LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF103017\

Data File : BF099979.D

Aca On - 31 Oct 2017 00:38 Instrument :
Operator : SJ/JU BNA_F

Sample  : 16083-05 G elE)
Misc i 102017-TIFR-F-D-B
ALS Vial : 28 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 4.998 493 495 509 rBV 53309 78417 3.15% 0.540%
2 5.410 562 565 587 rBV 460438 651639 26.18% 4 .490%
3 6.434 736 739 757 rBV 304773 462172 18.57% 3.185%
4 6.557 757 760 771 rVB 1386303 1283675 51.57% 8.846%
5 6.786 796 799 813 rBB 525206 462201 18.57% 3.185%
6 6.939 822 825 840 rBVY 1877516 1753126 70.43% 12.081%
7 7.357 892 896 915 rBVY 1247346 1308025 52.54% 9.014%
8 8.069 1014 1017 1036 rBV 760445 637930 25.63% 4 .396%
9 8.627 1110 1112 1119 rBV 34831 35792 1.44% 0.247%
10 9.145 1196 1200 1203 rBvV 2879517 2489351 100.00% 17.154%
11 9.545 1265 1268 1277 rBB 33367 31293 1.26% 0.216%
12 9.827 1312 1316 1328 rVB 728797 702363 28.21% 4 .840%
13 10.492 1426 1429 1434 rBB 61042 52434 2.11% 0.361%

14 10.539 1434 1437 1447 rBV 207497 167010 6.71% 1.151%
15 10.621 1447 1451 1464 rBV 928244 862275 34.64% 5.942%

16 11.321 1566 1570 1578 rBV 682548 630450 25.33% 4._.344%
17 12.910 1835 1840 1843 rBV 1958823 1985793 79.77% 13.684%
18 13.786 1984 1989 1996 rBV2 22215 32751 1.32% 0.226%
19 13.974 2018 2021 2032 rBV 500913 468999 18.84% 3.232%
20 15.456 2269 2273 2285 rBV2 301245 416114 16.72% 2.867%

Sum of corrected areas: 14511810
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF103017\

BF099979.D

31 Oct 2017 00:38

SJ3/JU

16083-05 102017-TIFR-F-D-B
28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

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

Data File : BF099979.D

Aca On : 31 Oct 2017 00:38

Operator : SJ/JU

a?ggle i 16083-05 102017-TIFR-F-D-B
ALS Vial : 28 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 4

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

5.00 3.39 ng 78417 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. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 3-Hexanol 102 C6H140 000623-37-0 9
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 9

Abundance Scan 495 (4.998 min): BF099979.D (-493) (-) m/z 43.10 100.00%
431
59.1
5000
101.0
| 83.0 4.60 4.80 500 5.20 5.40
Y Y | e BN m/z 59.10 63.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRR SRR SRR
4.60 4.80 500 5.20 5.40
59.0 m/z 101.00 25.90%
0 270 | 510 ‘ 60.0 830910 0
miz--> 1 % % 4 % 6 70 s % 100 10
Abundance
43.0
570 460 480 500 520 5.40
5000 m/z 58.00 17.28%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3152: 5-Hexen-2-one SN I LN B B
43.0 4.60 4.80 500 5.20 5.40
m/z 41.00 9.67%
5000
27.0 55.0
. Lo I 710 830 980
miz--> 5% % 4 o e 7 8 9 100 10| | 4bo aBo 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF103017\
Data File : BF099979.D

Aca On : 31 Oct 2017 00:38

Operator : SJ/JU

Sample : 16083-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 55.55 ng 1283680 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 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 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 761 (6.563 min): BF099979.D (-757) (-) m/z 132.00 100.00%
132.0
5000
68.1
01 510 .0 520 om0 6o ko
o} R B m/z 134.00 33.13%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRS SR
6.20 6.40 6.60 6.80
310 5L0 m/z 68.10 31.08%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 680
5000 67.0 m/z 66.10 18.51%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl U B e e e
57.0 132.0 6.20 6.40 6.60 6.80
m/z 96.00 13.06%
74.0
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN | G
m/z--> 40 60 80 100 120 140 160 180 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 : BF099979.D

Aca On : 31 Oct 2017 00:38

Operator : SJ/JU

Sample : 16083-05

Misc :

ALS Vial : 28 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 3

R.T. EstConc Area Relative to ISTD R.T.
10.54 4.76 ng 167010 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Phenvl 4-pvridvl ketone 183 C12H9NO 014548-46-0 58
3 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 46
4 Ethanone. 2.2.2-trifluoro-1-phenvl- 174 C8H5F30 000434-45-7 43
5 Ethanone, 2-hydroxy-1-phenyl- 136 C8H802 000582-24-1 43

Abundance Scan 1437 (10.539 min): BF099979.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 : : : :
Ob e e m/z 77.10 54_48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47245: Benzophenone
105.0
5000 77.0 182.0 L B e o e e
10.20 10.40 10.60 10.80
510 m/z 182.10 50.01%
0 27.0 J 910 | 1260 1520 i
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
770 183.0 10.20 10.40 10.60 10.80
5000 51.0 m/z 51.00 18.64%
127.0 154.0
L e L L U WL B S WL
m/z--> 20 40 80 100 120 140 160 180
Abundance #27530: Acetophenone, 2-chloro- A e B
105.0 10.20 10.40 10.60 10.80
m/z 181.10 9.25%
77.0
5000
51.0
o 270 _ 910 ) 1200 154.0
m/z--> 20 40 ' 80 100 120 140 160 180 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 : BF099979.D

Acg On : 31 Oct 2017 00:38

Operator : SJ/JU

Sample - 16083-05 102017-TIFR-F-D-B
Misc :

ALS Vial : 28 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 3.4 ng 78417 1 6.79 462201 20.0
unknown6 .56 6.56 55.5 ng 1283680 1 6.79 462201 20.0
Benzophenone 10.54 4.8 ng 167010 3 9.82 702363 20.0

8270-BF102317.M Tue Oct 31 11:21:06 2017 Page: 6



