LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011320\
Data File : BG044021.D

Aca On : 13 Jan 2020 20:59

Operator :© JU

Sample : PB126034BL

Misc :

ALS Vial : 8 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 G\METHODS\8270-BG123019.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

3.129 3 7 32 rVB 1693397 2994692 38.00% 7.534%
4._.457 228 233 241 rBV 64810 97864 1.24% 0.246%
rBv 194174 317745 4._.03% 0.799%
5.526 407 415 429 rBvV 868892 1434584 18.20% 3.609%
7.112 674 685 701 rBV 550222 970401 12.31% 2.441%

abrwNPE
)]
o
a0l
o
w
N
(o4}
w
w
I
w
I
N

7.482 740 748 759 rBV 1680180 2996731 38.02% 7.540%
7.947 819 827 835 rBV 405358 702040 8.91% 1.766%
8.270 874 882 892 rBV 1583465 2771944 35.17% 6.974%
9.104 1015 1024 1035 rBV 1218501 2275458 28.87% 5.725%
10.749 1295 1304 1314 rBV 517225 953885 12.10% 2.400%

=
QO ~NO®

11 13.205 1713 1722 1735 rBV 3095607 5006615 63.52% 12.596%
12 14.580 1947 1956 1965 rBV 855744 1368228 17.36% 3.442%
13 16.067 2201 2209 2224 rBV 2670796 4262945 54.09% 10.725%
14 17.318 2415 2422 2434 rBV 1115467 1671872 21.21% 4._.206%
15 19.938 2861 2868 2878 rBV 5644724 7881653 100.00% 19.830%

16 21.566 3138 3145 3156 rBV 1107722 1895686 24 .05% 4._.769%
17 24.680 3665 3675 3685 rBV2 666474 1867490 23.69% 4.698%

18 25.561 3817 3825 3834 rVB5 38526 112870 1.43% 0.284%
19 27.148 4089 4095 4106 rVB7 46996 164071 2.08% 0.413%

Sum of corrected areas: 39746774
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011320\
Data File : BG044021.D

Aca On : 13 Jan 2020 20:59

Operator : JU

Sample : PB126034BL

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG123019.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: BG044021.D

5000000
4000000
3000000

20000007 14 748 8.7

9.10
1000000 553

7.11 295 10.75
446 5.05
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Time--> 3.50 4.00 450 500 550 600 6.50 7.00 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG044021.D

19.94
5000000

4000000

13.21

3000000 16.07

2000000

17.32 21.57
1000000 14.58
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Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG044021.D

5000000
4000000
3000000
2000000
1000000 2468

25.56 27.15
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011320\
Data File : BG044021.D

Aca On : 13 Jan 2020 20:59

Operator :© JU

Sample : PB126034BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 2

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

3.13 85.31 ng 2994690 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 27
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 7 (3.129 min): BG044021.D (-3) (-) m/z 73.10 100.00%
7B A
5000 43
55 87
101 147 207 3.20 3.30 3.40 3.50
Ol e 201 147 207 Thnzz 43,10 37.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4492: Butane, 2-methoxy-2-methyl-
<}
5000
43 S 3.20 3.30 3.40 3.50
- 87 m/z 87.10 27 .42%
. | A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73
41 o 87 3.20 3.30 3.40 3.50
5000 m/z 55.10 26.11%
29
0..1.5“ ‘\‘ \‘\ “"I'a"l""l""l""l""I""I""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1877: Acetamide, N-ethyl-
30 3.20 3.30 3.40 3.50
m/z 41.10 12 .65%
5000 43 87
T 59 7F
N L L LS L B B L L S U L UL U
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011320\
Data File : BG044021.D

Aca On : 13 Jan 2020 20:59

Operator :© JU

Sample : PB126034BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 3-Penten-2-one, 4-methyl- Concentration Rank 5

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

4._.46 2.79 ng 97864 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 86
3 Cvclohexane. methvl- 98 C7H14 000108-87-2 80
4 2.4-Azetidinedione. 3.3-diethvl- 141 C7H11NO2 042282-85-9 78
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 72

Abundance Scan 234 (4.462 min): BG044021.D (-228) (-) m/z 83.00 100.00%

55 83
5000 43 o8

34 50 420 440 4.60 4.80
oy NV O OO0 AU UV PR DU m/z 55.05 80.82%
miz--> 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 43 RN AR AR RS A
- 98 420 4.40 4.60 4.80

m/z 43.10 36.36%

O JJ,...3§H!...ﬁq....,§2.§?,. LA - .y,...
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3157: 3-Hexen-2-one
83
55

43 420 4.40 4.60 4.80
5000 m/z 98.10 34.60%
29
98
‘ %, %] e e ‘
o) BRSNSV S R 4 ¥ M TR oMM RSN
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3343: Cyclohexane, methyl- Ea B e R maa)
55 83 4.20 4.40 4.60 4.80

m/z 39.10 22 .89%

5000 a1
98
69
27
" sell, so |l e || 77, a
ot 20l o8 L el e

m/z--> 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011320\
Data File : BG044021.D

Aca On : 13 Jan 2020 20:59

Operator :© JU

Sample : PB126034BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.05 9.05 ng 317745 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 35
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25

Abundance Scan 334 (5.050 min): BG044021.D (-328) (-) m/z 43.05 100.00%
43
59
5000
T "k 500 520 540
73 : : : :
0 ...,....,....,..?7.','....,??.'.,..‘?7.,....,??..,?3...,|....,. m/z 59.10 58.37%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 5.00 520 5.40
m/z 101.10 21.47%
15 31 101
0 25,7 37, 53, 83 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4489: Propane, 1-ethoxy-2-methyl-
50
480 5.00 520 5.40
5000 m/z 58.05 15.76%
73 102
0 "'l"ls"|""|""|""|'5:'3 i""l'“"l"??l'"'ll"'l'
m/z--> 10 20 40 50 6 70 8 9 100 110
Abundance #8344: 3-Hexanol, 4-methyl- A RanEs
50 4.80 5.00 520 5.40
m/z 41.10 9.40%
5000 41
31
| © g
O |'}§'|' "'I" 'Jllt' '|??H"|"' AR '|"'9?|""|
m/z--> 10 20 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011320\
Data File : BG044021.D

Aca On : 13 Jan 2020 20:59

Operator :© JU

Sample : PB126034BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 unknown7.48 Concentration Rank 1

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

7.48 85.37 ng 2996730 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
4 1-l1soauinolinemethanol. .alpha.-... 191 C12H17NO 114608-92-3 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 748 (7.482 min): BG044021.D (-740) (-) m/z 132.00 100.00%
132
5000 68
40 54 e . 720 740 7.60 7.80
o} o m/z 68.10 41.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 UL UL I UL L
7.20 7.40 7.60 7.80
31 51 m/z 134.00 34 .89%
0 [ L B SR S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14491: 5-Aminoindole
132
720 740 7.60 7.80
5000 m/z 66.10 26.28%
104
14 27 39 51 6\6 T g9 |15 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal A e
132 7.20 7.40 7.60 7.80
m/z 69.10 16.64%
5000 67
41 97
53
‘ ‘ 79 ‘ 117
0 ...|....“i“..“.‘.|“.“l‘.‘.“l‘..‘.‘k|....“lu.H.|....|....|....|.... R B A T
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG011320\
Data File : BG044021.D

Acq On : 13 Jan 2020 20:59

Operator : JU

Sample : PB126034BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.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]
Butane, 2-methoxy... 3.13 85.3 ng 2994690 1 7.95 702040 20.0
3-Penten-2-one, 4... 4._46 2.8 ng 97864 1 7.95 702040 20.0
2-Pentanone, 4-hy... 5.05 9.1 ng 317745 1 7.95 702040 20.0
unknown? .48 7.48 85.4 ng 2996730 1 7.95 702040 20.0
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