LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101475.D

Acq On : 18 Dec 2017 12:48

Operator : SJ/JU

Sample : PB105093BL

Misc :

ALS Vial : 4 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:\HPCHEMI1\BNA_F\METHODS\8270-BF121417 .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 3.528 240 245 265 rBV 441442 790078 16.56% 1.866%
2 4.410 390 395 414 rBV 1846286 2364822 49.56% 5.586%
3 5.040 497 502 524 rBV 1010078 1679051 35.19% 3.966%
4 5.440 565 570 595 rBV 3473313 4088961 85.69% 9.658%
5 6.451 737 742 759 rBV 3208359 4046819 84.81% 9.559%

6.581 759 764 767 rBV 3801770 3808965 79.82% 8.997%
6.804 799 802 811 rBV 1066900 954342 20.00% 2.254%
3100747 3181832 66.68% 7.516%
7.375 894 899 917 rBV 2486257 2741420 57.45% 6.475%
8.087 1016 1020 1035 rBV 1273393 1276053 26.74% 3.014%
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11 9.163 1197 1203 1206 rBV 4279990 4596414 96.33% 10.857%
12 9.792 1302 1310 1314 rBV2 59333 105222 2.21% 0.249%
13 9.845 1314 1319 1329 rVB 1408745 1428632 29.94% 3.375%
14 10.639 1450 1454 1468 rBV 2575336 2706351 56.72% 6.393%
15 11.333 1568 1572 1581 rBV 1468101 1580899 33.13% 3.734%

16 12.922 1837 1842 1845 rBV 4207007 4771751 100.00% 11.271%
17 13.986 2019 2023 2033 rBVY 1333784 1452781 30.45% 3.432%
18 15.457 2268 2273 2287 rVB2 482177 761613 15.96% 1.799%

Sum of corrected areas: 42336006
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121817\
Data File : BF101475.D

Acq On : 18 Dec 2017 12:48

Operator : SJ/JU

Sample : PB105093BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEMI\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF101475.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101475.D

Acq On : 18 Dec 2017 12:48

Operator : SJ/JU

Sample : PB105093BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4-Penten-2-one, 4-methyl- Concentration Rank 5

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

3.53 16.56 ng 790078 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 80
2 5-Hexen-2-one 98 C6H100 000109-49-9 40
3 4-Penten-2-one, 3-methyl- 98 C6H100 000758-87-2 36
4 Methyl 1-methylcyclopropyl ketone 98 C6H100 001567-75-5 16
5 2-Pentanone, 3-methylene- 98 C6H100 004359-77-7 9

Abundance Scan 245 (3.528 min): BF101475.D (-240) (-) m/z 43.00 100.00%
a3
5000
S 83 o5 320 340 360 380
| A OVU PR S0 0 -1 AN NN S m/z 83.00 10.38%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3224: 4-Penten-2-one, 4-methyl-
43
5000
320 3.40 3.60 3.80
m/z 39.00 9.26%
0 . 37, 49 % 63 69 77 8\3 91 98
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
43
320 340 360 380
5000 m/z 55.10 5.70%
55
PR SN NN RN T £ o B S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3222: 4-Penten-2-one, 3-methyl- A REEEE RS Ly
43 320 3.40 3.60 3.80
m/z 41.10 4_15%
5000
27
0 |37, 49‘5\5 61 67 77 83 9?
m/z--> 10 20 30 40 50 60 70 8 90 100 320 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101475.D

Acq On : 18 Dec 2017 12:48

Operator : SJ/JU

Sample : PB105093BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3

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

4.41 49.56 ng 2364820 1,4-Dichlorobenzene-d4 6.80
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 90
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 86

Abundance Scan 395 (4.410 min): BF101475.D (-390) (-) m/z 55.10 100.00%
55 83
5000
43 98 Ak
T
50 4.00 420 4.40 4.60 4.80
0 ...,....,....,..?7:‘;':...;'..:.?1..‘?7.,...7?,..'..,....~,...., m/z 83.10 98.31%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 43 NSRRI SRR
29 98 4.00 4.20 4.40 4.60 4.80
m/z 43.00 42 .53%
0 \‘\ 37\‘\\\ 49\ ‘ | 61 67 7 ! 89 .
miz--> 10 20 30 4 50 60 70 8 9 100
Abundance
83
55 400 420 440 460 480
5000 43 m/z 98.10 34 _55%
98
29
0 23 37 49 63 69 77 91
miz--> 10 20 30 4 50 60 70 8 9 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- e
5 83 4.00 420 4.40 4.60 4.80
m/z 39.00 29.06%
41
5000 7 o8
15 ‘ 69
| .,..::M.34.a;:..4?HM UL 0 RN/ . PN £ S —
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101475.D

Acq On : 18 Dec 2017 12:48

Operator : SJ/JU

Sample : PB105093BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.04 35.19 ng 1679050 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 502 (5.040 min): BF101475.D (-497) (-) m/z 43.00 100.00%
43
59
5000
1o 4.80 5.00 520 5.40
o...,....,....,....','::..?.1.:!,...‘??....,?.3..,...:,|....,....,....,....,...., m/z 59.10 57.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A UL L L A
59 480 500 520 5.40
m/z 101.10 18.92%
15 31 101
0 ‘ Tl Ly 51 . 83 ‘
LR RS AR RS SRS RERLA RS NN RARLS RS SARSS LS LSS SARS SARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 480 500 520 5.40
5000 m/z 58.00 15.12%
29 101
ok 2 73 83
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
59 4.80 5.00 520 5.40
m/z 41.10 8.80%
5000 41
68
0 150 . 126 147
”W'”W”'W””I””P'”P”'P”W'”W”'W””I“”P'“P'”P“'I U R S IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101475.D

Acq On : 18 Dec 2017 12:48

Operator : SJ/JU

Sample : PB105093BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.58 Concentration Rank 1

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

6.58 79.82 ng 3808970 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 764 (6.581 min): BF101475.D (-759) (-) m/z 132.00 100.00%
5000 68
40 % J 620 640 660 6.80 7.00
54 : : : :
o qrer lasus o | TW/z 68.10  40.34%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 ARSI NRASE SRR
o7 620 640 6.60 6.80 7.00
. 117 m/z 134.00 33.00%
0 |....|.... ....|.8.8..|1.0.6..|... T
m/z--> 20 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 660 6.80 7.00
5000 gg 116 m/z 66.00 26.08%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180 n
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- A e e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.03%
117
5000
29 91
27 7 51 65 77 ‘ 105 ‘
0||‘||||||“|‘||‘l‘|||“|||||||||l‘|l“|||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121817\
Data File : BF101475.D

Acq On : 18 Dec 2017 12:48

Operator : SJ/JU

Sample : PB105093BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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]
4-Penten-2-one, 4... 3.53 16.6 ng 790078 1 6.80 954342 20.0
3-Penten-2-one, 4... 4.41 49.6 ng 2364820 1 6.80 954342 20.0
2-Pentanone, 4-hy... 5.04 35.2 ng 1679050 1 6.80 954342 20.0
unknown6 .58 6.58 79.8 ng 3808970 1 6.80 954342 20.0
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