LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091216\
Data File : BF090071.D

Acq On : 12 Sep 2016 18:53

Operator : UM/SJ

Sample - PB93335BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 height area % max. total
1 1.712 9 11 57 rvB 3398687 9560242 100.00% 20.632%
2 4.696 270 272 292 rVB 590211 1074974 11.24% 2.320%
3 5.153 309 312 315 rBV 3190428 4209017 44.03% 9.083%
4 6.227 403 406 413 rBV 3532058 4119306 43.09% 8.890%
5 6.342 413 416 419 rVV 4112502 4108841 42.98% 8.867%

6.570 434 436 439 rBvV 809127 994997 10.41% 2.147%
6.730 448 450 453 rBV 3635738 3349084 35.03% 7.228%
2110987 2442847 25.55% 5.272%
7.862 546 549 551 rBV 1410855 1262222 13.20% 2.724%
8.947 641 644 646 rBV 3919152 4787355 50.08% 10.332%

=
QOO ~NO®

\l

=

N

N

N

(0]

w

N

(0]

()]

N

(0]

©

=

os]

<

11 9.610 699 702 704 rBV 1027581 1246808 13.04% 2.691%
12 10.388 767 770 773 rBV 2027483 2109065 22.06% 4 _.552%
13 11.073 828 830 833 rBV 1121038 1084552 11.34% 2.341%
14 12.662 966 969 971 rBV 3688792 3844205 40.21% 8.296%
15 13.691 1056 1059 1067 rBV 1028353 1216211 12.72% 2.625%

16 15.028 1173 1176 1180 rBV 584286 810407 8.48% 1.749%
17 15.840 1244 1247 1252 rBV3 39633 117268 1.23% 0.253%

Sum of corrected areas: 46337401
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA_F\DATA\BF091216\

BF090071.D

12 Sep 2016 18:53

UmM/sJ

PB93335BL

17 Sample Multiplier: 1

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF083116.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\BF091216\
Data File : BF090071.D

Acq On : 12 Sep 2016 18:53

Operator : UM/SJ

Sample - PB93335BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

4.70 21.61 ng 1074970 1,4-Dichlorobenzene-d4 6.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 7

Abundance Scan 272 (4.696 min): BF090071.D (-270) (-) m/z 43.05 100.00%
43
5000 59 j\\
101 T T T T
440 4.60 4.80 5.00
e Sl S ee 8 | "m/z 59.10  49.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.40 4.60 4.80 5.00
m/z 101.10 14 _.37%
25 3! 37 | 83 g3
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
440 460 480 500
5000 m/z 58.10 14.01%
58
L 27 g7 72 100
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43 4.40 4.60 4.80 5.00
m/z 41.05 8.55%
5000
101
15 53137, 51 % 69 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091216\
Data File : BF090071.D

Acq On : 12 Sep 2016 18:53

Operator : UM/SJ

Sample - PB93335BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.34 Concentration Rank 2

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

6.34 82.59 ng 4108840 1,4-Dichlorobenzene-d4 6.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 416 (6.342 min): BF090071.D (-413) (-) m/z 132.10 100.00%
5000 68
© s | W 500 620 640 b0 |
0 ...,....'PJ.:.“.,~:-.|.':7ﬁ‘....|,’ﬂ.°.6.1.1?.. e | m/Z 68.10  42.72%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRS SRS U
6.00 6.20 6.40 6.60
m/z 134.10 32.83%
31 51
"'I"tmllw'l'l'j?"”l""l"‘W""I""P"'
m/z--> 20 40 6 80 100 120 140 160 180
Abundance
132
600 620 640 6.60
5000 m/z 66.10 27 .56%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propionyl Emmma o RAR
57 132 6.00 6.20 6.40 6.60
24 m/z 69.10 17.01%
5000 og 116
e el rmhl‘ﬁll 158 ..,.1??.
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091216\
Data File : BF090071.D

Acq On : 12 Sep 2016 18:53

Operator : UM/SJ

Sample - PB93335BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5 Cyclononasiloxane, octadeca... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.84 2.89 ng 117268 Perylene-di12 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si19 000556-71-8 90
2 Piperidine, 1-(6-trifluoromethyl... 295 C15H16F3N3 1000268-74-7 59
3 Heptasiloxane, hexadecamethyl- 532 C16H4806Si17 000541-01-5 49
4 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 47
5 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 38
Abundance Scan 1247 (15.840 min): BF090071.D (-1244) (-) m/z 221.10 100.00%
241
‘3 147
5000 ogl 395
l 429 IR B SUNILN SRR B
313 503 15.60 15.80 16.00 16.20
T TR g e || M7z 73.10  84.54%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242430: Cyclononasiloxane, octadecamethy!-
73 429
147
5000 221 355
281 15.60 15.80 16.00 16.20
m/z 147.10 76.28%
2 e | s | | (T suses 6ot
m/z--> 50 100 1%0 200 250 300 350 400 450 500 550 600 650
Abundance
107 147
205 15,60 15.80 16,00 16.20
5000 228 m/z 355.10 48.01%
55 187
mz-> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #237932: Heptasiloxane, hexadecamethyl- R AR RREES S
221 15.60 15.80 16.00 16.20
m/z 281.10 40.85%
73
5000 147 081
341
109 | 187, | || t Lt E73 429 517
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091216\
Data File : BF090071.D

Acq On : 12 Sep 2016 18:53

Operator : UM/SJ

Sample - PB93335BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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]
2-Pentanone, 4-hy... 4.70 21.6 ng 1074970 1 6.57 994997 20.0
unknown6 .34 6.34 82.6 ng 4108840 1 6.57 994997 20.0
Cyclononasiloxane... 15.84 2.9 ng 117268 6 15.03 810407 20.0
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