LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108716.D

Aca On : 1 Sep 2018 4:14

Operator : JU/SJ

Sample : PB112528BL

Misc :

ALS Vial : 28 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-BF083018 .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

2.384 3 8 15 rVvB 53640 81787 3.35% 0.513%
5.243 490 494 511 rBV 208452 298584 12.24% 1.874%
rBv 292365 1034458 42.41% 6.493%
6.637 727 731 750 rBV 335479 1083758 44.43% 6.802%
6.772 750 754 790 rvVv 830171 1762101 72.24% 11.060%
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7.001 790 793 815 rvv 169637 503124 20.63% 3.158%
7.154 815 819 853 rvB 1238389 1869076 76.63% 11.732%
7.566 885 889 924 rBV 527435 1353291 55.48% 8.494%
8.284 1007 1011 1034 rBV 198914 452849 18.57% 2.842%
9.354 1189 1193 1229 rBV 1617451 2439113 100.00% 15.310%

=
QO ~NO®

11 10.042 1306 1310 1328 rBV 309095 462362 18.96% 2.902%
12 10.836 1441 1445 1475 rBV 325480 727329 29.82% 4 _565%
13 11.542 1561 1565 1588 rBV 263672 485784 19.92% 3.049%
14 13.119 1829 1833 1855 rBV 2036827 2426768 99.49% 15.232%
15 14.195 2012 2016 2030 rBV 423718 576476 23.63% 3.618%

16 15.754 2276 2281 2293 rBV 192830 375161 15.38% 2.355%

Sum of corrected areas: 15932021
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083118\
Data File : BF108716.D

Aca On : 1 Sep 2018 4:14

Operator : JU/SJ

Sample : PB112528BL

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF083018.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: BF108716.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108716.D

Aca On : 1 Sep 2018 4:14

Operator : JU/SJ

Sample : PB112528BL

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 4

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

2.38 3.25 ng 81787 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 9

Abundance Scan 7 (2.378 min): BF108716.D (-3) (-) m/z 73.10 100.00%
73.1
5000 43.1 //\L\
1 87.1 E
| | 2.40 2.50 2.60 2.70 2.80
) VY PSUEESEE B AN N m/z 43.10 45.79%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
74.0
5000 USRI IR SR IR L
43.0 2.40 2.50 2.60 2.70 2.80
= 560 87.0 m/z 55.10 32.44%
29.0
G L U S S SIS S I UL SR S
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
41.0 550 87.0 2.40 2.50 2.60 2.70 2.80
5000 ' m/z 87.10 25.64%
29.0
15\'0 M\ ‘ | ‘ L “\ \H\ ; 97.0
o R U S S SUL IS SURILIL IR I UL B
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4436: Pentane, 3-methoxy- R EEAsaama LS
73.0 2.40 2.50 2.60 2.70 2.80
m/z 41.10 18.94%
5000
45.0
29.0
0 N 37-0“‘ il I 101.0 M
m/z--> 10 20 30 40 50 6 70 8 9 100 2.40 2.50 2.60 2.70 2.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108716.D

Aca On : 1 Sep 2018 4:14

Operator : JU/SJ

Sample : PB112528BL

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.24 11.87 ng 298584 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 494 (5.243 min): BF108716.D (-490) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 EREE SRR RAEAR AR
| 83.1 | 500 520 540 5.60
0'”P'”P”'P”'M“'PJW'”W”'W””I”“P'”P”'P”W'”W”'W m/z 59.10 56.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 n
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 N LN UL L I
59.0 500 520 540 560
0
150 4, | 1010 m/z 101.10 18.06%
0'”IJ“P'Hm'”#”'PJW'”W”'E%?I”Jl'”P”'P“W'”W“'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
54.0
500 520 540 5.60
5000 41.0 m/z 58.00 15.02%
o 1, |70 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3686: l—Propen—Z—oI, acetate LI N L
43.0 500 520 540 560

m/z 41.10 8.86%

5000
58.0
e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 5.20 5.40 5.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083118\
Data File : BF108716.D

Aca On : 1 Sep 2018 4:14

Operator : JU/SJ

Sample : PB112528BL

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 3 unknown6.77 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.77 70.05 ng 1762100 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
Abundance Scan 754 (6.772 min): BF108716.D (-750) (-) m/z 132.00 100.00%
13%.0
5000 68.0 k
40.0 540 9.1 J 6.40 6.60 6.80 7.00 7.20
0 L L LA I B B m/z 68.05 43.03%

m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0

5000 R R RRENE B
6.40 660 680 7.00 7.20

m/z 134.00 32.99%

31.0 510
o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0

74.0 6.40 6.60 6.80 7.00 7.20
5000 ggo 1160 m/z 66.05 28.32%
oL—— I ‘: ‘l T — "‘Ml — ‘: : Iw‘l“ — "“l — Lo/l T ?-5|8|0| T ];8:9:0:
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0 6.40 6.60 6.80 7.00 7.20

m/z 69.10 17.44%

5000 67.0
41.0 97.0
‘ ‘ 117.0
S 0 W

m/z--> 40 60 80 100 120 140 160 180 6.40 6. 60 6. 80 7.00 7.20

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF083118\
Data File : BF108716.D

Acq On : 1 Sep 2018 4:14

Operator : JU/SJ

Sample : PB112528BL

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083018_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... 2.38 3.3 ng 81787 1 7.01 503124 20.0
2-Pentanone, 4-hy... 5.24 11.9 ng 298584 1 7.01 503124 20.0
unknown6 .77 6.77 70.0 ng 1762100 1 7.01 503124 20.0
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