LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121417\
Data File : BG031570.D

Aca On : 14 Dec 2017 22:18

Operator : SJ/JU

Sample : 16884-07

Misc :

ALS Vial : 11 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-BG121117.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

4_.560 211 216 228 rBV 133909 226855 3.57% 1.001%
5.177 311 321 334 rBV 1876486 2951383 46.45% 13.021%
rBv2 119981 239523 3.77% 1.057%
7.275 672 678 689 rBvV 88945 185863 2.93% 0.820%
7.633 732 739 749 rBV 316815 621936 9.79% 2.744%
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8.097 812 818 829 rBV 229462 411517 6.48% 1.816%
8.421 864 873 883 rBvV 878017 1594530 25.10% 7.035%
8.755 923 930 944 rBV2 31125 71101 1.12% 0.314%
9.267 1008 1017 1037 rBV 554463 1104426 17.38% 4._.873%
10.912 1290 1297 1305 rBV 260658 549536 8.65% 2.424%

=
QO ~NO®

11 13.344 1704 1711 1732 rBV 2040144 3280165 51.62% 14.472%
12 14.725 1937 1946 1963 rBV3 472133 829811 13.06% 3.661%
13 16.229 2197 2202 2212 rBV2 57077 118737 1.87% 0.524%
14 17.469 2406 2413 2427 rBV2 666867 1161842 18.29% 5.126%
15 20.060 2848 2854 2865 rBV 4643548 6353841 100.00% 28.032%

16 21.734 3133 3139 3153 rBv2 880980 1583668 24.92% 6.987%
17 25.019 3685 3698 3716 rBV2 435768 1381336 21.74% 6.094%

Sum of corrected areas: 22666070
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG121417\

BG031570.D

14 Dec 2017 22:18

SJ/Ju

16884-07

11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BG031570.D

8.42

9.27
7.63

4.56 7.27

5. 66 8. 76

10.91

Time--> 3.50

S N | S A

7.50 8.00 8.50

4.00 450 5.00 550 6.00 6.50 7.00

T T I T T
9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

4000000

3000000

2000000

1000000

TIC: BG031570.D

13.34

17.47
14.72

16.23

20,06

-
Lo

21.73

Time-->

Oty
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: BG031570.D

25.02

Orrrer

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

8270-BG121117.

M Fri Dec 15 13:53:45 2017
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121417\
Data File : BG031570.D

Aca On : 14 Dec 2017 22:18

Operator : SJ/JU

Sample - 16884-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4._.56 11.03 ng 226855 1,4-Dichlorobenzene-d4 8.10
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 90
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80

Abundance Scan 216 (4.560 min): BG031570.D (-211) (-) m/z 83.00 100.00%

55.1 84.0
5000 43.0 98.0

420 440 460 480

67.0
o...,”..,”..,”.:,u..ﬂl:.,”..,”.u,n..,”.u,”.. m/z 55.10 96.16%
m/z--> 10 20 30 40 60 70 80 90 100
Abundance #3246: 3- Penten 2-one, 4-methyl-
55.0 83.0
5000 430 LA L L L L L L LB L

2.0 98.0 420 4.40 4.60 4.80
m/z 43.00 39.00%

“ ‘\\ M‘ 670750 |
0...,....,....,....,....,....,....,....,....,....,....
m/z--> 10 20 40 50 60 70 80 90 100
Abundance
83.0

550 R T T TR
) 420 4.40 4.60 4.80
5000 43.0 m/z 98.00 38.76%
98.0
29.0
69.0
o} NS ¥ S 14 T L FAOSR S TN
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- R o R
55.0 83.0 420 440 460 480

m/z 39.10 23.98%

41.0
5000 270 8.0
15.0 ‘ 69.0
0 ‘ \‘ 1 m\‘ ‘ | ‘\

m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 440 4.60 4.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121417\
Data File : BG031570.D

Aca On : 14 Dec 2017 22:18

Operator : SJ/JU

Sample - 16884-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.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 1

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

5.18 143.44 ng 2951380 1,4-Dichlorobenzene-d4 8.10
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Acetone 58 C3H60 000067-64-1 10
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 321 (5.177 min): BG031570.D (-311) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 Y U
480 5.00 520 5.40 5.60
83.0
0...,....,....,....,....','.':..,..-.'.l,...7.,1;9..,.'...,...:,|....,....,....,....,...., m/z 59.10 64.14%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR S IR L
480 5.00 520 5.40 5.60
59.0 1010 m/z 101.00 22.37%
27.0 :
0”W””P”W””P”W””P”W”Z%Qﬁ%RP”W””P”W””P”W””
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540 560
5000 41.0 m/z 58.10 16.11%
o 73.0 126.0 1420
L LR R A R AR AR RAARN RERRA RRALS LR LAY LAY LAY LA KRS N
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #214: Acetone LI LI LI L L B B
43.0 480 5.00 520 5.40 5.60
m/z 41.10 9.78%
5000
15.0
58.0
27.0
0“EP“HLWHWV“NL“P“WH“V“W““V“W““V“W““V“W““l AR S U L
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121417\
Data File : BG031570.D

Aca On : 14 Dec 2017 22:18

Operator : SJ/JU

Sample - 16884-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.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 unknown7.63 Concentration Rank 3

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

7.63 30.23 ng 621936 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 35
2 N-(-phenvlisopropvD)benzaldimine 223 C16H17N 1000379-01-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Ethvilphenvl isocvanate 147 C9HONO 023138-50-3 10
5 3H-Benzo[4,5]imidazo[1l,2-c]Joxazo... 218 C12H14N202 1000316-99-9 10

Abundance Scan 738 (7.627 min): BG031570.D (-732) (-) m/z 132.00 100.00%
13%.0
o | 0 o 720 TH Th0 7HD 85
O I s m/z 68.00 39.05%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
sooof - °1 T e Tk e
41.0 970 m/z 134.00 33.78%
“‘ M \H 1l \‘ ‘\ Il
0 U R L N R R LR SRR RN LR RN LR N R
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.00 25.56%
105.0
ol 5LO 7.0 165.0 2080
m/z--> Jo éo éo 160 150 150 160 180 200 220 240 2éo 2éo
Abundance #52379: Tranylcypromine-propionyl e N BEEm s L s
57.0 132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 16.84%
5000 98.0
77.0
NN O T - U AU £ GO
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 7.20 7.40 7. 60 7.80 8.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121417\
Data File : BG031570.D

Aca On : 14 Dec 2017 22:18

Operator : SJ/JU

Sample - 16884-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.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 2-Cyclohexen-1-one, 3-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
" 8.76 3.46ng 71101 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-Cvclohexen-1-one. 3-methvl- 110 c7HI00 001193-18-6 91

087791-00-2 74
001123-09-7 59

2 2-Cvclohexen-1-one. 6-(l-hvdroxyv... 168 C10H1602
3 2-Cvclohexen-1-one. 3.5-dimethvl- 124 C8H120

4 Furan, 3-methvl- 82 C5H60 000930-27-8 47
5 1H-Pyrazole, 3-methyl- 82 C4H6N2 001453-58-3 42
Abundance Scan 931 (8.761 min): BG031570.D (-923) (-) m/z 82.00 100.00%
82.0
5000
39.0 540 110.0
S e
| 67.0 951 8.40 8.60 8.80 9.00
¥ | A PRSP A SN SN NNNRS——— Y5205 o D0 [0 I L1 1]
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #5847: 2-Cyclohexen-1-one, 3-methyl-
82.0
5000 e e
300 540 110.0 8.40 8.60 8.80 9.00
m/z 39.00 29.76%
27.0 67.0
S Y U O ... N
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
82.0
8.40 8.60 8.80 9.00
5000 43.0 110.0 m/z 54.00 27.72%
54.0
27.0
o 67.0 95.0 122.0 135.0 150.0
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #10557: 2-Cyclohexen-1-one, 3,5-dimethyl- R R B
83.0 8.40 8.60 8.80 9.00
m/z 53.00 11.27%
5000
300 54.0
27.0 - 124.0
0 ‘ ‘ iR 67\ 0 1 95.0 109.0
R i o R o
nm/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.40 8.60 8.80 9.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG121417\
Data File : BG031570.D

Acq On : 14 Dec 2017 22:18

Operator : SJ/JU

Sample - 16884-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG121117 .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]
3-Penten-2-one, 4... 4.56 11.0 ng 226855 1 8.10 411517 20.0
2-Pentanone, 4-hy... 5.18 143.4 ng 2951380 1 8.10 411517 20.0
unknown7 .63 7.63 30.2 ng 621936 1 8.10 411517 20.0
2-Cyclohexen-1-on. .. 8.76 3.5 ng 71101 1 8.10 411517 20.0
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