LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022718\
Data File : BG032867.D

Aca On : 27 Feb 2018 22:57

Operator : SJ/JU

Sample : PB106879BL

Misc :

ALS Vial : 18 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-BG022118.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

3.347 5 10 23 rvVB 43319 72666 1.84% 0.316%
5.826 426 432 439 rBV2 30551 50873 1.29% 0.221%
rBv 1127918 1978649 50.08% 8.615%
8.018 796 805 819 rBV 1091443 2036666 51.55% 8.867%
8.429 867 875 887 rBV 1097232 2054425 52.00% 8.945%
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8.922 951 959 967 rVB 254648 460449 11.65% 2.005%
9.257 1008 1016 1026 rVB 849691 1557800 39.43% 6.782%
10.121 1154 1163 1176 rBV 637929 1206188 30.53% 5.251%
11.807 1440 1450 1459 rBV 366865 678856 17.18% 2.956%
14.162 1844 1851 1860 rBV 1736465 2824943 71.50% 12.299%

=
QO ~NO®

11 15.537 2077 2085 2093 rBV2 555848 899481 22.77% 3.916%
12 17.005 2327 2335 2356 rBV 1173090 1861319 47.11% 8.104%
13 18.262 2542 2549 2557 rBV2 702616 1091336 27.62% 4._.751%
14 20.783 2971 2978 2984 rBV 2972188 3950970 100.00% 17.202%
15 22.615 3282 3290 3302 rBV2 606781 1136627 28.77% 4.949%

16 26.428 3927 3939 3960 rBvV2 320859 1107251 28.02% 4.821%

Sum of corrected areas: 22968499
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022718\
Data File : BG032867.D

Aca On : 27 Feb 2018 22:57

Operator : SJ/JU

Sample : PB106879BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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: BG032867.D
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8.92
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Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG032867.D
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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 TIC: BG032867.D
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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:\HPCHEM1\BNA G\DATA\BG022718\
Data File : BG032867.D

Aca On : 27 Feb 2018 22:57

Operator : SJ/JU

Sample : PB106879BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 Propane, 2,2-dimethoxy- Concentration Rank 3

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

3.35 3.16 ng 72666 1,4-Dichlorobenzene-d4 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 72
2 N-EthvIformamide 73 C3H7NO 000627-45-2 9
3 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
4 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
5 Oxirane-2-carboxylic acid, ethyl... 116 C5H803 1000192-50-3 9

Abundance Scan 10 (3.347 min): BG032867.D (-5) (-) m/z 73.05 100.00%
7B
5000 43 /\
89
. 55 3.40 350 3.60 3.70 3.80
G A R R R AR KA A KRR S LA ARAS SRS AR LA m/z 43.05 48.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4788: Propane, 2,2-dimethoxy- //\\”NJM
73
5000 43 HRN AR IR U AR U
3.40 3.50 3.60 3.70 3.80
89 m/z 89.05 27 .21%
0'”P”W”LL”ﬂ””P”W””J“W”“P”W””P”W”“P”W””P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
30 73
1340 350 3.60 3.70 3.80
5000 m/z 41.05 11.29%
58
44
15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #32642: 1-Hexen-4-ol, 1-chloro-3,5-dimethyl-
73 3.40 3.50 3.60 3.70 3.80
m/z 42.05 8.84%
5000 55
43
o 2735, |, || 65 | 8189 101109 119 129137145
N R R R AL AR RARAA AR RAARA RAAAS LARR LARRS SARAS ARAN SARAN UK. HR AR IR U AR U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 3.40 3.50 3.60 3.70 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022718\
Data File : BG032867.D

Aca On : 27 Feb 2018 22:57

Operator : SJ/JU

Sample : PB106879BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 4

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

5.83 2.21 ng 50873 1,4-Dichlorobenzene-d4 8.92
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 2-Butanol. 1l-chloro- 108 C4HOCIlO 001873-25-2 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 433 (5.832 min): BG032867.D (-426) (-) m/z 43.05 100.00%
43
59
5000
| o 1‘|’1 540 560 580 6.00 6.20
o} S X 1 Y| AN m/z 59.05 56.75%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ARAN AR RS AR A
540 560 5.80 6.00 6.20
59 m/z 58.05 20.19%
0 21 371, 53 ‘ o7 778 a1 O
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
- 540 560 580 6.00 6.20
5000 m/z 101.05 16.28%
29 101
o 15 37 51 73 8 9
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime e
43 540 560 580 6.00 6.20
m/z 41.05 9.67%
5000
101
o 15 253137 [ 5 %8 6 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.40 560 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022718\
Data File : BG032867.D

Aca On : 27 Feb 2018 22:57

Operator : SJ/JU

Sample : PB106879BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 unknown8.43 Concentration Rank 1

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

8.43 89.24 ng 2054430 1,4-Dichlorobenzene-d4 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 N-(-phenvlisopropvDbenzaldimine 223 C16H17N 1000379-01-3 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 875 (8.429 min): BG032867.D (-867) (-) m/z 131.95 100.00%
132
5000 68
96 R SR RS AR B
40 g 85 | . 115 J 8.00 8.20 8.40 8.60 8.80
o} s O o R I m/z 68.05 41.48%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I R UL UL
8.00 8.20 8.40 8.60 8.80
31 51 m/z 133.95 33.65%
0 ‘wl'H'Pl”j?”"lm"l”" DN SN S SR S
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
132
8.00 820 8.40 8.60 8.80
5000 67 m/z 66.05 26.89%
41 97
53
79 117
e S L S B W L L I IS B W
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #80319: N-(-phenylisopropyl)benzaldimine A e R B
132 8.00 8.20 8.40 8.60 8.80
m/z 69.05 16.08%
5000
105
91
39 51 65 77 | 117 | 145 165 180 208 222
m/z--> 4'0 60 80 1(')0 120 140 160 180 200 220 800 8.20 840 8.60 8.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022718\
Data File : BG032867.D

Acq On : 27 Feb 2018 22:57

Operator : SJ/JU

Sample : PB106879BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propane, 2,2-dime... 3.35 3.2 ng 72666 1 8.92 460449 20.0
2-Pentanone, 4-hy... 5.83 2.2 ng 50873 1 8.92 460449 20.0
unknown8 .43 8.43 89.2 ng 2054430 1 8.92 460449 20.0
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