LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\

Data File : BF099903.D

Aca On - 28 Oct 2017 4:16

Operator : SJ/JU

3?22'6 i 16029-18 ENV-118-3(15-20
ALS Vial : 19 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 5.016 495 498 520 rBV 158336 254680 13.45% 1.621%
2 5.422 563 567 597 rBY 1350709 1605377 84.80% 10.219%
3 6.440 736 740 758 rBVY 1564475 1635771 86.41% 10.412%
4 6.569 758 762 768 rVB 1837064 1673653 88.41% 10.654%
5 6.792 797 800 810 rBV 586382 503033 26.57% 3.202%
6 6.945 823 826 845 rBB 1344295 1316319 69.53% 8.379%
7 7.363 894 897 916 rBVY 1079340 988152 52.20% 6.290%
8 8.075 1015 1018 1034 rBV 785368 696339 36.78% 4_.432%
9 8.639 1111 1114 1124 rBV 37473 35900 1.90% 0.229%
10 9.157 1197 1202 1205 rBVY 1962284 1893119 100.00% 12.051%

11 9.551 1266 1269 1281 rBV 246683 213070 11.25% 1.356%
12 9.833 1314 1317 1329 rBV 793964 749080 39.57% 4.768%
13 10.551 1436 1439 1447 rBV 148919 118298 6.25% 0.753%
14 10.633 1449 1453 1466 rBV 984099 913890 48.27% 5.817%
15 11.327 1568 1571 1578 rBV 723493 667978 35.28% 4._.252%

16 11.851 1657 1660 1663 rBVvV4 17843 22657 1.20% 0.144%
17 12.916 1837 1841 1844 rBV 1423385 1264553 66.80% 8.049%
18 13.798 1987 1991 1999 rBvV 29792 40850 2.16% 0.260%
19 13.986 2019 2023 2030 rBv 460392 451325 23.84% 2.873%
20 14.715 2144 2147 2153 rVB4 18349 23319 1.23% 0.148%
21 15.421 2263 2267 2269 rBV2 24242 30448 1.61% 0.194%
22 15.457 2269 2273 2283 rVB 345173 464051 24.51% 2.954%
23 15.845 2335 2339 2345 rVB2 24328 37546 1.98% 0.239%
24 16.339 2418 2423 2435 rVB5 23413 43612 2.30% 0.278%
25 16.915 2515 2521 2529 rVB4 18185 38522 2.03% 0.245%
26 17.592 2632 2636 2646 rVB4 13005 28320 1.50% 0.180%
Sum of corrected areas: 15709862
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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\

BF099903.D

28 Oct 2017 4:16

SJ/JuU

16029-18

19 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 : BF099903.D

Aca On : 28 Oct 2017 4:16

Operator : SJ/JU

Sample : 16029-18

Misc :

ALS Vial : 19 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.

5.02 10.13 ng 254680 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 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 499 (5.022 min): BF099903.D (-495) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 RS NS
831 460 4.80 5.00 5.20 5.40
o} Y BT e MM m/z 59.10 61.51%
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 S S R SR
460 4.80 5.00 5.20 5.40
59.0 m/z 101.10 25.66%
27\0\ L1l ‘ 70.0 83.0 10:\L0
G R S R AR AL RARLA AR KRR RARAN RARN LAAS) SARS EASE EARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520 5.40
5000 41.0 m/z 58.00 16.98%
ol 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4083: Morpholine, 4—methy|— LI L L N L I
43.0 460 4.80 5.00 5.20 5.40
m/z 41.00 9.44%
5000
101.0
71.0
150 280 560 | g0 ]\
e N A RN RS RS NS AAARA RRARA RAAAN SRS BAAA SARSS RARAN AARRY SR S L SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 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 : BF099903.D

Aca On : 28 Oct 2017 4:16

Operator : SJ/JU

Sample : 16029-18

Misc :

ALS Vial : 19 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 66 .54 ng 1673650 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 Amphetaminil 250 C17H18N2 017590-01-1 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 762 (6.569 min): BF099903.D (-758) (-) m/z 132.00 100.00%
132.0
5000
68.1
N 520 6k 6o 6B 7o
Ol ettt b 2249 L~ m/z 68.10 33.67%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR RS SRR
620 640 6.60 6.80 7.00
310 510 m/z 134.00 33.09%
oL ‘ H\ l|H|||l||‘|||||||‘lll|ll ‘. R A WAL a s s
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.10 19.66%
105.0
5.0 77.0 159.0 178.0  206.0222.0
m/z--> 40 60 80 100 120 140 160 180 200 220 N
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R L R
132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.00 13.42%
5000 67.0
41.0 97.0
0”IIII”II””II”IIIEL:ILQIOI e R RAREE EEmas mat
m/z--> 40 60 80 100 120 140 160 180 200 220 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099903.D

Aca On : 28 Oct 2017 4:16

Operator : SJ/JU

Sample : 16029-18

Misc :

ALS Vial : 19 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 3.16 ng 118298 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Benzeneacetic acid. .alpha.-oxo-... 164 C9H303 015206-55-0 47
3 1-Propanone. 2-bromo-1-phenvl- 212 C9H9BrO 002114-00-3 47
4 Benzoic acid. phenvl ester 198 C13H1002 000093-99-2 47
5 1-Propanone, 3-chloro-1-phenyl- 168 C9HOCIO 000936-59-4 47

Abundance Scan 1439 (10.551 min): BF099903.D (-1436) (-) m/z 105.00 100.00%
105.0
5000 e 182.1
51.0 NSRS LR SN
1521 10.20 10.40 10.60 10.80
] Y HENEMRMME | HNEELM i UM | UM m/z 77.00 56.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47245: Benzophenone
105.0
5000 77.0 182.0 AR
10.20 10.40 10.60 10.80
510 m/z 182.10 48.57%
o 270 | | | 126.0 152.0 !
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
105.0
10.20 10.40 10.60 10.80
5000 7.0 m/z 51.00 19.42%
51.0
15.0 31.0 136.0  164.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71680: 1-Propanone, 2-bromo-1-phenyl- R .
105.0 10.20 10.40 10.60 10.80
m/z 181.10 8.72%
5000 770
51.0
oL 200 | ‘ ‘ 133.0 212.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 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 : BF099903.D

Acq On : 28 Oct 2017 4:16

Operator : SJ/JU

Sample - 16029-18

Misc :

ALS Vial : 19 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... 5.02 10.1 ng 254680 1 6.79 503033 20.0
unknown6 .57 6.57 66.5 ng 1673650 1 6.79 503033 20.0
Benzophenone 10.55 3.2 ng 118298 3 9.83 749080 20.0
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