LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040417\

Data File : BF094186.D

Aca On - 5 Apr 2017 00:04 Instrument :

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

3?22'6 : 12495-08 5X LSS-SP04-COMP

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-BF032217.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 2.257 59 63 67 rBv 22904 26840 2.24% 0.203%
2 3.069 197 201 211 rvVB 27365 36579 3.05% 0.276%
3 3.998 354 359 366 rBV 82513 85843 7.16% 0.648%
4 4.263 400 404 407 rBV 17707 16433 1.37% 0.124%
5 4.369 419 422 424 rBV 49090 53457 4_.46% 0.404%
6 4.404 424 428 432 rVB 853189 848359 70.80% 6.405%
7 4.628 460 466 471 rBvV2 26105 27673 2.31% 0.209%
8 5.351 585 589 592 rBV 29132 27987 2.34% 0.211%
9 5.381 592 594 599 rVB 20037 18238 1.52% 0.138%
10 5.434 599 603 606 rBvV2 15877 19399 1.62% 0.146%

11 5.475 606 610 616 rBvV 995424 873903 72.93% 6.598%
12 5.616 630 634 638 rBVY 1050419 920424 76.81% 6.949%
13 5.681 642 645 648 rBvV 51270 44857 3.74% 0.339%
14 5.875 674 678 682 rBV 908576 832136 69.45% 6.283%
15 6.051 704 708 711 rBV 802206 709639 59.22% 5.358%

16 6.251 739 742 745 rBV 25348 21852 1.82% 0.165%
17 6.516 781 787 792 rBV 593320 569860 47.56% 4 _.303%
18 6.810 834 837 841 rvB2 18640 15982 1.33% 0.121%
19 7.069 876 881 888 rBV6 15995 29151 2.43% 0.220%
20 7.275 913 916 922 rBV2 32165 34915 2.91% 0.264%
21 7.380 928 934 937 rBV 1119992 1132474 94.51% 8.550%
22 7.404 937 938 943 rvB2 43358 26234 2.19% 0.198%
23 7.810 1000 1007 1009 rBv4 23031 31576 2.64% 0.238%
24 8.245 1077 1081 1084 rBV 50402 44411 3.71% 0.335%
25 8.310 1088 1092 1099 rVvVv 38853 51550 4_30% 0.389%
26 8.363 1099 1101 1105 rVB 28356 23417 1.95% 0.177%
27 8.698 1153 1158 1162 rBV 1214673 1039970 86.79% 7.852%
28 9.010 1209 1211 1216 rVB5 10867 16535 1.38% 0.125%
29 9.198 1240 1243 1247 rVB 58126 53247 4._.44% 0.402%
30 9.339 1263 1267 1273 rBV2 22872 29461 2.46% 0.222%
31 9.416 1275 1280 1286 rBv4 22593 39822 3.32% 0.301%
32 9.516 1290 1297 1302 rBV2 1134169 1198237 100.00% 9.047%
33 9.774 1337 1341 1346 rBV5 13787 24401 2.04% 0.184%
34 9.827 1347 1350 1356 rBV7 11262 16908 1.41% 0.128%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040417\

Data File : BF094186.D

Aca On - 5 Apr 2017 00:04 Instrument :

Operator : SJ/MA gﬁA{s el
- _ lentosampleld :

3?22'6 : 12495-08 5X LSS-SP04-COMP

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-BF032217 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.110 1396 1398 1401 rVB 28704 23817 1.99% 0.180%
36 10.192 1409 1412 1416 rBV3 21139 28862 2.41% 0.218%
37 10.486 1458 1462 1469 rBV 544866 533991 44.56% 4.032%
38 10.692 1495 1497 1499 rBV2 34340 36004 3.00% 0.272%
39 11.092 1562 1565 1568 rVB5 30284 32968 2.75% 0.249%
40 11.251 1590 1592 1595 rVB4 36949 30380 2.54% 0.229%
41 11.286 1596 1598 1602 rBV2 30874 40719 3.40% 0.307%

42 11.339 1603 1607 1610 rVV 1005773 1049326 87.57% 7.923%
43 11.368 1610 1612 1615 rVB 121382 103991 8.68% 0.785%
44 11.433 1621 1623 1625 rVB 44117 34926 2.91% 0.264%
45 12.092 1733 1735 1738 rBV2 57903 60947 5.09% 0.460%

46 12.833 1858 1861 1864 rBVY 177123 178916 14.93% 1.351%
47 13.110 1905 1908 1912 rVB 189521 198222 16.54% 1.497%
48 13.315 1940 1943 1949 rVB 623742 665152 55.51% 5.022%
49 14.598 2157 2161 2164 rBV 608867 639230 53.35% 4._.826%
50 16.233 2436 2439 2445 rVB 554592 645596 53.88% 4._.874%

Sum of corrected areas: 13244817
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040417\
Data File : BF094186.D

Aca On : 5 Apr 2017 00:04

Operator : SJ/MA

Sample : 12495-08 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF094186.D

1400000

1200000 738

5472

1000000 5.87

4.40
800000 6.05

600000 6.52

400000

200000
4.00

7 .68 7.40

2.26 3.07 A 4,4 4.63 55%;\3 E | 6.25 6.81 7.07 7.2/}

A

o=t
Time-->  2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF094186.D

1400000

13.32

8.70
1200000 9.52

1000000

800000

600000

400000

200000

8. 9.2 1010119
7.81 2836 | 0015%8#p  oges

O e e e e e T T

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF094186.D
14,60 16.23

1400000

1200000

1000000

800000

600000

400000

200000

o T T T T T T T T

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00

8270-BF032217.M Wed Apr 05 13:17:27 2017 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040417\
Data File : BF094186.D

Aca On : 5 Apr 2017 00:04

Operator : SJ/MA

Sample : 12495-08 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

4.00 2.06 ng 85843 1,4-Dichlorobenzene-d4 5.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 35
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 359 (3.998 min): BF094186.D (-354) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1
829 3.60 3.80 4.00 4.20 4.40
Y YUV Y| O SN /AN m/z 59.00 56.85%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T
3.60 3.80 4.00 4.20 4.40
59.0 1010 m/z 101.10 23.32%
0 270 | 510 ‘ 6900 830910 ]
miz--> 0 2 30 40 80 60 70 8 80 100 110
Abundance
59.0
410 360 380 4.00 420 4.40
5000 m/z 58.00 16.89%
86.0
. 51.0 69.0 101.0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime e RRamn A T
43.0 3.60 3.80 4.00 4.20 4.40
m/z 41.10 9.91%
5000
101.0
J 150 a0 %80 690 86.0
m/z--> 10 20 30 4'0 50 60 70 8 90 100 110 360 3.80 400 420 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040417\
Data File : BF094186.D

Aca On : 5 Apr 2017 00:04

Operator : SJ/MA

Sample : 12495-08 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown5.62 Concentration Rank 1

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

5.62 22.12 ng 920424 1,4-Dichlorobenzene-d4 5.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 635 (5.622 min): BF094186.D (-630) (-) m/z 132.00 100.00%
132.0
5000
68.1
401 9.0 J 520 540 560 580 6.00
o} L B A e m/z 134.00 33.57%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 i AP
410 70 m/z 68.10 32.92%
0...|....|.... ﬁzouuuluuuuluu.|....|....|....
m/z--> 20 100 120 140 160 180
Abundance
132.0
520 540 560 580 6.00
5000 m/z 66.10 20.92%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! IR e e e e
57.0 132.0 5.20 5.40 5.60 5.80 6.00
m/z 96.00 13.06%
74.0
5000 ggo 1160
0|||||||||||||‘|‘|‘|||‘h|||“|||‘l“||‘u‘| |‘H||||:!-5|8|.0|||||]:8|9.|0| R RAREE R
m/z--> 20 40 100 120 140 160 180 5.20 5.40 5.60 5.80 6.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040417\
Data File : BF094186.D

Acq On : 5 Apr 2017 00:04

Operator : SJ/MA

Sample : 12495-08 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.00 2.1 ng 85843 1 5.87 832136 20.0
unknown5.62 5.62 22.1 ng 920424 1 5.87 832136 20.0
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