LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107456.D

Aca On 17 Jul 2018 18:20

Operator : JU/SJ

Sample : J3996-01

Misc :

ALS Vial : 21 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF071618 .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 5.219 486 490 498 rVvB 256514 277839 10.97% 1.245%
2 5.613 552 557 560 rBY 2350145 2044058 80.67% 9.162%
3 6.613 722 727 734 rVB 2150866 2117393 83.57% 9.491%
4 6.754 747 751 755 rBVY 2282431 2168375 85.58% 9.719%
5 6.807 757 760 766 rVB 29294 32559 1.29% 0.146%

6.983 787 790 794 rVB 944084 808738 31.92% 3.625%
7.142 813 817 820 rBV 2075492 1678722 66.25% 7.524%
7.548 881 886 889 rBV 1448007 1323364 52.23% 5.932%
8.272 1003 1009 1012 rBV 1003136 918016 36.23% 4_.115%
9.342 1185 1191 1194 rBV 2696116 2253954 88.96% 10.103%

=
QO ~NO®

11 9.730 1254 1257 1261 rBV 368670 329186 12.99% 1.475%
12 10.030 1304 1308 1312 rBV 1112270 1000989 39.51% 4._487%
13 10.819 1438 1442 1447 rBV 1569278 1416524 55.91% 6.349%
14 11.524 1558 1562 1566 rBV 1305436 1113465 43.95% 4.991%
15 12.460 1718 1721 1723 rBV4 34739 37791 1.49% 0.169%

16 12.889 1791 1794 1796 rBvV4 29510 32870 1.30% 0.147%
17 13.107 1827 1831 1835 rBV 2724564 2533744 100.00% 11.357%
18 13.989 1977 1981 1984 rBV 335108 336919 13.30% 1.510%
19 14.171 2008 2012 2015 rBV 1330726 1160679 45.81% 5.202%
20 14.312 2034 2036 2037 rBV2 83901 66370 2.62% 0.297%

21 15.712 2270 2274 2278 rVB 479950 658713 26.00% 2.953%

Sum of corrected areas: 22310268
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107456.D

Aca On 17 Jul 2018 18:20

Operator : JU/SJ

Sample : J3996-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107456.D

Aca On 17 Jul 2018 18:20

Operator : JU/SJ

Sample : J3996-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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-Acetoxyisobutyryl chloride Concentration Rank 3

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

5.22 6.87 ng 277839 1,4-Dichlorobenzene-d4 6.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Acetoxvisobutvrvl chloride 164 C6HOCIO3 040635-66-3 56
2 Butvric acid. 3-bromo-. methvl e... 180 C5H9Bro2 021249-59-2 50
3 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 50
5 Propane, 1,l1-dipropoxy- 160 C9H2002 004744-11-0 39

Abundance Scan 490 (5.219 min): BF107456.D (-486) (-) m/z 43.00 100.00%
43.0
5000
101.0
480 5.00 520 5.40 5.60
ol A b 22830013440 54820 Th/z 59.00 69.89%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33998: 2-Acetoxyisobutyryl chloride
43.0
5000 A UL UL UL L
101.0 480 5.00 520 5.40 5.60
m/z 101.00 33.31%
e L L S S B B B S WA AN
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59.0
oo 4B0 560 520 540 550
5000 m/z 58.10 15.77%
15.0 149.0
- e
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0 480 5.00 520 5.40 5.60
m/z 39.00 11.38%
5000
10%0
-1 e
mz-> 0 50 100 150 200 250 300 350 400 450 500 480 5.00 520 5.40 5.60

8270-BF071618.M Wed Jul 18 10:53:50 2018 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107456.D

Aca On 17 Jul 2018 18:20

Operator : JU/SJ

Sample : J3996-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 unknown6.75 Concentration Rank 1

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

6.75 53.62 ng 2168380 1,4-Dichlorobenzene-d4 6.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 10
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 750 (6.748 min): BF107456.D (-747) (-) m/z 131.95 100.00%
131.9
68.1
5000
L A mmmn s
6.40 6.60 6.80 7.00
ol 192.7 240.3 364.5 489.1 547.1 m/z 68.10 54 570
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
5000 R RARRE LRSS RARR MR B
6.40 6.60 6.80 7.00
70.0 m/z 66.10 42 .85%
Ol'AJJM"%"w"“ NI DL SRR BRI LI SN O
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0  132.0
6.40 6.60 6.80 7.00
5000 m/z 134.00 31.78%
o 1890
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl- T T
6.0 1320 6.40 6.60 6.80 7.00
m/z 69.00 28.87%
5000
Olﬁq'wh“w"“l'“' | A SR B UL BRI LU ISR SRS UL SRR
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071718\
Data File : BF107456.D

Aca On 17 Jul 2018 18:20

Operator : JU/SJ

Sample : J3996-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 4 Octacosyl acetate Concentration Rank 4

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

13.99 5.81 ng 336919

Hit# of 5 Tentative ID

Chrysene-di12

MW  MolForm

1 Octacosvl acetate

2 1-Nonadecene

3 17-Pentatriacontene
4 Triacontvl acetate
5 Octacosanol

452 C30H6002
266 C19H38
491 C35H70
480 C32H6402
410 C28H580

018206-97-8 93
018435-45-5 92
006971-40-0 90
041755-58-2 90
000557-61-9 90

Abundance Scan 1981 (13.989 min): BF107456.D (-1977) (-) m/z 97.10 100.00%
551 97.1
5000
139'1 Trrryrrrryrrrr|yrrrr|rr
189.3237.1280.8 33323303 429.2 4926 13.60 13.80 14.00 14.20 14.40
- ¥ ' S 2S5 "m/z 57.00 93.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227661: Octacosyl acetate
43.0 97.0
5000 | NI LI L L L L LB L
13.60 13.80 14.00 14.20 14.40
m/z 83.00 91.22%
0 | “ ‘ ‘M‘ \HM h \‘\ 1.81 0 250 0292 0334 0 392 0437 0
T = e L
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
41,0
B EEam= s
83.0 13.60 13.80 14.00 14.20 14.40
5000 m/z 55.10 88.56%
125.0
0 168.0 266.0
T e e e  ma e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #234186: 17-Pentatriacontene e B S A
7.0 13.60 13.80 14.00 14.20 14.40
m/z 41.00 83.98%
5000 11.0
53.0
0156 ] l lﬁ |4 195.0237.0279.0321.0362.0406.0  490.0
T e o e e R e R R SRR RERRR R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1360 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF071718\
Data File : BF107456.D

Acq On 17 Jul 2018 18:20

Operator : JU/SJ

Sample - J3996-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618_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-Acetoxyisobutyr. .. 5.22 6.9 ng 277839 1 6.99 808738 20.0
unknown6.75 6.75 53.6 ng 2168380 1 6.99 808738 20.0
Octacosyl acetate 13.99 5.8 ng 336919 5 14.17 1160680 20.0
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