LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100917\

Data File : BF099275.D

Aca On : 9 Oct 2017 21:13 Instrument :
Operator : SJ/JU BNA_F

Sample : 15715-13 5X ClientSampleld :
Misc i PL-02-100517-E
ALS Vial : 18 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 5.069 505 507 520 rBB 54883 60018 7.41% 0.797%
2 5.475 573 576 592 rBV 418291 371671 45.89% 4_.937%
3 6.487 745 748 758 rBV 427850 375595 46.37% 4 .989%
4 6.628 769 772 776 rBV 506648 415440 51.29% 5.518%
5 6.863 808 812 816 rBV 714259 581853 71.84% 7.729%
6 7.016 835 838 842 rBV 405551 316434 39.07% 4.203%
7 7.422 904 907 915 rBV 290316 229180 28.30% 3.044%
8 8.145 1026 1030 1033 rBV 992321 778049 96.06% 10.335%
9 8.410 1072 1075 1078 rBB 16560 11535 1.42% 0.153%
10 9.216 1208 1212 1223 rBV 609128 479105 59.15% 6.364%
11 9.610 1276 1279 1286 rBV 61896 51620 6.37% 0.686%
12 9.822 1310 1315 1318 rBV 59763 52469 6.48% 0.697%
13 9.898 1324 1328 1336 rVB 936522 809945 100.00% 10.759%
14 10.316 1395 1399 1402 rvB2 9702 13274 1.64% 0.176%
15 10.686 1459 1462 1467 rBV 225539 190230 23.49% 2.527%
16 10.792 1477 1480 1485 rBvV2 11002 12218 1.51% 0.162%
17 11.386 1577 1581 1584 rBV 847107 702842 86.78% 9.336%
18 11.969 1677 1680 1683 rBvV2 14837 16041 1.98% 0.213%
19 11.998 1683 1685 1688 rBvV3 16869 23843 2.94% 0.317%
20 12.180 1712 1716 1721 rBV2 26104 34723 4._.29% 0.461%
21 12.474 1761 1766 1768 rVvVv4 25759 27895 3.44% 0.371%
22 12.522 1771 1774 1778 rBV5 6200 9806 1.21% 0.130%
23 12.598 1784 1787 1790 rBV 51932 46084 5.69% 0.612%
24 12.757 1808 1814 1815 rBV4 7689 11514 1.42% 0.153%
25 12.827 1821 1826 1830 rBV 52857 58742 7.25% 0.780%
26 12.963 1846 1849 1853 rBV 394734 339503 41.92% 4_.510%
27 13.104 1871 1873 1875 rBV2 12988 12916 1.59% 0.172%
28 13.133 1875 1878 1880 rVvv4 11444 13872 1.71% 0.184%
29 13.404 1922 1924 1929 rVB6 14536 15380 1.90% 0.204%

30 14.027 2026 2030 2033 rBV 641278 577487 71.30% 7.671%
31 15.504 2277 2281 2287 rVB2 444546 553647 68.36% 7.354%

32 16.192 2395 2398 2407 rVB2 102845 184539 22.78% 2.451%
33 16.633 2469 2473 2478 rVB 95687 150745 18.61% 2.002%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100917\
Data File : BF099275.D

Aca On : 9 Oct 2017 21:13

Operator : SJ/JU

Sample : 15715-13 5X

Misc :

ALS Vial : 18 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 - 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-BF092317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 7528215
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100917\
Data File : BF099275.D

Aca On : 9 Oct 2017 21:13

Operator : SJ/JU

Sample : 15715-13 5X

Misc :

ALS Vial : 18 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

Abundance TIC: BF099275.D
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200000

12.

800000 14.03
15.50

600000

400000

16.19 16.63

200000

O

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100917\
Data File : BF099275.D

Aca On : 9 Oct 2017 21:13

Operator : SJ/JU

Sample : 15715-13 5X

Misc :

ALS Vial : 18 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.07 2.06 ng 60018 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 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetone 58 C3H60 000067-64-1 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 9

Abundance Scan 507 (5.069 min): BF099275.D (-505) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 S e
| 83.0 4.80 500 5.20 5.40
ottt e e e m/z 59.10 55.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R RN S IR
4.80 500 5.20 5.40
59.0 1010 m/z 101.00 20.93%
0 270 | 51.0“ 690 830910 [
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 480 500 520 540
5000 m/z 58.00 17.51%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #213: Acetone R e L N ma
43.0 4.80 500 5.20 5.40
m/z 41.00 8.88%
5000
58.0
150 57, ‘
N R e s R Ay A AR RS AR LA RN RN LS IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100917\
Data File : BF099275.D

Aca On : 9 Oct 2017 21:13

Operator : SJ/JU

Sample : 15715-13 5X

Misc :

ALS Vial : 18 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 unknown6.63 Concentration Rank 1

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

6.63 14.28 ng 415440 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 25
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 772 (6.628 min): BF099275.D (-769) (-) m/z 132.00 100.00%
132.0
5000 68.1 \
01 500 || g0 ™ 620 640 650 B0 760
R o e e 1 A e m/z 68.10 37 .06%
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 )\
5000 R UL AR I
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.24%
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 22.06%
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 LN
Abundance #14491: 5-Aminoindole L BLELELEL B | AT T
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 13.97%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.0 640 6.60 6.80 7.00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF100917\
BF099275.D
9 Oct 2017 21:13
SJ/JU
15715-13 5X

18 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 3

Peak Number

5 28-Nor-17.alpha.(H)-hopane

R.T. EstConc Area Relative to ISTD R.T.
16.19 6.67 ng 184539 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.alpha.(H)-hopane 398 C29H50 053584-60-4 87
2 _.beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 46
3 2H-1.2.3-Triazole-4-carboxaldehy... 191 C9H6FN30 051306-43-5 38
4 Spirol4-oxatricvclol5.3.0.0(2.6)... 276 C18H2802 1000156-82-9 35
5 Amiphenazole 191 C9HON3S 000490-55-1 27

Abundance Scan 2398 (16.192 min): BF099275.D (-2395) (-) m/z 191.15 100.00%
191.2
5000 81.0 1231
1 2761 3181 15150 16,00 160 16,40 16,65
0 : m/z 177.10 48_.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #211536: 28-Nor-17.alpha.(H)-hopane
191.0
5000 AR U R UL
109.0 15.80 16.00 16,20 16.40 16.60
49.0 m/z 81.00 41.87%
i oo 80 o
0...|....H‘.‘.“.”.k.‘.H.l‘l‘.‘...‘ll...|....|...‘.“|.
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
15.80 16.00 16,20 16.40 16.60
5000/28.0 m/z 123.10 40.84%
950 1350
L L L A WL (L WL UL
m/z--> 50 100 150 200 250 300 350 400
Abundance #54016: 2H-1,2,3-Triazole-4-carboxaldehyde, 2-(2-fluorophe... T
191.0 15.80 16.00 16.20 16.40 16.60
103.0 m/z 109.10 38.78%
5000
75.
0'"|J'L"l"|""'16'2.'0"|""|'"'l""l""l' LRI AR B B
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100917\
Data File : BF099275.D

Aca On : 9 Oct 2017 21:13

Operator : SJ/JU

Sample : 15715-13 5X

Misc :

ALS Vial : 18 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 6 1-Penten-3-one, 1-(2,6,6-tr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.63 5.45 ng 150745 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 50
2 4.5-Dihvdrothiazol-4-one. 2-(2-m... 222 C10H10N202S 022476-61-5 38
3 4-(3H-Imidazol4.5-blpvridin-2-vl.__. 342 C15H18N8S 1000276-08-2 38
4 5-Fluoro-2-trifluoromethvlbenzoi... 402 C18H8CI2F402 1000331-61-3 35
5 2-Fluoro-3-trifluoromethylbenzoi... 320 C14H6F602 1000357-64-1 27
Abundance Scan 2472 (16.627 min): BF099275.D (-2469) (-) m/z 191.15 100.00%
191.2
5000 95.0
55.0 371 R BRI SO SN B
236.1 276.0309.0 397.3 16.40 16.60 16.80 17.00
0! %%ﬂ*%—v—v—ﬁ—v—v—v—l"—r'—r m/z 95.05 46 .08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66146: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl)
191.0
5000 LB UL UL UL B
57.0 16,40 16.60 16.80 17.00
107.0 149.0 m/z 69.00 39.37%
0:||‘|‘|‘|‘|‘|M|“‘|‘|“|“‘|‘i‘|‘|”‘| |‘||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
" 16.40 16,60 16.80 17.00
5000 m/z 81.00 36.63%
. 46.0 105.0 149.0 2220
mz-> 50 100 150 200 250 300 350 400
Abundance #177947: 4-(3H-Imidazo[4,5-b]pyridin-2-ylsulfanylmethyl)-6... R e EEEms e
191.0 16.40 16.60 16.80 17.00
m/z 123.10 26 .57%
5000
oL B0 840 100"} 0 222.0 256.0  309.0342.0
m/z--> 50 100 150 200 250 300 350 400 16,40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100917\
Data File : BF099275.D

Acq On : 9 Oct 2017 21:13

Operator : SJ/JU

Sample : 15715-13 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 5.07 2.1 ng 60018 1 6.86 581853 20.0
unknown6 .63 6.63 14.3 ng 415440 1 6.86 581853 20.0
28-Nor-17.alpha.(... 16.19 6.7 ng 184539 6 15.50 553647 20.0
1-Penten-3-one, 1... 16.63 5.5 ng 150745 6 15.50 553647 20.0
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