LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111217\

Data File : BF100485.D

Aca On - 12 Nov 2017 13:14 Instrument :
Operator : SJ/JU BNA_F

Sample  : 16402-10 Gl
Misc i 110717-JETT-E-D-S
ALS Vial : 54 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 F\METHODS\8270-BF110817.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
1 2.204 16 20 39 rvB3 102363 212839 5.35% 0.921%
2 5.116 512 515 525 rBV 240909 273016 6.86% 1.182%
3 5.516 578 583 586 rBY 1496180 1357732 34.10% 5.877%
4 6.516 749 753 756 rBVY 1128115 846915 21.27% 3.666%
5 6.669 774 779 782 rBVY 2558055 2262020 56.82% 9.791%

6.898 815 818 822 rBV 877959 767026 19.27% 3.320%
7.057 841 845 849 rvB 2935830 2967767 T74.54% 12.846%
7.463 909 914 917 rBV 2241818 2479039 62.27% 10.730%
8.181 1032 1036 1040 rBV 1107372 938029 23.56% 4._.060%
9.263 1214 1220 1223 rBV 3783458 3981352 100.00% 17.233%

=
QO ~NO®

11 9.939 1328 1335 1347 rBvV 940798 916772 23.03% 3.968%
12 10.722 1464 1468 1485 rBV 1353265 1266308 31.81% 5.481%
13 11.422 1583 1587 1591 rBV 857295 713129 17.91% 3.087%
14 12.821 1822 1825 1828 rBV 70479 49784 1.25% 0.215%
15 13.010 1852 1857 1860 rBV 3039835 2873472 T72.17% 12.438%

16 14.063 2032 2036 2046 rBvV 753148 705747 17.73% 3.055%
17 15.545 2283 2288 2300 rVB 357636 492262 12.36% 2.131%

Sum of corrected areas: 23103209

8270-BF110817.M Mon Nov 13 17:26:37 2017 Page: 1



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 F\DATA\BF111217\

BF100485.D

12 Nov 2017 13:14

SJ/Ju

16402-10

54 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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3500000

3000000

2500000

2000000

1500000
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8.18

TIC: BF100485.D

13.01

10.72
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k 12.82
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Time-->
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TIC: BF100485.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111217\
Data File : BF100485.D

Aca On : 12 Nov 2017 13:14

Operator : SJ/JU

Sample = 16402-10

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : 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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.20 5.55 ng 212839 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 10
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 19 (2.199 min): BF100485.D (-16) (-) m/z 73.00 100.00%
74.0
5000 43.0 f\
55.0 87.1
36.0 | | 2.20 2.30 2.40 2.50 2.60
SNSRI -/ | RSSO FPSOPSSININP M AN AN m/z 43.05 40.53%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 U IR UGS IR UM AR
430 2.20 2.30 2.40 2.50 2.60
55 87.0 m/z 55.00 27.43%
29.0
"P"““""”'”'I""I"'W'l"l""l”"I""I
m/z--> 20 30 70 80 90 100
Abundance
73.0
2.20 2.30 2.40 2.50 2.60
5000 43.0 m/z 87.10 24 .33%
58.0
LU AL UL S UL FUR L FURL LN FURL AL UL SRR
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4436: Pentane, 3-methoxy-
73.0 2.20 2.30 2.40 2.50 2.60
m/z 71.10 14 _.45%
5000
45.0
29.
Ll 370‘\ 55.0 ‘ 101.0 H N
m/z--> 20 30 40 50 60 7'0 80 9 100 ' 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111217\
Data File : BF100485.D

Aca On : 12 Nov 2017 13:14

Operator : SJ/JU

Sample = 16402-10

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.12 7.12 ng 273016 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 516 (5.122 min): BF100485.D (-512) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 AR SR LR LR
| 83.0 | 480 5.00 5.20 5.40
RIS ' ESAISEGSN 1 | RS s m/z 59.00 54.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 Tk b0 5k sk
0
150 a0 1010 m/z 101.00 17.37%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.10 14.17%
31.0
69.0 870
15.0 50.0 98.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- T mam s e e
54.0 480 5.00 5.20 5.40
m/z 41.10 8.30%
5000
410 101.0
50 S0 L lliseoyl @0 0 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111217\
Data File : BF100485.D

Aca On : 12 Nov 2017 13:14

Operator : SJ/JU

Sample = 16402-10

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : 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 unknown6.67 Concentration Rank 2

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

6.67 58.98 ng 2262020 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 779 (6.669 min): BF100485.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.1
a1 B o J Tk k0 6ko 760
b m/z 68.10 40.06%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U I AL UL A
6.40 6.60 6.80 7.00
310 510 ‘ ‘ m/z 134.00 33.34%
‘ [ 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
" 640 6.60 6.80 7.00
5000 m/z 66.00 25.46%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! — e
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.97%
74.0
5000 98.0 116.0
||||||||||||‘|‘|‘|‘| |‘|M|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| R e RAREE R S
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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF111217\
Data File : BF100485.D

Acq On : 12 Nov 2017 13:14

Operator : SJ/JU

Sample : 16402-10

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817 .M
Quant Title : 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... 2.20 5.5 ng 212839 1 6.90 767026 20.0
2-Pentanone, 4-hy... 5.12 7.1 ng 273016 1 6.90 767026 20.0
unknown6 .67 6.67 59.0 ng 2262020 1 6.90 767026 20.0
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