LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF062717\

Data File : BF096222.D

Acq On : 27 Jun 2017 18:02 Instrument :

Operator : SJ/MA E?Afs el
- _ lentosampleld :

3?22'6 : 13868-04 5X CL-01-062217-B

ALS Vial : 6 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-BF062717 .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_963 485 489 496 rVB 183199 185531 12.13% 1.218%
2 5.381 556 560 564 rBV 1345117 1128084 73.75% 7.406%
3 6.398 729 733 736 rBV 1291337 1112307 72.72% 7.302%
4 6.539 753 757 761 rVB 1300683 1115492 72.93% 7.323%
5 6.781 794 798 801 rBV 1297787 1133805 74.13% 7.443%
6 6.934 820 824 827 rBV 1039456 814243 53.23% 5.345%
7 7.333 888 892 895 rBvY 708877 633679 41.43% 4.160%
8 7.416 903 906 914 rvB2 19155 20316 1.33% 0.133%
9 8.057 1011 1015 1019 rBV 1751820 1529573 100.00% 10.042%
10 9.133 1194 1198 1201 rVB 1391603 1074843 70.27% 7 .056%
11 9.527 1261 1265 1268 rBVY 224325 188764 12.34% 1.239%
12 9.645 1276 1285 1290 rBV7 18834 40681 2.66% 0.267%
13 9.704 1291 1295 1302 rVB2 21627 30219 1.98% 0.198%
14 9.810 1309 1313 1317 rBV2 1679058 1402178 91.67% 9.205%
15 10.222 1380 1383 1386 rBV2 23110 27051 1.77% 0.178%
16 10.257 1386 1389 1392 rVB 28634 26673 1.74% 0.175%
17 10.586 1442 1445 1449 rVB 527887 472432 30.89% 3.102%
18 10.727 1466 1469 1471 rBV 36267 35318 2.31% 0.232%
19 11.169 1542 1544 1547 rBV2 23219 21430 1.40% 0.141%
20 11.286 1560 1564 1568 rBV 1235535 1063744 69.55% 6.983%
21 11.521 1601 1604 1610 rBV2 29261 28862 1.89% 0.189%
22 11.821 1652 1655 1659 rBvY 69292 73278 4_79% 0.481%
23 12.339 1740 1743 1751 rBV2 102787 92792 6.07% 0.609%
24 12.492 1765 1769 1771 rBV3 23524 22623 1.48% 0.149%
25 12.610 1784 1789 1795 rBV2 92712 129828 8.49% 0.852%
26 12.721 1806 1808 1811 rVB2 20668 17669 1.16% 0.116%
27 12.868 1829 1833 1837 rBV 764081 635304 41.53% 4.171%
28 13.327 1908 1911 1915 rBvV4 17376 22727 1.49% 0.149%
29 13.774 1984 1987 1992 rVB3 68934 85089 5.56% 0.559%

30 13.915 2007 2011 2015 rBV 1176393 1016043 66.43% 6.670%

31 14.409 2092 2095 2100 rBV3 50470 59945 3.92% 0.394%
32 15.339 2248 2253 2260 rBV 772588 991820 64.84% 6.511%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF062717\

Data File : BF096222.D

Acg On : 27 Jun 2017 18:02

Operator : SJ/MA

ﬁ?ggle i 13868-04 5X CL-01-062217-B
ALS Vial : 6 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:\HPCHEM1I\BNA_F\Methods\8270-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 15232343
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF062717\

Data File : BF096222.D

Acq On : 27 Jun 2017 18:02

Operator : SJ/MA

ﬁ?ggle i 13868-04 5X CL-01-062217-B
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\Methods\8270-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF096222.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF062717\

Data File : BF096222.D

Acg On : 27 Jun 2017 18:02

Operator : SJ/MA

ﬁ?ggle i 13868-04 5X CL-01-062217-B
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\Methods\8270-BF062717 .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.

4.96 3.27 ng 185531 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 488 (4.957 min): BF096222.D (-485) (-) m/z 43.00 100.00%
43
5000 59
101 460 480 500 520
e bl 83, o 8 1 59,00 49.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 460 480 500 520
m/z 58.00 16.23%
15 31 101
\ 25 70 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
460 480 500 520
5000 m/z 101.00 12 .50%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R e R
59 460 4.80 5.00 5.20
m/z 40.95 8.83%
5000 41
31
| [
N .1 O Y M-
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF062717\

Data File : BF096222.D

Acg On : 27 Jun 2017 18:02

Operator : SJ/MA

ﬁ?ggle i 13868-04 5X CL-01-062217-B
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\Methods\8270-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2 unknown6.54 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.54 19.68 ng 1115490 1,4-Dichlorobenzene-d4 6.78
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 757 (6.539 min): BF096222.D (-753) (-) m/z 132.00 100.00%
5000 68
| % 6.20 6.40 6.60 6.80
75 104 . . . .
..,....,....,...:l'!.‘.‘?,:' .61:.'.| S LRt us W Tm/z 68.10  41.07%
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 .
5000 |||||||||||||||||||||
6.20 6.40 6.60 6.80
78 m/z 134.00 31.78%
..,....,....,...w,.:..,H...,....,....,....,....,....,....,...., b
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
e B e
6.20 6.40 6.60 6.80
5000 67 m/z 66.00 26.54%
a 97 e
79
34 60 89 105 124
wwmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole e
132 6.20 6.40 6.60 6.80
m/z 69.10 15.84%
5000
104
51 o, 96 77
14 27 37 4491 58 | 1. 89 97 115
B B L R R AR B
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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF062717\
Data File : BF096222.D

Acq On 27 Jun 2017 18:02

Operator : SJ/MA

Sample - 13868-04 5X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\Methods\8270-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.61 2.56 ng 129828 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Decanoic acid, silver(l+) salt 278 C10H19Ag02 013126-67-5 62
3 Pentadecanoic acid 242 C15H3002 001002-84-2 52
4 Alpha-d-xylopyranose 150 C5H1005 006763-34-4 27
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 25

Abundance Scan 1789 (12.610 min): BF096222.D (-1784) (-) m/z 43.00 100.00%
48
73
5000
12:20 1240 12.60 12.80 13.00
m/z 57.00 89.97%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43 | 78
5000 129 LINLINLINLI LI L L L L BN LB
nmnmnmnmnm
H o7 185 1 om m/z 73.00 74_47%
T hl . IH‘IMI I\:II'5|7I\ : I\|2(\)|7| L .‘ — .‘. i e
m/z--> 50 150 200 250 300 350
Abundance
73
43 155 12.20 12.40 12.60 12.80 13.00
5000 129 m/z 59.95 70.74%
98
217 279 330 387
m/z--> §0 160 150 200 2éo 360 3éo '
Abundance #95851: Pentadecanoic acid
43 | 78 12.20 12.40 12.60 12.80 13.00
m/z 55.00 64 .14%
5000 129
199 242
17
.1\‘3.1.\.,.H W Jn 0 O i A
m/z--> 50 1m 200 250 300 350 nmnmnmnmnm
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Tentatively ldentified Compound (LSC) summary

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA_F\DATA\BF062717\

CL-01-062217-B

Data Path :

Data File : BF096222.D

Acq On 27 Jun 2017 18:02
Operator : SJ/MA

Sample - 13868-04 5X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEM1\BNA_F\Methods\8270-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name RT EstConc

2-Pentanone, 4-hy... 4.96 3.3
unknown6 .54 6.54 19.7
Octadecanoic acid 12.61 2.6

8270-BF062717 .M Thu Jun 29 20:17:44 2017

|--Internal Standard---|
Units Response |# RT Resp Conc]

ng 185531 1 6.78 1133810 20.0
ng 1115490 1 6.78 1133810 20.0
ng 129828 5 13.92 1016040 20.0
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