 460 480 500 520
m/z 101.10 14 _79%
15 31 101
\ 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
4.60 480 500 520
5000 m/z 58.00 14 _37%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol LA L L N L NN |
59 4.60 4.80 5.00 5.20
m/z 41.00 9.01%
5000 31 43 73
25L\ 37\y“ 53, ||, 67 84 101
m/z--> 10 20 30 40 50 60 70 8 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\BFO070317\

Data File : BF096457.D

Acg On > 4 Jul 2017 00:02

Operator : SJ/MA

Sample - 13997-02 MW12-14.5-15-GRAB
Misc : :

ALS Vial : 26 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 3 unknown6.50 Concentration Rank 2

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

6.50 72.70 ng 2329090 1,4-Dichlorobenzene-d4 6.73
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 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Amphetaminil 250 C17H18N2 017590-01-1 10

Abundance Scan 750 (6.498 min): BF096457.D (-745) (-) m/z 132.00 100.00%
5000 68
| 6 620 640 6.60 6.80
75 104 . . . .
..,....,....,...:,“.'.‘.‘7:,:!..61...|....,.5?“?.,..!.,.-:..,.1.1.5.,....,"...,.. m/z 68.10 38.80%
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 N
5000 IR R L S
6.20 6.40 6.60 6.80
78 m/z 134.00 32.24%
| P | !
mz-> 10 20 30 4 50 60 70 8o 9 100 110 130 130 140
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 24.76%
41 97
53 2 117
34 60 89 105 124
wwmwwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R a ma
132 6.20 6.40 6.60 6.80
m/z 69.10 14 .57%
5000
104
66
14 27 37445158 P 7T g9 97 || 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO070317\

Data File : BF096457.D

Acg On > 4 Jul 2017 00:02

Operator : SJ/MA

Sample - 13997-02 MW12-14.5-15-GRAB
Misc : :

ALS Vial : 26 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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.73 7.93 ng 221799 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 1-Octadecanol 270 C18H380 000112-92-5 91
3 5-Eicosene, (E)- 280 C20H40 074685-30-6 91
4 3-Chloropropionic acid, heptadec... 346 C20H39CI102 1000283-05-1 91
5 Pentafluoropropionic acid, tride... 346 C16H27F502 959261-22-4 91
Abundance Scan 1979 (13.727 min): BF096457.D (-1975) (-) m/z 57.00 100.00%
57
83
5000
ISR N SN BN UGS
139 13.40 13.60 13.80 14.00
168 189 208 281 m/z 55.00  95.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #155046: 1-Heneicosanol
55 83
4
5000 R B SR DU U
Bmwmnmmm
m/z 43.00 91.85%
2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
5 gq
41 ISR N SRR BN UGS
13.40 13.60 13.80 14.00
5000 111 m/z 83.10 76.24%
26 126 154 182197 224 257
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127769: 5-Eicosene, (E)- UL UL ELELEL L LU L
55 13.40 13.60 13.80 14.00
m/z 97.10 65.95%
83
4
5000
26 I 126 153168 196 223 252 280 MNHWNMMMNVMWJLVWAMAAN“M“*”
m/z--> 25 4b 60 80 100 120 140 160 180 200 220 240 260 280 1340 1360 1380 1400
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO070317\

Data File : BF096457.D

Acg On : 4 Jul 2017 00:02

Operator : SJ/MA

Sample - 13997-02 MW12-14.5-15-GRAB
Misc : :

ALS Vial : 26 Sample Multiplier: 1

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

Quant Method
Quant Title

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... 4.92 13.2 ng 423907 1 6.73 640709 20.0
unknown6 .50 6.50 72.7 ng 2329090 1 6.73 640709 20.0
1-Heneicosanol 13.73 7.9 ng 221799 5 13.87 559666 20.0
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