LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120117\
Data File : BG031333.D

Aca On : 2 Dec 2017 00:39

Operator : SJ/JU

Sample : 16653-06

Misc :

ALS Vial : 19 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 G\METHODS\8270-BG111017.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

5.204 321 326 337 rVB3 42598 71590 1.10% 0.284%
5.686 402 408 424 rBvV 515688 916577 14.08% 3.639%
rBv 310840 606533 9.31% 2.408%
7.660 737 744 765 rVB 924114 1708223 26.23% 6.782%
8.130 816 824 831 rBV 203183 370524 5.69% 1.471%
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8.453 867 879 891 rBvV 900247 1646712 25.29% 6.538%
9.300 1014 1023 1042 rBvV 642175 1269334 19.49% 5.039%
10.945 1295 1303 1318 rBVY 271237 558257 8.57% 2.216%
11.785 1436 1446 1454 rBV6 59907 193036 2.96% 0.766%
11.902 1462 1466 1479 rVB3 26091 65445 1.01% 0.260%

=
QO ~NO®

11 13.371 1709 1716 1736 rBV 2167840 3543707 54.42% 14.069%
12 14.752 1944 1951 1961 rVB2 487293 836296 12.84% 3.320%
13 16.238 2197 2204 2223 rBV 1729756 2822978 43.35% 11.208%
14 17.490 2410 2417 2432 rBV2 770223 1167729 17.93% 4.636%
15 20.081 2852 2858 2869 rBV 4772984 6511905 100.00% 25.853%

16 21.761 3137 3144 3161 rVB 864275 1491370 22.90% 5.921%
17 25.058 3694 3705 3717 rBV2 487356 1407534 21.61% 5.588%

Sum of corrected areas: 25187750
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA G\DATA\BG120117\

BG031333.D

2 Dec 2017 00:39

SJ/JuU

16653-06

19 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG111017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BG031333.D

7.66 8.45

5.69 9.30
7.30 10.94

5.20 8.13 14180

0

Time--> 3. 50

7.00 750 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250

4.00 450 500 550 600 6.50

Abundance

4000000

3000000

2000000

1000000

13.37

TIC: BG031333.D

20.08

16.24

17.49 21.76

14.75

0

Time-->

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

4000000

3000000

2000000

1000000

TIC: BG031333.D

25.06

O ==
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:\HPCHEM1\BNA G\DATA\BG120117\
Data File : BG031333.D

Aca On : 2 Dec 2017 00:39

Operator : SJ/JU

Sample : 16653-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 4

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

5.20 3.86 ng 71590 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 38
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
3 Dimethadione 129 C5H7NO3 000695-53-4 28
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 27
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25

Abundance Scan 325 (5.198 min): BG031333.D (-321) (-) m/z 43.00 100.00%
a3
59
5000
69 83 4.80 5.00 520 5.40 5.60
o...,....,....,....',"....?.1.'!'!;....',....,.'...,...'.-,|....1,1.1...,....,...., m/z 59.00 56.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRS SR LR
59 480 5.00 520 5.40 5.60
m/z 101.00 20.29%
15 31 101
0 ‘ Tl N 50 . 83 .
L IR IR NI LI IR LR VLI IR LSS AN SRS RS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59
480 500 520 540 5.60
5000 m/z 58.00 17.23%
a1 101
o 15 3t 51 69 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12814: Dimethadione
43 5o 480 5.00 520 5.40 5.60
m/z 41.10 9.41%
5000
129
0 5 27 36M‘ 52 || 70 78 86 114
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120117\
Data File : BG031333.D

Aca On : 2 Dec 2017 00:39

Operator : SJ/JU

Sample : 16653-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 unknown7.66 Concentration Rank 1

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

7.66 92.21 ng 1708220 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 744 (7.660 min): BG031333.D (-737) (-) m/z 131.95 100.00%
132
5000 68 ]\y
40 54 7w 105 116 740 7.60 7.80 8.00
o} R B m/z 68.00 37 .44%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U SR UL R
7.40 7.60 7.80 8.00
2 51 78 m/z 134.00 32.96%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
740 7.60 7.80 8.00
5000 67 m/z 66.00 24 .59%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl L e LB i e
57 132 740 7.60 7.80 8.00
24 m/z 69.00 15.68%
5000 og M°
o ,\MI 89 | dor ‘-“.--‘”- s 189
m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120117\
Data File : BG031333.D

Aca On : 2 Dec 2017 00:39

Operator : SJ/JU

Sample : 16653-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 Thiophene, 2-ethyltetrahydro- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.78  6.92ng 193036  Naphthalene-d8 10.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Thiophene. 2-ethvltetrahvdro- 116 C6H12S 001551-32-2 64

116 C6H16N2 004986-50-9 52
006135-54-2 50
022790-12-1 43

1000351-90-7 43

2 Hvdrazine. 1.1-dipropvl-
3 1.3-Dioxolane. 2-(1.1-dimethvlet... 144 C8H1602

4 Tetraethvlene alvcol. diacetate 278 C12H2207
5 2-[2-[2-[2-[2-[2-(2-Acetyloxyeth. .. 410 C18H34010

Abundance Scan 1445 (11.779 min): BG031333.D (-1436) (-) m/z 87.00 100.00%
g7
5000
41 116 130
|| 5( g 01 . | s 11.40 11.60 11.80 12.00
Ol ettt s bt f 2l LIS 188 Tm/z 130.10  27.48%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8239: Thiophene, 2-ethyltetrahydro-
87
5000
. 45 116 11.40 11.60 11.80 12.00
m/z 41.10 24 .25%
‘ ‘ ‘ 59 g7 101
0..,.Jl“..?ﬁ:.ﬁ.?EMHP”.M,Zﬁ.,:NJ\....m...,”..,.”.,..”,....“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
87
45 IIIIIIIIIIIIIIIIIIIII
11.40 11.60 11.80 12.00
5000 m/z 116.00 21.93%
116
27
56 70
04
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21029: 1,3-Dioxolane, 2-(1,1-dimethylethyl)-2-methyl-
87 11.40 11.60 11.80 12.00
m/z 43.10 21.32%
5000
43
129
29 Yoon 99
Onlnuq.“uﬁu”,”.w.”upnnln.h.”NP.H,H.W.H.P.”,”.W. R o REAE S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120117\
Data File : BG031333.D

Aca On : 2 Dec 2017 00:39

Operator : SJ/JU

Sample : 16653-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 5 unknownl11.90 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.90 2.34 ng 65445 Naphthalene-d8 10.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanoic acid. 2-propvl-. methv... 186 C11H2202 056247-53-1 25
2 7-Octen-3-ol. 2.3.6-trimethvl- 170 C11H220 118989-21-2 17
3 Cvclobutanecarboxvlic acid. 1-am... 115 C5H9NO2 022264-50-2 10
4 Cvclopropanecarboxvlic acid. 6-c... 204 C10H17Cl02 1000331-01-6 10
5 4-Octanol, 4-methyl- 144 C9H200 023418-37-3 10
Abundance Scan 1466 (11.902 min): BG031333.D (-1462) (-) m/z 102.00 100.00%
87 102
5000
43 -
|‘ || | | 129 147 11.60 11.80 12.00 12.20
Orrrprrrrprrrtebe e et reblh et e et el e || M/Zz 87.00  96.32%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #50152: Heptanoic acid, 2-propyl-, methyl ester
87
5000
116 11.60 11.80 12.00 12.20
43 55 101 143 m/z 43.00 30.71%
2 | @ 157
0"'I"""I""‘I*'"I''*"I""I""'I""'ll""l""l""I"""I""I”"I"""I"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43 87
LR B BN SN SRR
69 11.60 11.80 12.00 12.20
5000 109 m/z 55.05 23.85%
55
27
o 79 97 127 137 155
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7768: Cyclobutanecarboxylic acid, 1-amino- B BRI e e
11.60 11.80 12.00 12.20
m/z 71.10 22.81%
42
5000
70
0 ‘\ \‘ ?5 L \‘ l 115
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.60 11.80 12.00 12.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120117\
Data File : BG031333.D

Acq On : 2 Dec 2017 00:39

Operator : SJ/JU

Sample - 16653-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017 .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... 5.20 3.9 ng 71590 1 8.12 370524 20.0
unknown7 .66 7.66 92.2 ng 1708220 1 8.12 370524 20.0
Thiophene, 2-ethy... 11.78 6.9 ng 193036 2 10.94 558257 20.0
unknownl11.90 11.90 2.3 ng 65445 2 10.94 558257 20.0
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