LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099906.D

Aca On : 28 Oct 2017 5:38

Operator : SJ/JU

Sample : 16029-14

Misc :

ALS Vial : 22 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
1 5.010 494 497 515 rBV 150404 241314 12.36% 1.562%
2 5.416 563 566 585 rBY 1427898 1559714 79.87% 10.099%
3 6.440 736 740 758 rBVY 1547883 1625261 83.23% 10.523%
4 6.569 758 762 771 rVB 1828987 1666043 85.32% 10.787%
5 6.792 797 800 810 rBV 553584 475753 24.36% 3.080%

6.945 823 826 844 rBV 1334578 1316201 67.40% 8.522%
7.363 894 897 913 rBV 1060585 983762 50.38% 6.370%
8.075 1015 1018 1025 rBV 760689 663496 33.98% 4._.296%
29231 32042 1.64% 0.207%
9.157 1197 1202 1205 rBV 2025525 1952704 100.00% 12.643%
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11 9.551 1263 1269 1280 rVB 256263 242478 12.42% 1.570%
12 9.839 1314 1318 1327 rVB 748175 727109 37.24% 4._.708%

13 10.475 1421 1426 1429 rBV 27226 28819 1.48% 0.187%
14 10.551 1436 1439 1444 rBV 109765 87366 4_.47% 0.566%
15 10.633 1449 1453 1467 rBV 993867 927129 47 .48% 6.003%
16 10.739 1467 1471 1474 rBV 47628 42803 2.19% 0.277%
17 11.204 1547 1550 1557 rVB2 28393 29161 1.49% 0.189%

18 11.327 1568 1571 1580 rVB 691645 638884 32.72% 4._.137%
19 12.916 1837 1841 1844 rBV 1532223 1323951 67.80% 8.572%
20 13.986 2019 2023 2032 rBV 433357 421508 21.59% 2.729%

21 15.457 2269 2273 2286 rVB2 343552 459237 23.52% 2.973%

Sum of corrected areas: 15444735

8270-BF102317.M Mon Oct 30 11:48:01 2017 Page: 1



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA F\DATA\BF102717\

BF099906.D

28 Oct 2017 5:38

SJ/JuU

16029-14

22 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF102317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099906.D

Aca On : 28 Oct 2017 5:38

Operator : SJ/JU

Sample : 16029-14

Misc :

ALS Vial : 22 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.

5.01 10.14 ng 241314 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 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 497 (5.010 min): BF099906.D (-494) (-) m/z 42.95 100.00%

43.0
59.1
5000
101.1

4.60 4.80 5.00 520 540

83.1
ol SEOUL 88 | n/z 59.10  58.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 TrTrrrprros TTo T s
59.0 4.60 4.80 500 520 5.40
0
150 1010 m/z 101.10 21.44%
31.0 83.0
0 ‘ 1 | Ly \‘
IR B e R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
A REmeE B
460 4.80 5.00 520 5.40
5000 m/z 58.10 15.45%
55.0
27.0
150 10 830 980
ot e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4076: Morpholine, 4-methyl- R A RRERE BRI
43.0 460 4.80 5.00 520 5.40
m/z 41.10 8.92%
5000
15.0 10 101.0
27.0 56.0 )
N N I O | eeo
s A B B e e AL e o R S ERma e
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\BF102717\
Data File : BF099906.D

Aca On : 28 Oct 2017 5:38

Operator : SJ/JU

Sample : 16029-14

Misc :

ALS Vial : 22 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 unknown6.57 Concentration Rank 1

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

6.57 70.04 ng 1666040 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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 762 (6.569 min): BF099906.D (-758) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 00 B0 6RO ARA 7Ny
401 540 6.20 6.40 6.60 6.80 7.00
o....,....;-:...,.:..,.:I.',..7.55,0....,..!.,.??.?....,...., b | m/Z 134.00  33.65%
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 AR AR SRR
6.20 6.40 6.60 6.80 7.00
210 510 m/z 68.10 33.28%
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 7.00
5000 67.0 m/z 66.00 20.05%
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 N
Abundance #14500: 1H-Indazole, 7—methy|— L LI L L L DL B
132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.00 13.06%
5000
51.0 770 104.0
39.0
ol el 870l 150 SN | R—
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099906.D

Aca On : 28 Oct 2017 5:38

Operator : SJ/JU

Sample : 16029-14

Misc :

ALS Vial : 22 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.
10.55 2.40 ng 87366 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Methvl benzilate 242 C15H1403 000076-89-1 47
3 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 46
4 Vinvl benzoate 148 C9H802 000769-78-8 43
5 Benzene, (trimethoxymethyl)- 182 C10H1403 000707-07-3 43
Abundance Scan 1439 (10.551 min): BF099906.D (-1436) (-) m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0 USRS UL
1260 1520 10.20 10.40 10.60 10.80
| SNBSS S NSNS B N . m/z 77.00 57.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #47246: Benzophenone
105.0
77.0 182.0
5000 UVARARUARSUNRSUUREE &
10,20 10,40 10.60 10.80
51.0 m/z 182.10 51.29%
o ‘ . 126.0 152 0 H
m/z--> 20 40 60 éo 100 120 140 1éo 180 200 220 240
Abundance
105.0
183.0 NSNS UL
770 10.20 10.40 10.60 10.80
5000 ' m/z 51.00 18.91%
15.0 51.0
0 12701520 mmnwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #27530: Acetophenone, 2-chloro- A L AR
105.0 10.20 10.40 10.60 10.80
m/z 181.10 9.11%
77.0
5000
51.0
ol 210 l | 1250 1540
m/z--> 20 4'0 60 80 100 120 140 160 180 200 220 240 10,20 10.40 10.60 10.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF102717\
Data File : BF099906.D

Acq On : 28 Oct 2017 5:38

Operator : SJ/JU

Sample : 16029-14

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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]
2-Pentanone, 4-hy... 5.01 10.1 ng 241314 1 6.79 475753 20.0
unknown6 .57 6.57 70.0 ng 1666040 1 6.79 475753 20.0
Benzophenone 10.55 2.4 ng 87366 3 9.83 727109 20.0
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