LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF103017\

Data File : BF099989.D

Aca On - 31 Oct 2017 5:01 Instrument :
Operator : SJ/JU gﬁgiéamlem'
3?22'6 i 16083-15 1oxnrgoﬂ:uM
ALS Vial : 38 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-BF102317.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

4.998 493 495 517 rVB 70733 104959 4.17% 0.697%
5.410 562 565 583 rBvV 537066 718452 28.53% 4.774%
rBv 341293 507179 20.14% 3.370%
6.557 757 760 778 rVB 1439790 1327565 52.71% 8.822%
6.787 796 799 809 rBV 506965 460789 18.29% 3.062%
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6 6.939 821 825 843 rBV 1889065 1760552 69.90% 11.699%
7 7.357 892 896 912 rBV 1305690 1313953 52.17% 8.732%
8 8.069 1014 1017 1036 rBV 737140 636446 25.27% 4.229%
9 8.633 1110 1113 1118 rBV 28780 32067 1.27% 0.213%
10 9.145 1195 1200 1203 rBV 2835616 2518668 100.00% 16.737%
11 9.804 1308 1312 1313 rBV 37438 31053 1.23% 0.206%
12 9.822 1313 1315 1331 rVB 735197 696403 27.65% 4.628%
13 10.492 1426 1429 1434 rBV 49966 42433 1.68% 0.282%

14 10.539 1434 1437 1447 rBV 149859 122826 4._.88% 0.816%
15 10.622 1447 1451 1462 rBV 946698 916474 36.39% 6.090%

16 11.316 1566 1569 1577 rBV 708582 682625 27.10% 4 _.536%
17 12.910 1835 1840 1843 rBV 2252713 2268721 90.08% 15.076%

18 13.980 2018 2022 2032 rBV 453505 488948 19.41% 3.249%
19 15.468 2271 2275 2288 rVB 311074 418193 16.60% 2.779%

Sum of corrected areas: 15048306
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF103017\

Data File : BF099989.D

Aca On - 31 Oct 2017 5:01

Operator : SJ/JU

ﬁ?ggle i 16083-15 102017-SIDI-F-U-M
ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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: BF099989.D

2500000
2000000 6.94

1500000 6.56
7.36

1000000

5.41 6.79

500000 6.43
N
A

L L L

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF099989.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF103017\

Data File : BF099989.D

Aca On - 31 Oct 2017 5:01

Operator : SJ/JU

ﬁ?ggle i 16083-15 102017-SIDI-F-U-M
ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.00 4.56 ng 104959 1,4-Dichlorobenzene-d4 6.79
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 Propanamide. N-ethvl- 101 C5H11NO 005129-72-6 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 495 (4.998 min): BF099989.D (-493) (-) m/z 42.95 100.00%

43.0
59.0
5000
101.1

| 83.0 460 480 500 520 5.40
O e e | M/ 59,00 62.15%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [Tr I T[T T [ rr i rrrrprT
59.0 460 4.80 500 5.20 5.40
m/z 101.10 23.01%
o 3]‘.0 ) 830 93010.?.0
A IR B B e B B L LA s ma e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
e e
570 4.60 4.80 500 5.20 5.40
5000 m/z 58.10 17.43%
20.0 101.0
15.0 73.0 83.0
| MRSRRSRANSSIEN FSER  FONERR | MM C LA RN EN—
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4082: Propanamide, N-ethyl- e ..
29.0 44.0 460 480 500 520 540
' m/z 41.00 9.12%
101.0
5000 57.0 72.0
86.0
0 Pl 1 |
i R B B e A REEEE e R EERRE R L S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF103017\

Data File : BF099989.D

Aca On - 31 Oct 2017 5:01

Operator : SJ/JU

ﬁ?ggle i 16083-15 102017-SIDI-F-U-M
ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown6.56 Concentration Rank 2

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

6.56 57.62 ng 1327570 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Xenon 132 Xe 007440-63-3 9
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 760 (6.557 min): BF099989.D (-757) (-) m/z 132.00 100.00%
132.0
5000
68.1
960 """"""'l"""
401 540 6.20 6.40 6.60 6.80
o....,....,:...,.:..,.:I.',..7.55,0....,..!.,.1??.?....,...., b m/z 68.10  34.43%
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 SRR U SN
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.17%
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
620 640 6.60 6.80
5000 67.0 m/z 66.00 20.33%
41.0 97.0
53.0
20.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”"qyﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14560: Xenon |||lll|/ﬁll|llll|llll|l
132.0 6.20 6.40 6.60 6.80
m/z 69.10 13.41%
5000
66.0
I L s I A R LA R LA AR R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF103017\

Data File : BF099989.D

Aca On - 31 Oct 2017 5:01

Operator : SJ/JU

ﬁ?ggle i 16083-15 102017-SIDI-F-U-M
ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 4 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.54 3.53 ng 122826 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 N-Methoxv-N-methvlbenzamide 165 C9H11NO2 006919-61-5 43
3 1.3.4-Oxadiazin-6-one. 5-i1soprop... 216 C12H12N202 173973-78-9 43
4 Benzovl isothiocvanate 163 C8H5NOS 000532-55-8 43
5 1-Butanone, 1-phenyl- 148 C10H120 000495-40-9 43
Abundance Scan 1437 (10.539 min): BF099989.D (-1434) (-) m/z 105.00 100.00%
105.0
77.1
5000 182.1
o0 10.20 10.40 10.60 10.80
152.0 : : : :
SOV G SN W i v RSN m/z 77.10 53.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47246: Benzophenone
105.0
77.0 182.0
5000 AL AR SRR SRR
10,20 10,40 10.60 10.80
51.0 m/z 182.10 49.72%
0 ! Al 1260 1520 \
m/z--> 20 40 60 85 100 120 140 1éo 180 200 220
Abundance
105.0
770 10.20 10.40 10.60 10.80
5000 m/z 51.00 18.75%
51.0
0 28.0 134.0 165 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74004: 1,3,4-Oxadiazin-6-one, 5-isopropyl-2-phenyl- R e o RN REE s
105.0 10.20 10.40 10.60 10.80
m/z 181.10 8.48%
5000 77.0
51.0
o ‘ ‘ 160.0 1800 2160
m/z--> 20 4'0 6|0 8|0 100 120 140 1('30 180 200 220 10,20 10.40 10.60 10.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF103017\

Data File : BF099989.D

Acq On : 31 Oct 2017 5:01

Operator : SJ/JU

ﬁ?ggle i 16083-15 102017-SIDI-F-U-M
ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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]
2-Pentanone, 4-hy... 5.00 4.6 ng 104959 1 6.79 460789 20.0
unknown6 .56 6.56 57.6 ng 1327570 1 6.79 460789 20.0
Benzophenone 10.54 3.5 ng 122826 3 9.82 696403 20.0
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