LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070117\
Data File : BF096395.D

Acq On 1 Jul 2017 22:52

Operator : SJ/MA

Sample - 13982-05

Misc :

ALS Vial : 18 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 4.928 478 483 491 rBVY 367053 470462 16.43% 1.823%
2 5.345 549 554 558 rBV 2873663 2858391 99.80% 11.074%
3 6.328 717 721 723 rBY 26571 28714 1.00% 0.111%
4 6.369 723 728 735 rVB 2841484 2864034 100.00% 11.096%
5 6.504 746 751 754 rBV 3019736 2764807 96.54% 10.712%
6 6.733 786 790 793 rBV 1010267 784938 27.41% 3.041%
7 6.892 810 817 820 rBV 2388265 2143285 74.83% 8.304%
8 7.292 880 885 888 rBV 1934366 1687113 58.91% 6.536%
9 7.386 897 901 904 rVvB 45128 41714 1.46% 0.162%
10 7.716 950 957 960 rBv 46098 54523 1.90% 0.211%

11 8.016 1004 1008 1011 rBV 1088087 979873 34.21% 3.796%
12 9.092 1186 1191 1194 rBV 2780450 2524581 88.15% 9.781%

13 9.216 1209 1212 1215 rVB 40693 34807 1.22% 0.135%
14 9.486 1253 1258 1261 rBV 1129609 994528 34.72% 3.853%
15 9.580 1267 1274 1278 rBV 54809 59133 2.06% 0.229%
16 9.710 1293 1296 1299 rVB 49356 39272 1.37% 0.152%
17 9.763 1301 1305 1309 rvVv2 1010710 886713 30.96% 3.435%
18 10.210 1378 1381 1384 rVB 64565 51950 1.81% 0.201%
19 10.551 1434 1439 1442 rBV 1311326 1285206 44.87% 4_.979%
20 10.680 1458 1461 1470 rVB 64329 71634 2.50% 0.278%
21 11.127 1534 1537 1540 rBV2 43423 39849 1.39% 0.154%
22 11.245 1553 1557 1560 rBV 899749 779982 27.23% 3.022%
23 11.780 1644 1648 1652 rBV2 83143 77129 2.69% 0.299%
24 12.451 1759 1762 1766 rBV 51917 51452 1.80% 0.199%
25 12.674 1795 1800 1805 rBV 51228 52940 1.85% 0.205%

26 12.827 1822 1826 1830 rBV 2247140 2115527 73.87% 8.196%
27 13.727 1976 1979 1984 rVB 219172 217665 7.60% 0.843%
28 13.874 1999 2004 2007 rBV 901115 956692 33.40% 3.707%

29 13.898 2007 2008 2012 rVB 51490 28994 1.01% 0.112%
30 14.580 2122 2124 2127 rBV3 23485 35257 1.23% 0.137%
31 14.880 2172 2175 2178 rBV 64666 95821 3.35% 0.371%
32 15.162 2220 2223 2226 rBV 47991 57833 2.02% 0.224%

33 15.280 2238 2243 2250 rBV 552003 676323 23.61% 2.620%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070117\
Data File : BF096395.D

Acq On 1 Jul 2017 22:52

Operator : SJ/MA

Sample - 13982-05

Misc :

ALS Vial : 18 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

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

Sum of corrected areas: 25811142
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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\BFO70117\

BF096395.D
1 Jul 2017 22:52
SJ/MA
13982-05
18 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:\HPCHEMI1\BNA_F\DATA\BF070117\
Data File : BF096395.D

Acq On 1 Jul 2017 22:52

Operator : SJ/MA

Sample - 13982-05

Misc :

ALS Vial : 18 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.

4.93 11.99 ng 470462 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 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 5-Oxohexanenitrile 111 C6HONO 010412-98-3 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 483 (4.928 min): BF096395.D (-478) (-) m/z 43.00 100.00%
a3
59
5000
51 | o 1‘|’1 4.60 480 500 520
"W””I““P'J#”'PJW'“W'”W”'W””I””P'”P“'P”W'”W m/z 59.00 53.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 S L R UL UL
59 460 480 500 520
m/z 101.00 15.23%
31 8 o3 1?1
L L .
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
4.60 480 500 520
5000 M m/z 58.00 14 .16%
68
50 126 142
WWWWTWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime R Am R
43 4.60 4.80 5.00 5.20
m/z 40.95 8.62%
5000
101
15 31 [ 50% 69 g6
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070117\
Data File : BF096395.D

Acq On 1 Jul 2017 22:52

Operator : SJ/MA

Sample - 13982-05

Misc :

ALS Vial : 18 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 unknown6.50 Concentration Rank 1

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

6.50 70.45 ng 2764810 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): BF096395.D (-746) (-) m/z 132.00 100.00%
32
5000 68
e || 5 g 104 15 620 640 6.60 6.80
..,....,....,...:I'.'..:,!!.. | ORI - AR oM~ N | N m/z 68.10 40.10%
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 R
5000 IR LR L S
6.20 6.40 6.60 6.80
78 m/z 134.00 31.49%
| P | !
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 26.40%
41 97
53 2 117
34 60 89 105 124
wwmwwwmm‘ﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole e e
132 6.20 6.40 6.60 6.80

m/z 69.10 15.20%

5000
104
51 66
14 27 37 4491 58 | 5,89 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:\HPCHEMI1\BNA_F\DATA\BF070117\
Data File : BF096395.D

Acq On 1 Jul 2017 22:52

Operator : SJ/MA

Sample - 13982-05

Misc :

ALS Vial : 18 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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.73 4.55 ng 217665 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 3-Chloropropionic acid, heptadec... 346 C20H39CI102 1000283-05-1 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 1-Hexadecanol 242 C16H340 036653-82-4 91
Abundance Scan 1979 (13.727 min): BF096395.D (-1976) (-) m/z 57.00 100.00%
57
83
5000 4
R DN BN IR
139155 13.40 13.60 13.80 14.00
S 175193208 248 m/z 43.00 89.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151538: 1-Docosene
55
5000 UL AR DA B B
13. 40 13 60 13.80 14.00
m/z 55.00 87.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
1340 13.60 13.80 14.00
5000 111 m/z 83.05 69.42%

29
139154 180 210 238 266 204

WWTWWWTWTWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #181286: 3-Chloropropionic acid, heptadecy! ester AT T T T
13.40 13.60 13.80 14.00

m/z 69.10 65.59%

i

5000

127
154

5

182 210 238253
I ERREEEEs e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 40 13 60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070117\
Data File : BF096395.D

Acq On 1 Jul 2017 22:52

Operator : SJ/MA

Sample - 13982-05

Misc :

ALS Vial : 18 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... 4.93 12.0 ng 470462 1 6.73 784938 20.0
unknown6 .50 6.50 70.5 ng 2764810 1 6.73 784938 20.0
1-Docosene 13.73 4.5 ng 217665 5 13.87 956692 20.0
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