LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098911.D

Aca On : 28 Sep 2017 16:26

Operator : SJ/JU

Sample : 15464-01

Misc :

ALS Vial : 14 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-BF092317.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 2.222 18 23 34 rvVB 478841 641090 15.94% 2.477%
2 3.081 162 169 178 rVB 25023 42995 1.07% 0.166%
3 5.139 516 519 531 rVB 211580 213485 5.31% 0.825%
4 5.534 582 586 589 rBY 1548039 1324807 32.93% 5.118%
5 6.533 752 756 759 rBY 1095004 900546 22.39% 3.479%
6 6.557 759 760 766 rVB 129792 94101 2.34% 0.364%
7 6.686 777 782 785 rBVY 2571418 2321388 57.71% 8.968%
8 6.916 817 821 825 rBVY 1231711 957669 23.81% 3.700%
9 7.075 844 848 851 rVB 3411322 3053947 75.92% 11.798%
10 7.480 911 917 920 rBVY 2386133 2442471 60.72% 9.436%

11 8.198 1035 1039 1042 rBV 1512636 1215456 30.22% 4.696%
12 8.345 1062 1064 1067 rBV 54327 45447 1.13% 0.176%
13 9.274 1216 1222 1225 rBV 4352554 4022559 100.00% 15.541%
14 9.663 1284 1288 1291 rBV 143030 114164 2.84% 0.441%
15 9.933 1331 1334 1335 rBvV 117709 96124 2.39% 0.371%

16 9.957 1335 1338 1345 rVB 1241082 1134943 28.21% 4 _.385%
17 10.621 1447 1451 1454 rVB 1216429 902792 22.44% 3.488%
18 10.739 1468 1471 1475 rBV 1275222 1177635 29.28% 4 _550%
19 10.845 1486 1489 1496 rVB 42779 43218 1.07% 0.167%
20 11.439 1586 1590 1594 rBV 1002627 898216 22.33% 3.470%

21 11.651 1623 1626 1635 rBV 44565 48832 1.21% 0.189%
22 13.027 1855 1860 1863 rBV 2945209 2730826 67.89% 10.550%

23 14.080 2035 2039 2043 rBV 890664 799115 19.87% 3.087%
24 15.574 2288 2293 2300 rVB 488781 662458 16.47% 2.559%

Sum of corrected areas: 25884284
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LSC Report - Integrated Chromatogram

= Z:\HPCHEM1I\BNA F\DATA\BF092817\
: BF098911.D

: 28 Sep 2017 16:26

: SJ/JU

: 15464-01

14 Sample Multiplier: 1

= Z:\HPCHEM1I\BNA F\METHODS\8270-BF092317.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
- C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098911.D

Aca On : 28 Sep 2017 16:26

Operator : SJ/JU

Sample : 15464-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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.

2.22 13.39 ng 641090 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 23 (2.222 min): BF098911.D (-18) (-) m/z 73.05 100.00%
5000 43.0
55.0 87.1
2.20 2.30 2.40 2.50 2.60
oL et el L Tmzz 43.00 38.68%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.20 2.30 2.40 2.50 2.60
- 550 87.0 m/z 55.05 26.60%
29.0 ‘ ‘
0 M‘ T ‘\
LI NI SN FULELEL SR SR SR UL SURLLIL SULEL SR
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance
73.0
2.20 2.30 2.40 2.50 2.60
5000 m/z 87.10 24 .50%
43.0
oL 20 150 290 53.0  65.0 88.0
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.05 12.43%
5000 43.0
58.0
0 ”'I"'W'"'I”*'“"'W*l"l”"l"'W'*"I”'tl"'
m/z--> 0 10 20 30 40 50 60 70 80 90 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098911.D

Aca On : 28 Sep 2017 16:26

Operator : SJ/JU

Sample : 15464-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 5

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

5.14 4_.46 ng 213485 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 519 (5.139 min): BF098911.D (-516) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 IS R N LR
| 83.0 | 4.80 500 5.20 5.40
o 1 OO | St S A m/z 58.95 54.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 DR NAEE SRS RN R
4.80 500 5.20 5.40
59.0 m/z 101.00 18.45%
270 ‘ oo 830 1010
AL RS A RN NARLA R RSN ARREA NSNS ARSI ARSS S AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
4.80 500 520 540
5000 41.0 m/z 58.00 14 .19%
29.0
87.0
ol 150 70.0 98.0
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 L L SR L
59.0 4.80 500 5.20 5.40

m/z 41.05 8.94%

5000 41.0

‘M\ i 173.0 126.0 1420

O e e e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098911.D

Aca On : 28 Sep 2017 16:26

Operator : SJ/JU

Sample : 15464-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 unknown6.69 Concentration Rank 2

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

6.69 48.48 ng 2321390 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 783 (6.692 min): BF098911.D (-777) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 R R L R
400 540 6.40 6.60 6.80 7.00
o....,....;-:...,.:..,.:In.',..7.55,0....,..!.,.1??.?....,....,"...,.. m/z 134.00 33.40%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IR R R
6.40 6.60 6.80 7.00
210 510 m/z 68.10 29 .45%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
640 660 6.80 7.00
5000 67.0 m/z 66.00 19.10%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine -
132.0 6.40 6.60 6.80 7.00
m/z 96.00 11.82%
5000 104.0
390 520 g0 780
0% "'l"'l‘l""it" '|J“l'|' 'le""%z'g"l"h' '%%7'?""| h" T IR R L
m/z--> 30 40 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098911.D

Aca On : 28 Sep 2017 16:26

Operator : SJ/JU

Sample : 15464-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 5 Triethyl citrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.62 15.91 ng 902792 Acenaphthene-d10 9.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 90
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 50
N-(5-I3-(2-0xo0-benzooxazol-3-vI1)... 318 C14H14N403S 1000300-11-5 38
4 Adipic acid. ethvl pent-4-en-2-v... 242 C13H2204 1000354-11-7 38
5 Adipic acid, ethyl 4-methylpent-... 258 C14H2604 1000353-49-9 38
Abundance Scan 1451 (10.621 min): BF098911.D (-1447) (-) m/z 157.00 100.00%
157.0
5000 115.0
RO a0 203.1 " 10.40 10.60 10.80 11.00
bttt ek e e b e || M7z 115,000 41.13%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #123853: Triethyl citrate
157.0
5000 LI UL BULIISN SULBURE I
430 115.0 10,40 10.60 10.80 11.00
' 203.0 m/z 43.00 16.31%
87.0 | |
O L B o 8 S R RS e e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
157.0
RN LA RN SRR
10.40 10.60 10.80 11.00
5000/ 430 115.0 m/z 111.00 10.60%
87.0
188.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #159183: N-(5-[3-(2-Oxo-benzooxazol-3-yl)-propyl]-[1,3,4]t... I aE R A aaa na!
157.0 10.40 10.60 10.80 11.00
43.0 m/z 203.10 7.76%
115.0
5000
77.0
ol el b L 1850 2170 25002840 3180
miz-> 20 40 60 80 1(')0 150 140 160 180 200 220 240 260 280 300 320 10,40 10.60 10.80 11.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092817\
Data File : BF098911.D

Acq On : 28 Sep 2017 16:26

Operator : SJ/JU

Sample - 15464-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 2.22 13.4 ng 641090 1 6.92 957669 20.0
2-Pentanone, 4-hy... 5.14 4.5 ng 213485 1 6.92 957669 20.0
unknown6 .69 6.69 48.5 ng 2321390 1 6.92 957669 20.0
Triethyl citrate 10.62 15.9 ng 902792 3 9.96 1134940 20.0
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