LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG013018\

Data File : BG032457.D

Acq On : 31 Jan 2018 00:45 Instrument :
Operator : SJ/JU BNA_G

Sample - J1364-06 ClientSampleld :
Misc - EQUIPMENT-BLANK
ALS Vial : 17 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_G\METHODS\8270-BG012918_.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 3.371 8 14 24 rBV5 22068 66112 2.22% 0.597%
2 3.470 24 31 45 rVB 88499 180639 6.07% 1.632%
3 6.156 481 488 500 rBv2 124909 259335 8.71% 2.343%
4 7.830 766 773 791 rBV 68323 155413 5.22% 1.404%
5 8.230 833 841 862 rBvY 315378 655496 22.02% 5.923%

8.711 916 923 932 rBV2 82196 157588 5.29% 1.424%
9.046 971 980 996 rBV 381880 732177 24 .60% 6.616%
9.910 1119 1127 1136 rBV 248473 496458 16.68% 4._.486%
11.590 1405 1413 1422 rBV 108517 209138 7.03% 1.890%
13.970 1811 1818 1831 rBV 977202 1596234 53.63% 14.423%

=
QO ~NO®

11 15.345 2045 2052 2064 rBB2 200690 331296 11.13% 2.993%
12 16.819 2297 2303 2319 rBvV 896654 1477534 49.64% 13.350%
13 18.077 2510 2517 2525 rBV2 291316 464344 15.60% 4._.196%
14 20.615 2943 2949 2956 rBV 2175379 2976346 100.00% 26.893%
15 22.407 3246 3254 3262 rBV2 344008 643234 21.61% 5.812%

16 26.079 3868 3879 3893 rvB2 202533 666122 22.38% 6.019%

Sum of corrected areas: 11067466
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG013018\

Data File : BG032457.D

Acq On : 31 Jan 2018 00:45

Operator : SJ/JU

Sample - J1364-06 :
Misc : EQUIPMENT-BLANK
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG012918_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG032457.D
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Abundance TIC: BG032457.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG013018\

Data File : BG032457.D

Acq On : 31 Jan 2018 00:45

Operator : SJ/JU

Sample - J1364-06 :
Misc : EQUIPMENT-BLANK
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG012918_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.47 22.93 ng 180639 1,4-Dichlorobenzene-d4 8.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 74
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 45
3 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 17
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 31 (3.470 min): BG032457.D (-24) (-) m/z 73.10 100.00%
7B
5000 F
43 55 87
| | 3.403.503.60 3.70 3.80 3.90
o} St SO WS TS N——— Y 5L W0 S ¥ 1]
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000
43 3.40 3.503.60 3.70 3.80 3.90
- 87 m/z 87.10 31.92%
0"|'"w"'mﬂ‘ﬁqhhj'w'”"ﬁ%"J”"|"'w"'}0%"|"'w""l"“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87
3.403.503.60 3.70 3.80 3.90
5000 41 55 m/z 55.10 29.11%
29
0 65 80 97 112 129
LN NI LI I VLI U IR IULLIR LRSS B S SRR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7506: 2-Methyl-5-hexen-3-ol
73 3.403.503.60 3.70 3.80 3.90
55 m/z 41.05 13.66%
43
5000
27
0"P%éﬁ'”'P'“I'”'P'”I'”'P'“?%”'P'“I'”'P"W'”'P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 3.40 3.503.60 3.70 3.80 3.90
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG013018\

Data File : BG032457.D

Acq On : 31 Jan 2018 00:45

Operator : SJ/JU

Sample - J1364-06 :
Misc : EQUIPMENT-BLANK
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEMI1I\BNA_G\METHODS\8270-BG012918.M

- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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 3 unknown8.23 Concentration Rank 2

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

8.23 83.19 ng 655496 1,4-Dichlorobenzene-d4 8.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 25
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 12

Abundance Scan 841 (8.230 min): BG032457.D (-833) (-) m/z 132.00 100.00%
5000
68
4 054 62||‘| B 6 104 7.80 8.00 8.20 8.40 8.60
e B S R | RSN | M. m/z 134.00 32.07%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R R UL L R
7.80 8.00 8.20 8.40 8.60
3 78 m/z 68.10 31.60%
1 33
44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”' T
m/z--> 30 40 50 70 80 90 100 110 120 130 140
Abundance
132
7.80 8.00 8.20 8.40 8.60
5000 67 m/z 66.10 23.10%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132 7.80 8.00 8.20 8.40 8.60
m/z 69.10 15.43%
5000
33 44 0 g7 105
o 0 T e | L owe
m/z--> 30 40 50 70 80 90 100 110 120 130 140 7.80 8.00 8.20 8.40 8.60
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG013018\

Data File : BG032457.D

Acq On : 31 Jan 2018 00:45

Operator : SJ/JU

Sample - J1364-06 :
Misc : EQUIPMENT-BLANK
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG012918_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]
Butane, 2-methoxy... 3.47 22.9 ng 180639 1 8.71 157588 20.0
unknown8.23 8.23 83.2 ng 655496 1 8.71 157588 20.0
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