LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104689.D

Aca On : 20 Apr 2018 21:54

Operator : JU/SJ

Sample : PB108449BL

Misc :

ALS Vial : 25 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-BF040618.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 5.010 493 497 507 rBV 150940 192540 6.74% 0.968%
2 5.422 563 567 585 rBY 1912682 1809127 63.31% 9.099%
3 6.439 736 740 743 rBVY 1866813 1757299 61.49% 8.838%
4 6.575 759 763 766 rBVY 2162321 1859790 65.08% 9.353%
5 6.804 798 802 805 rBV 773132 629228 22.02% 3.165%

6.957 824 828 832 rBV 2257877 2147698 75.15% 10.801%
7.369 893 898 901 rBV 1730949 1573604 55.07% 7.914%
8.086 1016 1020 1026 rBV 950071 806899 28.24% 4.058%
3283360 2857700 100.00% 14.372%
9.845 1315 1319 1329 rBvV 851680 829881 29.04% 4._.174%
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11 10.633 1449 1453 1469 rBV 1111974 1045300 36.58% 5.257%
12 11.333 1568 1572 1580 rBV 743486 727375 25.45% 3.658%
13 12.921 1837 1842 1845 rBV 2364506 2393457 83.75% 12.037%
14 13.774 1980 1987 1994 rBV 93145 143658 5.03% 0.722%
15 13.974 2017 2021 2033 rBV 602460 628172 21.98% 3.159%

16 15.439 2265 2270 2278 rBV 339587 481975 16.87% 2.424%

Sum of corrected areas: 19883703
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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\BF042018\

BF104689.D

20 Apr 2018 21:54

JussJ

PB108449BL

25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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\BF042018\
Data File : BF104689.D

Aca On : 20 Apr 2018 21:54

Operator : JU/SJ

Sample : PB108449BL

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 3

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

5.01 6.12 ng 192540 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol 102 C6H140 000623-37-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 497 (5.010 min): BF104689.D (-493) (-) m/z 43.00 100.00%
43
59
5000
101
4.60 4.80 5.00 5.20 5.40
83
b e 2267+ m/z 59.00 61.45%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SR UL SRR
4.60 4.80 5.00 5.20 5.40
m/z 101.00 22 .55%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 460 4.80 500 520 5.40
5000 m/z 58.00 15.97%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol LSS LN L N LN
50 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.51%
5000 31 43 73
0 25L\ 37\“H 53| 67 84 101 \ \
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104689.D

Aca On : 20 Apr 2018 21:54

Operator : JU/SJ

Sample : PB108449BL

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
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 unknown6.57 Concentration Rank 2

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

6.57 59.11 ng 1859790 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 762 (6.569 min): BF104689.D (-759) (-) m/z 131.95 100.00%
5000 68
40 54 % 620 640 6.60 6.80 7.00
o [ | weus N m/z 68.10 41.17%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 SRR AR AR LR
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 32.76%
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
620 640 6.60 6.80 7.00
5000 67 m/z 66.00 26.56%
41 97
53
79 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl L L L e e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 16.56%
5000 og M°
I L 8 I‘;ﬂm,\,\‘l,,m, s 189 IS | |
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042018\
Data File : BF104689.D

Aca On : 20 Apr 2018 21:54

Operator : JU/SJ

Sample : PB108449BL

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknownl3.77 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.77 4.57 ng 143658 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzvlidene-l1-ornithine 220 C12H16N202 025693-00-9 35
2 1.2-Propanediol. 3-benzvloxv-1.2... 266 C14H1805 013754-10-4 35
3 2.5-Diphenvitetrazole 222 C13H10N4 018039-45-7 17
4 (2.3-Diphenvilcvclopropvlmethvl ... 332 C22H200S 131758-71-9 17
5 Alpha-phenyl-alpha-tropylacetald... 378 C22H22N202S 022532-16-7 12

Abundance Scan 1986 (13.768 min): BF104689.D (-1980) (-) m/z 91.00 100.00%
g1
5000
117
207
65 77 103 | 199 194 13.40 13.60 13.80 14.00
Ol 2 T T F0 s 165179 | L 22 1 sz 117.10 0 27.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77099: Benzylidene-Il-ornithine
70 91 104
132 203
43
5000 120
56 146158 13.40 13.60 13.80 14.00
‘ ‘ ‘ ‘ 175 m/z 207.05  11.75%
220
ok i IH‘\l\‘l\\\IHI \M M‘.‘HAH, " ‘ \ ‘ ‘ ‘H ;\ ‘ i H\ - .1.9.0. IH\I — k\ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
91
13.40 13.60 13.80 14.00
5000 117 m/z 194.10 10.88%
3 .
0 29 79 105 133 147 167 181193 207 223
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #78953: 2,5-Diphenyltetrazole R B e R
91 13.40 13.60 13.80 14.00
m/z 92.00 8.82%
5000 64
194
39 51
LB L L | Mus 139 6719 | 222
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042018\
Data File : BF104689.D

Acq On : 20 Apr 2018 21:54

Operator : JU/SJ

Sample : PB108449BL

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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-Pentanone, 4-hy... 5.01 6.1 ng 192540 1 6.80 629228 20.0
unknown6 .57 6.57 59.1 ng 1859790 1 6.80 629228 20.0
unknownl13.77 13.77 4.6 ng 143658 5 13.97 628172 20.0
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