LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO070318\

Data File : BF107087.D

Aca On 3 Jul 2018 17:34 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J3245-19 2X CL-01-062918-B

ALS Vial : 18 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061918 .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

5.178 479 483 489 rBV2 62222 69786 9.47% 1.061%
5.596 551 554 570 rBV 516134 542449 73 .58% 8.244%
rBv 23072 20547 2.79% 0.312%
6.601 722 725 735 rBV 500538 546788 74.17% 8.310%
6.737 744 748 752 rBV 583646 542930 73.64% 8.251%
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6.954 782 785 789 rBV 381499 309010 41.91% 4._.696%
7.113 808 812 817 rVB 508138 427474 57.98% 6.497%
rBv 321960 288006 39.06% 4._.377%
8.242 1000 1004 1014 rBV 343226 359951 48.82% 5.470%
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1 9.313 1182 1186 1194 rBV 585142 579300 78.58% 8.804%
11 9.707 1248 1253 1259 rBV 56761 71010 9.63% 1.079%
12 9.854 1275 1278 1283 rVVv2 6072 9561 1.30% 0.145%
13 9.901 1283 1286 1290 rVB2 9705 9171 1.24% 0.139%

14 10.001 1299 1303 1315 rVB 393761 380706 51.64% 5.786%
15 10.795 1435 1438 1446 rBvV 343372 331056 44 .90% 5.031%

16 11.495 1553 1557 1560 rBV 477806 421203 57.13% 6.401%

17 12.113 1658 1662 1664 rBV5 9872 11814 1.60% 0.180%
18 12.495 1725 1727 1729 rBV2 12257 9532 1.29% 0.145%
19 12.548 1733 1736 1739 rVVv3 12425 12924 1.75% 0.196%
20 12.713 1761 1764 1768 rBV 55188 52579 7.13% 0.799%
21 12.895 1792 1795 1798 rBvV4 12519 11937 1.62% 0.181%
22 12.924 1798 1800 1801 rVVv2 12817 12137 1.65% 0.184%
23 12.948 1801 1804 1808 rVB 64062 62395 8.46% 0.948%
24 13.077 1822 1826 1829 rBV 835901 737250 100.00% 11.204%
25 13.277 1854 1860 1862 rBV6 15520 29858 4._05% 0.454%
26 13.377 1875 1877 1880 rBV2 10025 11938 1.62% 0.181%
27 13.471 1891 1893 1896 rBV 14820 14747 2.00% 0.224%
28 13.954 1972 1975 1978 rBV2 38404 37639 5.11% 0.572%

29 14.148 2004 2008 2011 rBV 413617 408588 55.42% 6.209%
30 15.695 2267 2271 2279 rVB 192979 257777 34.96% 3.918%

Sum of corrected areas: 6580063
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF070318\

BF107087.D
3 Jul 2018 17:34
JussJ
J3245-19 2X
18 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061918_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:\SVOASRV\HPCHEMI\BNA F\DATA\BF070318\
Data File : BF107087.D

Aca On : 3 Jul 2018 17:34

Operator : JU/SJ

Sample : J3245-19 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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.

5.18 4.52 ng 69786 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 37
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 36
4 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 28
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 483 (5.178 min): BF107087.D (-479) (-) m/z 43.00 100.00%
a3
59
5000
101 R LS S U
| 6 83 111 480 5.00 520 5.40 5.60
”W”“P”W”“l”WJLP”h””P”W“”P”Wh”P”'””P”W””P”' m/z 59.00 63.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R LS L LR
59 4.80 5.00 520 540 5.60
m/z 101.10 20.18%
15 4 101
ol 51 83
miz> 10 20 30 4 £ 65 70 85 90 100 140 120 130 140 180 180
Abundance
59
AR RAASS SRR RN
480 5.00 520 5.40 5.60
5000 m/z 58.00 15.40%
43
69 8 o3 123 141 159
wmwwmwmmwﬂvmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester R e B L
43 480 5.00 520 5.40 5.60
m/z 41.00 12 _.25%
57
5000
29 101
5, ‘ 73 83
m/z--> 10 20 3'0 40 50 6|0 70 80 90 100 110 120 130 140 150 160 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070318\
Data File : BF107087.D

Aca On : 3 Jul 2018 17:34

Operator : JU/SJ

Sample : J3245-19 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.74 Concentration Rank 1

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

6.74 35.14 ng 542930 1,4-Dichlorobenzene-d4 6.95
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 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Xenon 132 Xe 007440-63-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 749 (6.742 min): BF107087.D (-744) (-) m/z 132.00 100.00%
5000
68
9 AR S SR AR
40 54 || 77 105 6.40 6.60 6.80 7.00
L e L L e O O B A B Bt m/z 134.00 34 .23%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LRI U S U
6.40 6.60 6.80 7.00
21 51 78 m/z 68.00 31.87%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 19.27%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R RAREEE S
57 132 6.40 6.60 6.80 7.00
24 m/z 96.00 12.98%
5000 og M°
N ...,....,.?% .,m97.hq. A 158 ..,.1§?. SN | CRNN—
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF070318\
Data File : BF107087.D

Acq On © 3 Jul 2018 17:34

Operator : JU/SJ

Sample - J3245-19 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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... 5.18 4.5 ng 69786 1 6.95 309010 20.0
unknown6 .74 6.74 35.1 ng 542930 1 6.95 309010 20.0
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