LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100817\

Data File : BF099255.D

Aca On 9 Oct 2017 2:34 Instrument :
Operator : SJ/JU ?:'l\:gﬁ't:Sam ol
3?22'6 i 15645-02 1mm1rﬂog${>s
ALS Vial : 32 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-BF092317.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 2.152 7 11 21 rVB 405069 535451 24.55% 3.449%
2 5.081 507 509 521 rVB 124553 129458 5.94% 0.834%
3 5.487 574 578 588 rBV 630601 590858 27.09% 3.806%
4 6.492 745 749 756 rBV 399669 373833 17.14% 2.408%
5 6.634 769 773 776 rBVY 1317359 1083515 49.68% 6.979%
6 6.863 808 812 816 rBV 886821 706881 32.41% 4 .553%
7 7.022 834 839 842 rBVY 1603401 1515058 69.46% 9.758%
8 7.428 903 908 911 rBVY 1342114 1180628 54.13% 7.604%
9 8.145 1026 1030 1033 rBvV 1171253 983407 45.09% 6.334%
10 9.216 1207 1212 1216 rBV 2343627 2181205 100.00% 14.048%
11 9.610 1276 1279 1285 rVB 46849 38951 1.79% 0.251%
12 9.898 1324 1328 1332 rBvV 1148708 1058129 48.51% 6.815%
13 9.933 1332 1334 1340 rVB 72473 57917 2.66% 0.373%
14 10.104 1360 1363 1366 rBvV 33006 26357 1.21% 0.170%
15 10.445 1418 1421 1425 rVB 35948 28730 1.32% 0.185%
16 10.686 1459 1462 1472 rBV 802951 694562 31.84% 4_473%
17 10.792 1477 1480 1486 rVB 23740 22981 1.05% 0.148%
18 11.386 1577 1581 1584 rBV 1174441 1005442 46.10% 6.476%
19 11.410 1584 1585 1588 rVB 50901 27078 1.24% 0.174%
20 12.598 1784 1787 1791 rVB 38466 31839 1.46% 0.205%
21 12.827 1821 1826 1829 rBV 24635 25348 1.16% 0.163%

22 12.968 1846 1850 1853 rBV 1978301 1757779 80.59% 11.321%
23 14.027 2026 2030 2038 rBV 730174 669053 30.67% 4 _.309%
24 15.504 2275 2281 2291 rBV 479717 637678 29.24% 4.107%

25 15.933 2350 2354 2359 rVB 27154 37142 1.70% 0.239%

26 16.439 2435 2440 2445 rBV 26767 41129 1.89% 0.265%

27 17.027 2535 2540 2546 rBV2 21968 40427 1.85% 0.260%

28 17.727 2654 2659 2668 rVB3 18548 45578 2.09% 0.294%
Sum of corrected areas: 15526414
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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\BF100817\

BF099255.D

9 Oct 2017 2:34

SJ/JuU

15645-02

32 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF092317.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\BF100817\
Data File : BF099255.D

Aca On > 9 Oct 2017 2:34

Operator : SJ/JU

Sample : 15645-02

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.15 15.15 ng 535451 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 22
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 11 (2.152 min): BF099255.D (-7) (-) m/z 73.10 100.00%

73.1
5000 43.0
55.0 87.1

220 230 240 2.50 2.60

S 1 N " A NNNNN——( 'Y 6 B o R Y K L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl- \
73.0
5000 RN AR LAARE RN AN L
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.00 26.71%
29.0 ‘
OIII IIIIIII\I‘IIII‘IIIIIIIIIIII‘IIIIIIII N i T T
T T T T T T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73.0
87.0 LRI IUURAN IS UL I U
2.20 2.30 2.40 2.50 2.60
5000 410 55.0 m/z 87.10 24 . 77%
29.0
o 99.0 112.0 129.0
wwmmfmwmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1877: Acetamide, N-ethyl- AR e R
30.0 220 230 2.40 2.50 2.60

m/z 41.05 11.50%

5000 43.0 87.0 ¢~/\Lﬂ
15.0 72.0
|l \ 50.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 240 2.50 2.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100817\
Data File : BF099255.D

Aca On > 9 Oct 2017 2:34

Operator : SJ/JU

Sample : 15645-02

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.08 3.66 ng 129458 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 509 (5.081 min): BF099255.D (-507) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 llllllllllllllllllllll
| 83.0 | 480 500 5.20 5.40
o} O 1 O A A M m/z 59.00 57.69%
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 U UL U R IR
480 500 5.20 5.40
59.0 m/z 101.00 19.87%
270 ‘ oo 830 1010
e AR ARARA AR RARS AL RARLE ARARA RERLA AR SRS BAAA SARRSRARRE RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 480 500 520 540
5000 m/z 58.00 16.41%
20.0 101.0
ol 120 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R e R
59.0 4.80 500 5.20 5.40
m/z 41.10 9.46%
5000 41.0
o Wl 730 1260 1450 A
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100817\
Data File : BF099255.D

Aca On > 9 Oct 2017 2:34

Operator : SJ/JU

Sample : 15645-02

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 3 unknown6.63 Concentration Rank 2

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

6.63 30.66 ng 1083520 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 772 (6.628 min): BF099255.D (-769) (-) m/z 132.00 100.00%
132.0
5000 68.1
w00 || %0 L | o0 o ok 680 760
o o 2 o I o S m/z 68.10 39.46%
m/z--> 40 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 " PRV
410 o . m/z 134.00  30.66%
oLl .S:L’.Ol...?’:ll.?...l — "‘I i .H. e
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
o0 650 640 660 650 70
5000 ' m/z 66.00 23.84%
31.0 510
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R e o RAREE Sam
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 .66%
74.0
5000 ogo 160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| B B e
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF100817\
Data File : BF099255.D

Acq On > 9 Oct 2017 2:34

Operator : SJ/JU

Sample - 15645-02

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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]
Butane, 2-methoxy... 2.15 15.2 ng 535451 1 6.86 706881 20.0
2-Pentanone, 4-hy... 5.08 3.7 ng 129458 1 6.86 706881 20.0
unknown6 .63 6.63 30.7 ng 1083520 1 6.86 706881 20.0
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