LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081518\

Data File : BF108186.D

Aca On : 16 Aug 2018 00:46 Instrument :

Operator : JU/SJ gmgigamlem'

agmple : J4440-01 0&m1&ﬂPgF{>B
isc :

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF080818 .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 2.366 3 5 23 rVB 1352476 1718565 24.02% 4.183%
2 5.248 491 495 502 rvB 83749 84363 1.18% 0.205%
3 5.637 557 561 564 rBY 2197648 1894655 26.48% 4.611%
4 6.625 725 729 732 rBVY 1570384 1274330 17.81% 3.101%
5 6.784 751 756 759 rBVY 3903617 3532027 49.37% 8.596%

7.013 791 795 799 rBV 1451381 1272283 17.78% 3.096%
7.172 817 822 826 rBV 4815241 4770421 66.68% 11.610%
7.578 885 891 894 rBV 3715344 4243953 59.32% 10.329%
8.301 1009 1014 1017 rBV 1698378 1582065 22.11% 3.850%
9.377 1190 1197 1200 rBV 6964606 7154314 100.00% 17.412%

=
QO ~NO®

11 9.760 1258 1262 1267 rBV 519318 426835 5.97% 1.039%
12 10.060 1309 1313 1320 rVB 1953240 1724464 24.10% 4.197%
13 10.719 1422 1425 1428 rBV 359834 257886 3.60% 0.628%
14 10.854 1443 1448 1457 rBV 2390780 2255606 31.53% 5.490%
15 10.942 1460 1463 1470 rVB2 66341 85751 1.20% 0.209%

16 11.554 1563 1567 1571 rBV 1658126 1464083 20.46% 3.563%
17 13.142 1833 1837 1841 rBV 4762324 4546481 63.55% 11.065%
18 14.054 1983 1992 2001 rBV6 36418 113898 1.59% 0.277%
19 14.207 2014 2018 2022 rBV 1344802 1174874 16.42% 2.859%
20 15.342 2207 2211 2217 rBV2 74131 87485 1.22% 0.213%

21 15.771 2277 2284 2291 rBV 843764 1239545 17.33% 3.017%
22 16.236 2359 2363 2368 rBV2 66203 104720 1.46% 0.255%
23 16.795 2453 2458 2466 rVB2 43165 80180 1.12% 0.195%

Sum of corrected areas: 41088784
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081518\

Data File : BF108186.D

Aca On : 16 Aug 2018 00:46

Operator : JU/SJ

ﬁ?ggle i J4440-01 080918-TIPC-F-D-B
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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: BF108186.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081518\

Data File : BF108186.D

Aca On : 16 Aug 2018 00:46

Operator : JU/SJ

ﬁ?ggle i J4440-01 080918-TIPC-F-D-B
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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.

2.37 27.02 ng 1718570 1,4-Dichlorobenzene-d4 7.01
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 Silane. tetramethvl- 88 C4H12Si 000075-76-3 32
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 23
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23

Abundance Scan 6 (2.372 min): BF108186.D (-3) (-) /z 73.10 100.00%

741
5000 431
55.1 871

240 250 2.60 2.70 2.80

Obrrrprrrrr e bbbt e sk e | M7z 43.10 46 44%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LA L L L L LB L LB LB
43.0 2.40 2.50 2.60 2.70 2.80
550 87.0 m/z 55.10 32.14%
29.0
0 il L Ll
T e e e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
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O T T T T T T T T T T T e T e
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Abundance #1995: Silane, tetramethyl- A
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8270-BF080818.M Thu Aug 16 11:09:10 2018 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081518\

Data File : BF108186.D

Aca On : 16 Aug 2018 00:46

Operator : JU/SJ

ﬁ?ggle i J4440-01 080918-TIPC-F-D-B
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.78 Concentration Rank 2

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

6.78 55.52 ng 3532030 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 755 (6.778 min): BF108186.D (-751) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 sto || o T o | T4 650 o0 Tho 70
0 L T = T m/z 68.10 48.07%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 UL LA UL L
6.40 6.60 6.80 7.00 7.20
310 510 m/z 134.00 31.53%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 31.19%
0 "'M |'§{0'k”7ﬂ?"8§9"| J“" [rr T T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl  Emma L e
57.0 132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 19.46%
74.0
5000 98.0 116.0
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN | U | —
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081518\

Data File : BF108186.D

Aca On : 16 Aug 2018 00:46

Operator : JU/SJ

ﬁ?ggle i J4440-01 080918-TIPC-F-D-B
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 4 Triethyl citrate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.72 2.99 ng 257886 Acenaphthene-d10 10.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 90
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 64
3 Piperazine-l1l-carboxvlic acid. 4-... 362 C14H19CIN205S 1000303-79-9 42
4 3-Chloro2-fluorobenzoic acid. 4-... 356 C20H30CIF02 1000338-64-4 42
5 3-Chloro2-fluorobenzoic acid, 6-... 370 C21H32CIF0O2 1000338-64-9 42
Abundance Scan 1425 (10.719 min): BF108186.D (-1422) (-) m/z 157.05 100.00%
157.1
5000
115.1
43.1 AU SR
87.0 203.1 10.40 10.60 10.80 11.00
ot M A o m/z 115.05 35.27%
m/z--> 50 100 150 200 250 300 350
Abundance #123850: Triethyl citrate
157.0
5000{ 29.0 AR AL AL AR
115.0 10.'40 10.|60 10.I80 11.'00 '
203.0 m/z 43.10 19.90%
,|,5§-,0, 87.0 | . 2310 277.0
m/z--> 50 100 150 200 250 300 350
Abundance #73862: Ethylmalonic acid dipropyl ester
157.0
10.40 10.60 10.80 11.00
5000 43.0 115.0 m/z 111.00 8.92%
87.0
| 188.0
Oy H'"lw"”'ﬂ' L A S S
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Abundance #191455: Piperazine-1-carboxylic acid, 4-(4-chloro-3-metho...
157.0 10.40 10.60 10.80 11.00

m/z 203.10 8.50%
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T T T T
m/z--> 50 100 150 200 250 300 350 10.40 10.60 10.80 11.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF081518\

Data File : BF108186.D

Acq On : 16 Aug 2018 00:46

Operator : JU/SJ

ﬁ?ggle i J4440-01 080918-TIPC-F-D-B
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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... 2.37 27.0 ng 1718570 1 7.01 1272280 20.0
unknown6.78 6.78 55.5 ng 3532030 1 7.01 1272280 20.0
Triethyl citrate 10.72 3.0 ng 257886 3 10.06 1724460 20.0
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