LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG121718\
Data File : BG038661.D
Acq On : 17 Dec 2018 13:45 Instrument :
Operator : JU/SJ ?.‘,'I\!A_(t;S ol

- _ lentosampleld :
a?ggle : J6378-01 P001-SD007-0612-01
ALS Vial : 9 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:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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

5.144 345 350 358 rvB2 20472 34590 2.61% 0.467%
5.609 422 429 441 rVB 356869 597339 45.15% 8.064%
rBv 363735 686850 51.92% 9.272%
7.589 758 766 776 rVB 339271 606175 45.82% 8.183%
8.059 840 846 856 rVB 67107 115457 8.73% 1.559%
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8.382 893 901 909 rBV 244000 432493 32.69% 5.839%
9.234 1039 1046 1058 rBV 214641 401378 30.34% 5.419%
rBv 79945 152901 11.56% 2.064%
13.317 1733 1741 1752 rBV 467054 745856 56.38% 10.069%
14.140 1875 1881 1890 rBV 22798 32993 2.49% 0.445%
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11 14.698 1969 1976 1987 rVB2 131467 222135 16.79% 2.999%
12 16.184 2222 2229 2242 rBV 467153 726550 54.92% 9.808%
13 17.442 2437 2443 2451 rBV2 196299 313731 23.72% 4_.235%
14 18.305 2585 2590 2597 rBv4 17130 30383 2.30% 0.410%
15 20.045 2880 2886 2897 rVB 1034684 1322915 100.00% 17.859%

16 21.320 3098 3103 3113 rBv2 32862 62323 4.71% 0.841%
17 21.725 3165 3172 3180 rBvV 234989 395521 29.90% 5.339%
18 22.477 3294 3300 3303 rBvV3 9178 16103 1.22% 0.217%
19 22.524 3303 3308 3315 rvB7 9284 21927 1.66% 0.296%
20 23.176 3414 3419 3425 rVB4 7743 14286 1.08% 0.193%
21 23.987 3549 3557 3567 rVB5 11018 27062 2.05% 0.365%
22 25.021 3715 3733 3746 rVB2 128595 390382 29.51% 5.270%
23 26.090 3906 3915 3924 rBVS 5187 17240 1.30% 0.233%
24 32.612 5012 5025 5026 rBV7 16917 40867 3.09% 0.552%
Sum of corrected areas: 7407457
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG121718\

Data File : BG038661.D

Acq On - 17 Dec 2018 13:45

Operator : JUu/SJ

ﬁ?gg le J6378-01 P001-SD007-0612-01
ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG038661.D
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Abundance TIC: BG038661.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038661.D

Acq On : 17 Dec 2018 13:45

Operator : JU/SJ

3?22 le J6378-01 P001-SD007-0612-01
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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.

5.14 5.99 ng 34590 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-0ctanol 130 C8H180 000589-98-0 36
3 Propylamine 59 C3HO9N 000107-10-8 9
4 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 349 (5.139 min): BG038661.D (-345) (-) m/z 43.00 100.00%
43
5000 59
56, 51| o 1‘|’1 4.80 500 520 540
ool Sl 8 e M/Z 59.00  50.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IR RARAE SARENNEREN RN
480 500 5.20 5.40
59 101 m/z 58.00 19.93%
S A TS A (K e S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59
4.80 500 5.20 5.40
m/z 101.00 15.18%
5000 29 41 83 1
101
0 51 69 91 112 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #248:Propy|amine L L L B L
30 4.80 500 5.20 5.40
m/z 44.00 12.44%
5000
59
o 17 4 4 s
U IR IR IR IR I NI NI UL LIS SIS BN SRR SRR IS U R IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG121718\
Data File : BG038661.D

Acq On : 17 Dec 2018 13:45

Operator : JU/SJ

Sample - J6378-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.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 unknown7.59 Concentration Rank 1

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

7.59 105.00 ng 606175 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 12

Abundance Scan 766 (7.589 min): BG038661.D (-758) (-) m/z 131.90 100.00%
5000 68
40 54 % J 720 7.40 7.60 7.80 8.00
7 5 : : : : :
ol el m/z  68.00  42.31%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R L UL L L
7.20 7.40 7.60 7.80 8.00
2 51 78 m/z 133.90 34.86%
0 ‘ b1 H 1 . !
L L N L UL L SIS SRR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
720 7.40 7.60 7.80 8.00
5000 97 m/z 66.00 33.09%
70
31
0 44 00 86 106 116
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R e R R
57 132 7.20 7.40 7.60 7.80 8.00
24 m/z 69.00 18.37%
5000 og 0
o -‘-“‘. ,ﬁ*%wm97,\,\‘l,,m, s 8 PV | G
m/z--> 40 60 80 100 120 140 160 180 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038661.D

Acq On : 17 Dec 2018 13:45

Operator : JU/SJ

3?22 le J6378-01 P001-SD007-0612-01
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.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 Octacosyl acetate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.32 3.15 ng 62323 Chrysene-di12 21.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octacosyl acetate 452 C30H6002 018206-97-8 91
2 17-Pentatriacontene 491 C35H70 006971-40-0 91
3 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 91
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 90

Abundance Scan 3103 (21.320 min): BG038661.D (-3098) (-) m/z 57.00 100.00%
57
5000 83
111
140 221 281 21.00 21.20 21.40 21.60
(0 m/z 43.00 62.66%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #227661: Octacosyl acetate
43 97
9
5000
) 21.00 21.20 21.40 21.60
125 m/z 55.00 55.30%
0 15, “‘ MMMthH‘181209 250278 306 334 364392 437
RS [ T T T T T
m/z--> 0 50 150 200 250 300 350 400 450
Abundance
43
21.00 21.20 21.40 21.60
5000 83 m/z 83.00 47 .81%
111
0 139167196224 267292 321 462 490
LI I i o o o e e I B L e e o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #223732: Tricosyl trifluoroacetate
5[7 21.00 21.20 21.40 21.60
m/z 97.00 42 .35%
97
5000
125
29
ol I, 1J153181210238264294322 367 418
L I i e T B e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038661.D

Acq On : 17 Dec 2018 13:45

Operator : JU/SJ

3?22 le J6378-01 P001-SD007-0612-01
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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 5 unknown32.61 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
32.61 2.09 ng 40867 Perylene-di12 25.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Spiro[5.5]undec-2-ene, 3,7,7-tri... 204 C15H24 018431-82-8 22
2 (-)-Isolongifolol, methyl ether 236 C16H280 1000333-80-8 22
3 8a-Methyl-decahydro-naphthalene-... 184 C11H2002 1000185-34-4 18
4 3-Methylindole-2-carboxylic acid... 207 C12H17NO2 037945-37-2 14
5 1H-1,5-Benzodiazepine, 2,3,4,5-t... 190 C12H18N2 040358-38-1 14
Abundance Scan 5025 (32.612 min): BG038661.D (-5012) (-) m/z 189.00 100.00%
9
43 67
5000
32.2032.3032.4032.5032.60
0 m/z 109.00 79.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64423: Spiro[5.5]undec-2-ene, 3,7,7-trimethyl-11-methylen...
41 93 189
5000 A RSSARASA BASRA RSN R
32.2032.3032.4032.50 32.60
m/z 207.00 78.10%

%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
g1 | 109

R s e e T

41 55 135 32.2032.3032.40 32.50 32.60

5000 m/z 133.00 77 .04%

189
161 204
15 221236

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48536: 8a-Methyl-decahydro-naphthalene-1,8-diol

1

32.2032.3032.40 32.50 32.60
m/z 92.90 72 .69%

5000

=

T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 32.2032.3032.40 32.50 32.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038661.D

Acq On : 17 Dec 2018 13:45

Operator : JU/SJ

3?22 le J6378-01 P001-SD007-0612-01
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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... 5.14 6.0 ng 34590 1 8.06 115457 20.0
unknown7 .59 7.59 105.0 ng 606175 1 8.06 115457 20.0
Octacosyl acetate 21.32 3.1 ng 62323 5 21.73 395521 20.0
unknown32.61 32.61 2.1 ng 40867 6 25.02 390382 20.0
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