LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100717\
Data File : BF099218.D

Aca On : 8 Oct 2017 3:51

Operator : SJ/JU

Sample = 15530-08 5X

Misc :

ALS Vial : 33 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-BF092317.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 2.116 3 5 25 rvB3 53322 121843 15.45% 1.389%
2 5.075 505 508 515 rBV 75576 77318 9.81% 0.881%
3 5.481 573 577 587 rVB 509538 496674 62.99% 5.661%
4 6.487 745 748 760 rBV 547806 509024 64.56% 5.802%
5 6.634 769 773 776 rBV 603682 518914 65.81% 5.915%
6 6.863 809 812 816 rBV 812460 645614 81.88% 7 .359%
7 7.022 835 839 842 rBV 457200 413442 52.43% 4.713%
8 7.422 904 907 911 rBV 323200 267213 33.89% 3.046%
9 8.145 1027 1030 1034 rBV 971569 788502 100.00% 8.988%
10 9.216 1209 1212 1221 rBV 648052 518068 65.70% 5.905%
11 9.610 1276 1279 1285 rVB 70436 61258 7.77% 0.698%
12 9.763 1302 1305 1310 rBV 45947 36831 4.67% 0.420%
13 9.822 1310 1315 1319 rVvB2 8668 10364 1.31% 0.118%
14 9.904 1325 1329 1332 rBV 776030 707548 89.73% 8.065%
15 9.928 1332 1333 1337 rVvB2 9879 9652 1.22% 0.110%
16 10.322 1398 1400 1403 rVB 13199 9458 1.20% 0.108%
17 10.451 1418 1422 1427 rVB4 8983 13547 1.72% 0.154%
18 10.686 1459 1462 1469 rVB 216795 194243 24.63% 2.214%
19 10.792 1477 1480 1489 rvVvB2 14068 20279 2.57% 0.231%
20 11.239 1553 1556 1558 rBV2 12459 11439 1.45% 0.130%
21 11.386 1578 1581 1584 rBvV2 715179 639676 81.13% 7.291%
22 11.410 1584 1585 1589 rVvVv 111810 76596 9.71% 0.873%
23 11.463 1592 1594 1597 rVB 38676 28998 3.68% 0.331%
24 11.622 1617 1621 1624 rBV4 9830 10864 1.38% 0.124%
25 11.892 1663 1667 1669 rBV 29731 30059 3.81% 0.343%
26 11.916 1669 1671 1674 rVV 44895 36415 4.62% 0.415%
27 11.969 1677 1680 1682 rVV 19478 19948 2.53% 0.227%
28 11.998 1682 1685 1688 rVVv2 40835 49704 6.30% 0.567%
29 12.022 1688 1689 1693 rVB 23421 16322 2.07% 0.186%
30 12.180 1714 1716 1719 rVvVv2 15499 13137 1.67% 0.150%
31 12.216 1719 1722 1727 rVB6 15003 19463 2.47% 0.222%
32 12.363 1745 1747 1750 rVB2 16255 12265 1.56% 0.140%
33 12.386 1750 1751 1754 rVB2 15452 10181 1.29% 0.116%
34 12.433 1756 1759 1762 rBV 43210 45167 5.73% 0.515%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100717\
Data File : BF099218.D

Aca On : 8 Oct 2017 3:51

Operator : SJ/JU

Sample = 15530-08 5X

Misc :

ALS Vial : 33 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-BF092317 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.469 1762 1765 1768 rVV3 21991 30686 3.89% 0.350%
36 12.522 1772 1774 1779 rBV5 18295 24628 3.12% 0.281%
37 12.598 1784 1787 1792 rBV 179948 170256 21.59% 1.941%
38 12.645 1792 1795 1796 rBV3 9565 9423 1.20% 0.107%
39 12.698 1801 1804 1807 rVB 16902 15701 1.99% 0.179%
40 12.833 1821 1827 1833 rBVY 202018 227324 28.83% 2.591%
41 12.886 1833 1836 1840 rVB2 22185 24647 3.13% 0.281%
42 12.969 1846 1850 1853 rBVY 498751 413159 52.40% 4_.709%
43 13.157 1876 1882 1885 rBVY 44989 59711 7.57% 0.681%
44 13.263 1897 1900 1902 rBV 38117 35959 4_56% 0.410%

45 14.027 2026 2030 2033 rBVY 689701 697534 88.46% 7.951%
46 15.445 2268 2271 2276 rVB 82910 104736 13.28% 1.194%
47 15.510 2277 2282 2290 rVB 385998 519247 65.85% 5.919%

Sum of corrected areas: 8773037
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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\BF100717\

BF099218.D

8 Oct 2017 3:51

SJ/Ju

15530-08 5X

33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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:\HPCHEM1\BNA F\DATA\BF100717\
Data File : BF099218.D

Aca On : 8 Oct 2017 3:51

Operator : SJ/JU

Sample = 15530-08 5X

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.12 3.77 ng 121843 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 1l.4-Butanediamine 88 C4H12N2 000110-60-1 9
3 1-Propene-1-thiol 74 C3H6S 000925-89-3 5
4 Ethvl formate 74 C3H602 000109-94-4 5
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 5

Abundance Scan 6 (2.122 min): BF099218.D (-3) (-) m/z 73.05 100.00%
74.
5000 43.0
55.0
87.0 S
370, | | 2.20 2.30 2.40 2.50
Ofrrrrprereprrrrrrrrprerrprrrrprer b e m/z 43.00 49.16%
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.20 2.30 2.40 2.50
' 55.0 87.0 m/z 55.00 35.89%
o %D%O\m ‘ NO\‘WO
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
30.0
2.20 2.30 2.40 2.50
5000 43.0 m/z 87.05 25.92%
59.0
71.0
0 17.0 53.0 88.0
L ALY RARRARAAAA RALA LA KA RRARY LAREE ERAAN LALL) MAALA RALAN RERANRANES RRARA RARLY KAL) LA
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #827: l—Propene—l—thioI LI L B LB B BN I
73.0 2.20 2.30 2.40 2.50
m/z 71.00 13.18%
5000
45.0
0 399\\ 55.061.067.0 I
miz> 5 10 15 20 25 30 35 40 45 0 55 60 65 70 75 80 5 90 5 220 230 240 250
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100717\
Data File : BF099218.D

Aca On : 8 Oct 2017 3:51

Operator : SJ/JU

Sample = 15530-08 5X

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown5.08 Concentration Rank 4

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

5.08 2.40 ng 77318 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Acetone 58 C3H60 000067-64-1 9
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 2-Propyn-1-ol, acetate 98 C5H602 000627-09-8 9

Abundance Scan 509 (5.081 min): BF099218.D (-505) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 L  E Rmma o
83.0 480 5.00 5.20 5.40
0...,....,....,....','::.?,1'.0.'!-1,....,....,.-...,...:,...., m/z 59.00 57.67%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L R UL UL
59.0 480 500 520 5.40
m/z 101.00 21.04%
31‘.0 | 830 o3¢ 1010
L S S S SULI I UL I IR B
m/z--> 10 40 50 70 80 90 100
Abundance
43.0
480 500 520 540
5000 m/z 58.00 18.54%
58.0
150 579
L S S S SULI I UL SIS SRS B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4425: Butane, 1-ethoxy- A e
54.0 480 5.00 5.20 5.40
31.0 m/z 41.10 8.97%
5000 41.0
73.0
oL 130 | Ly 51.0“ | 87.0 1020
m/z--> 10 ' ' 40 50 ' 70 8 9 100 480 5.00 5.20 5.40

8270-BF092317.M Mon Oct 09 12:01:40 2017

Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100717\
Data File : BF099218.D

Aca On : 8 Oct 2017 3:51

Operator : SJ/JU

Sample = 15530-08 5X

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 3 unknown6.63 Concentration Rank 1

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

6.63 16.08 ng 518914 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Xenon 132 Xe 007440-63-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 772 (6.628 min): BF099218.D (-769) (-) m/z 132.00 100.00%
132.0
00 sa0 || o %l-o 620 640 6.60 6.80 7.00
Obrrprrrr e bbb P2 bt e e e m/z 68.00 39.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 R UL A I
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 31.26%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 23.97%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole | BSLLES NLALLELE L ILL BL L
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 .53%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.0 640 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF100717\
Data File : BF099218.D

Acq On : 8 Oct 2017 3:51

Operator : SJ/JU

Sample - 15530-08 5X

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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]
Butane, 2-methoxy... 2.12 3.8 ng 121843 1 6.86 645614 20.0
unknown5.08 5.08 2.4 ng 77318 1 6.86 645614 20.0
unknown6 .63 6.63 16.1 ng 518914 1 6.86 645614 20.0
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