LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021517\
Data File : BF092978.D
Acq On : 16 Feb 2017 6:00 Instrument :
Operator : SJ/MA gﬁA{s el

- _ lentosampleld :
3?22'6 : 11790-02 38-WCS021017-0-15
ALS Vial : 28 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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 height area % max. total
1 2.578 30 43 45 rvB2 21903 115703 2.29% 0.261%
2 2.716 53 55 63 rvB 201426 276149 5.47% 0.622%
3 4.419 201 204 209 rBvY 718830 1044418 20.70% 2.354%
4 5.070 258 261 271 rBV 1391497 2270875 45.00% 5.118%
5 5.482 294 297 300 rBV 3639382 4766578 94.45% 10.743%

6.522 384 388 390 rBV 3249935 4867070 96.44% 10.969%
6.590 392 394 396 rVB 209194 162336 3.22% 0.366%
4465849 5046642 100.00% 11.374%
6.876 416 419 421 rBvV 946613 1049854 20.80% 2.366%
7.025 430 432 435 rBV 2940487 3840088 76.09% 8.655%
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11 7.436 465 468 471 rBV 2283865 3490850 69.17% 7.868%
12 8.156 528 531 533 rBV 1634422 1443088 28.60% 3.252%
13 9.231 622 625 628 rBV 4820955 4858301 96.27% 10.950%
14 9.905 681 684 686 rBV 1692445 1441318 28.56% 3.248%
15 10.694 750 753 756 rBV 2391145 2537761 50.29% 5.720%

16 11.391 811 814 816 rBV 1355868 1270986 25.18% 2.865%
17 12.979 950 953 955 rBV 3748029 4146243 82.16% 9.345%

18 14.020 1042 1044 1047 rBvV 900707 892999 17.69% 2.013%
19 15.460 1167 1170 1177 rBV 640709 848100 16.81% 1.911%

Sum of corrected areas: 44369359
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF021517\
BF092978.D

16 Feb 2017 6:00

SJ/MA

11790-02

28 Sample Multiplier: 1

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

38-WCS021017-0-15
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0

9.23
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TIC: BF092978.D
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TIC: BF092978.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF021517\

Data File : BF092978.D

Acq On : 16 Feb 2017 6:00

Operator : SJ/MA

ﬁ?ggle i 11790-02 38-WCS021017-0-15
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.42 19.90 ng 1044420 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86

Abundance Scan 204 (4.419 min): BF092978.D (-201) (-) m/z 55.10 100.00%
55
5000 43
98
4.00 4.20 4.40 4.60 4.80
...,....,....,...3?|,-':..‘.‘?'.|..'.,‘??..,7?..77.,.:..8?....,.... m/z 83.10 96.42%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3179: 3-Penten-2-one, 4-methyl-
55 83
43
5000 23 %8 400 420 440 4.60 4.80
m/z 43.10 47 .72%
23‘M 37 49 || 6167 77 | 92
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
83
% INSEBESSEBEAARBENAEE N
43 4.00 420 4.40 4.60 4.80
5000 m/z 98.10 34.52%
29
98
37 49 62 69
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3342: 2-Pentene, 3,4-dimethyl-, (2)- R e e
5 83 4.00 4.20 4.40 4.60 4.80
m/z 39.10 26.60%
41
5000
27 98
15 ‘ 69
"'l""'l"‘l‘l""i J"%?“Ml '|§§'M“ "??l” l"?%' T T [rrrr T
m/z--> 10 20 30 40 50 60 70 8 90 100 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF021517\

Data File : BF092978.D

Acq On : 16 Feb 2017 6:00

Operator : SJ/MA

ﬁ?ggle i 11790-02 38-WCS021017-0-15
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.07 43.26 ng 2270880 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 261 (5.070 min): BF092978.D (-258) (-) m/z 43.10 100.00%
43
59
5000
1o 480 500 520 540
el (S8l Th 8389 | 15 n/z 59.10 57.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R U L RS A
59 480 500 5.20 540
m/z 101.10 16.76%
25 3 37 ‘ 83 g3 %
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
59
480 500 520 540
5000 m/z 58.10 15.70%
41
9 101
53 73 86
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8114: 3-Hexanol, 4-methyl- A REm o R
59 4.80 5.00 5.20 5.40
m/z 41.10 9.18%
5000 41
31
| [
"|'%?'|"jl|""“*t"|??w'"'"i""|""|'“%%""|""|" IR UL L L I
m/z--> 10 20 30 40 50 70 80 90 100 110 120 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF021517\

Data File : BF092978.D

Acq On : 16 Feb 2017 6:00

Operator : SJ/MA

ﬁ?ggle i 11790-02 38-WCS021017-0-15
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Propylene Carbonate Concentration Rank 6

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

6.59 3.09 ng 162336 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propylene Carbonate 102 C4H603 000108-32-7 78
2 Formic acid, chloro-, (3,4,4-tri... 194 C7H11Cl104 107323-92-2 23
3 Acetone 58 C3H60 000067-64-1 16
4 Butane 58 C4H10 000106-97-8 9
5 Formic acid, 2-propenyl ester 86 C4H602 001838-59-1 9

Abundance Scan 394 (6.590 min): BF092978.D (-392) (-) 57.10 100.00%
57
5000
87
6.20 6.40 6.60 6.80 7.00
...,....,....,....',-!!-..,...I,....,7.?..,...|.,....1,9.2..,....,....,....,... m/z 43.05 96.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4140: Propylene Carbonate
57
43
28
5000 AN AR AR AN
6.20 6.40 6.60 6.80 7.00
87 m/z 87.00 21.20%
"'I”"I“"I”"“"I”"I'”'Z%'7ﬁ"'ﬁ"'i9?'ﬁ"'W"”I"”I'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
6.20 640 6.60 6.80 7.00
5000 m/z 58.00 16.13%
58
36 51 || 65 77 93 100 121128136
TWWTWWTTWTWWTWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #208: Acetone -|----|---r44---|----|--
43 6.20 6.40 6.60 6.80 7.00

m/z 42_.05 9.79%

5000

58

15
27
\‘ 1 36 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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\BF021517\

Data File : BF092978.D

Acq On : 16 Feb 2017 6:00

Operator : SJ/MA

ﬁ?ggle i 11790-02 38-WCS021017-0-15
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 6 unknown6.65 Concentration Rank 1

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

6.65 96.14 ng 5046640 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 399 (6.647 min): BF092978.D (-396) (-) m/z 132.10 100.00%
5000 68
96 R S L L
40 54 -8 | 106 6.40 6.60 6.80 7.00
AN N - A | N m/z 68.10 40.81%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 IR S L L
a1 o7 6.40 6.60 6.80 7.00
53 117 m/z 134.10 32.94%
79
R e |||]|-0|7| |“|||H||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.10 25.60%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl T A T AREm
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 15.71%
5000 og 116
e el rmhl‘ﬁll 158 ..,.1??. SN § G—
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF021517\

Data File : BF092978.D

Acq On : 16 Feb 2017 6:00

Operator : SJ/MA

ﬁ?ggle i 11790-02 38-WCS021017-0-15
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
3-Penten-2-one, 4. .. 4.42 19.9 ng 1044420 1 6.88 1049850 20.0
2-Pentanone, 4-hy... 5.07 43.3 ng 2270880 1 6.88 1049850 20.0
Propylene Carbonate 6.59 3.1 ng 162336 1 6.88 1049850 20.0
unknown6 .65 6.65 96.1 ng 5046640 1 6.88 1049850 20.0
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