LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099295.D

Aca On : 10 Oct 2017 12:25

Operator : SJ/JU

Sample : 15651-06

Misc :

ALS Vial : 6 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 2.175 11 15 23 rvVB 41031 58481 2.15% 0.261%
2 5.098 508 512 526 rBV 312957 433563 15.94% 1.934%
3 5.492 574 579 582 rBVY 2394414 2411642 88.69% 10.756%
4 6.498 745 750 753 rBVY 2225589 2390961 87.93% 10.663%
5 6.634 769 773 777 rBV 2457070 2531676 93.10% 11.291%

6.863 808 812 816 rBV 667202 529781 19.48% 2.363%
7.022 834 839 842 rBV 2109446 1935633 71.18% 8.633%
7.428 903 908 911 rBV 1560787 1544623 56.80% 6.889%
8.145 1025 1030 1033 rBvV 811111 723615 26.61% 3.227%
9.222 1207 1213 1216 rBV 2653343 2719301 100.00% 12.128%

=
QO ~NO®

11 9.610 1275 1279 1288 rBV 415361 323660 11.90% 1.443%
12 9.898 1323 1328 1332 rBV 960109 793459 29.18% 3.539%
13 10.692 1458 1463 1466 rBV 1555692 1493792 54.93% 6.662%
14 11.386 1577 1581 1584 rBV 971932 808757 29.74% 3.607%
15 12.968 1845 1850 1853 rBV 2492785 2463133 90.58% 10.985%

16 13.857 1997 2001 2005 rBV2 36616 55026 2.02% 0.245%
17 13.986 2018 2023 2026 rBV 19939 28736 1.06% 0.128%

18 14.027 2026 2030 2033 rBV 794028 692765 25.48% 3.090%
19 15.498 2275 2280 2289 rBV 364230 483793 17.79% 2.158%

Sum of corrected areas: 22422397
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099295.D

Aca On : 10 Oct 2017 12:25

Operator : SJ/JU

Sample : 15651-06

Misc :

ALS Vial : 6 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

Abundance TIC: BF099295.D

2500000 5.49 6.63
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Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF099295.D
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10.69
1500000

1000000 9.90 11.39
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500000 9.61

L

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: BF099295.D
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1500000
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Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099295.D

Aca On : 10 Oct 2017 12:25

Operator : SJ/JU

Sample : 15651-06

Misc :

ALS Vial : 6 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 4

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

2.18 2.21 ng 58481 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 N-EthvIiformamide 73 C3H7NO 000627-45-2 9
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
4 1-Propene-1-thiol 74 C3H6S 000925-89-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 16 (2.181 min): BF099295.D (-11) (-) m/z 73.05 100.00%
73.0
5000
43.0 550 871
| | 220 2.30 2.40 2.50 2.60
0'W“P“WMW““W“P“W"hJJ“"vmv“w“W““v'W“W““W“P“W“ m/z 43.00 34.21%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.20 2.30 2.40 2.50 2.60
' 55.0 87.0 m/z 87.10 27.71%
o %D%O\‘ ‘ NO\‘%O
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
30.0
3.0 U RS AR AR U AR
2.20 2.30 2.40 2.50 2.60
5000 m/z 55.00 26.93%
44.0 58.0
18.0
0 38.0
A L) KRN LARRN AARENRALSA RELE) L) RALA LA RAALY LRRR) NARE) RARA) RALLY LALAA KRARA LARRARAAS) LA
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1880: Acetamide, N-ethyl- R
30.0 2.20 2.30 2.40 2.50 2.60
m/z 71.00 12.75%
5000 43.0 87.0
72.0
o Ll %0“ 51.0 59.065.0 |
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099295.D

Aca On : 10 Oct 2017 12:25

Operator : SJ/JU

Sample : 15651-06

Misc :

ALS Vial : 6 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 3

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

5.10 16.37 ng 433563 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 53
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 23
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 512 (5.098 min): BF099295.D (-508) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 e
| 831 | 4.80 5.00 5.20 5.40
Obrrrprrrr el e e m/z 59.00 57.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L LN UL IR
59.0 480 500 520 540
m/z 101.10 20.92%
31.0 g30 1010
O T T T T T T T e e
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 15.87%
20.0 101.0
0 15.0 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 e
54.0 480 5.00 5.20 5.40
m/z 41.10 8.91%
5000 41.0
0 I 730 1260 1420
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\BF101017\
Data File : BF099295.D

Aca On : 10 Oct 2017 12:25

Operator : SJ/JU

Sample : 15651-06

Misc :

ALS Vial : 6 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 1

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

6.63 95.57 ng 2531680 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10

Abundance Scan 772 (6.628 min): BF099295.D (-769) (-) m/z 132.00 100.00%
132.0
5000 68.1
wiso [| % e | o0 o o Gy 70
O T L e e e e ! m/z 68.10 37.82%
m/z--> 40 60 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 31.39%
oLl .S:L’.Ol...?’:ll.?...l — "‘I i .H. e
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
B0 620 640 650 680 700
5000 ' m/z 66.00 23.61%
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 LI i e e
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 .50%
74.0
5000 ogo 160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| A REE R 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\BF101017\
Data File : BF099295.D

Acq On : 10 Oct 2017 12:25

Operator : SJ/JU

Sample : 15651-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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... 2.18 2.2 ng 58481 1 6.86 529781 20.0
2-Pentanone, 4-hy... 5.10 16.4 ng 433563 1 6.86 529781 20.0
unknown6 .63 6.63 95.6 ng 2531680 1 6.86 529781 20.0
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