LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091719\
Data File : BF117106.D

Aca On : 17 Sep 2019 15:04

Operator : HP/JU

Sample : K4883-03

Misc :

ALS Vial : 14 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-BF091319.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 2.469 49 65 68 rBvy 5193696 10453231 28.72% 17.105%
2 4.640 412 434 436 rBV2 7910969 36398463 100.00% 59.559%
3 5.445 567 571 591 rVB 662711 699974 1.92% 1.145%
4 6.457 739 743 762 rBV2 394270 513942 1.41% 0.841%
5 6.592 762 766 774 rBVY 1518866 1468073 4_.03% 2.402%

6.822 802 805 814 rBV 433285 420108 1.15% 0.687%
6.981 828 832 847 rBV 1571944 1402945 3.85% 2.296%
7.387 896 901 917 rBV 921301 1089545 2.99% 1.783%
8.104 1019 1023 1045 rBvV 381203 468919 1.29% 0.767%
9.175 1201 1205 1221 rBV 2262799 2114459 5.81% 3.460%

=
QO ~NO®

11 9.851 1316 1320 1338 rVB 557511 581300 1.60% 0.951%
12 10.639 1450 1454 1466 rBV 1152745 1209915 3.32% 1.980%
13 11.333 1569 1572 1588 rVB 462477 525207 1.44% 0.859%
14 12.916 1836 1841 1855 rBV 1704861 1747720 4._80% 2.860%
15 13.968 2016 2020 2030 rVB 369308 411229 1.13% 0.673%

16 15.421 2261 2267 2280 rBV 269070 419162 1.15% 0.686%
17 17.057 2535 2545 2554 rBV 354920 705679 1.94% 1.155%
18 18.480 2776 2787 2800 rVB2 175415 483514 1.33% 0.791%

Sum of corrected areas: 61113385
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091719\
: BF117106.D

: 17 Sep 2019 15:04

: HP/JU

: K4883-03

- 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF091319_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P
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TIC: BF117106.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091719\
Data File : BF117106.D

Aca On : 17 Sep 2019 15:04

Operator : HP/JU

Sample - K4883-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319.M
Quant Title : 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 unknown6.59 Concentration Rank 3

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

6.59 69.89 ng 1468070 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 766 (6.592 min): BF117106.D (-762) (-) m/z 132.00 100.00%
5000 68
40 % J 620 6.40 6.60 6.80 7.00
54 7 . . . . .
qrer |asus o mjz 68.00  43.56%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR RS SRS N
6.20 6.40 6.60 6.80 7.00
21 78 m/z 134.00 31.76%
I'"%I!Jl'l'!'Jl""IJ"'I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 27.35%
N ..,....,.?9 II¥Q7 ‘ B - ..,.1??.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 18.26%
117
5000
29 91
GO W
| N | ! . \ m
m/z--> 20 Jo 60 80 160 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091719\
Data File : BF117106.D

Aca On : 17 Sep 2019 15:04

Operator : HP/JU

Sample - K4883-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319.M
Quant Title : 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 Fumaric acid, ethyl 1-metho... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.06 33.67 ng 705679 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fumaric acid. ethvl 1l-methoxvdec... 314 C17H3005 1000339-18-8 59
2 Caprvlic anhvdride 270 C16H3003 000623-66-5 43
3 1l.4-Dioxaspirol4.41nonane. 7-but... 212 C13H2402 104807-77-4 43
4 Azacvclohexane. 1-BOC-3-formamido- 228 C11H20N203 184637-49-8 43
5 1,3,5-Triazin-2(1H)-one, 4,6-dia... 127 C3H5N50 000645-92-1 38
Abundance Scan 2546 (17.062 min): BF117106.D (-2535) (-) m/z 127.10 100.00%
127
57
5000 155
98 243 U U BN SUNURH B
213 271 297 369 397 16.80 17.00 17.20 17.40
! 7 325 m/z 57.10 54.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #156187: Fumaric acid, ethyl 1-methoxydec-4-yl ester
127
5000 58 R R B I R
155 16.80 17.00 17.20 17.40
o m/z 155.10 40.12%
29 Jia7e o, Ll | 187 229 269
m/z--> 50 100 150 200 250 300 350 400
Abundance #119228: Caprylic anhydride
127
16,80 17.00 17.20 17.40
5000 57 m/z 43.05 20.72%
29| | 7998 | 171 214
m/z--> 50 100 150 200 250 300 350 400
Abundance #71141: 1,4-Dioxaspiro[4.4]nonane, 7-butyl-(R,R)-2,3-dimethyl L e EaREEEaae
127 16.80 17.00 17.20 17.40
m/z 243.20 15.98%
155
5000 55 183
83
29
i N e O T I B
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091719\
Data File : BF117106.D

Aca On : 17 Sep 2019 15:04

Operator : HP/JU

Sample - K4883-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319.M
Quant Title : 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 6 Allophanamide, N-methyl-4-(... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.48 23.07 ng 483514 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Allophanamide. N-methvl-4-(l-nap... 271 C14H13N303 1000160-42-1 53
2 2.5-Pvrrolidinedione. 1-T(1-naph... 269 C15H11NO4 134676-06-5 52
3 4-Cvanocinnoline 155 C9H5N3 016470-90-9 50
4 2-(1-NaphthvD)-4-(3.4.5-trimetho... 389 C23H19NO5 312739-95-0 50
5 Pivalamide, N-methallyl- 155 C9H17NO 1000345-72-5 46

Abundance Scan 2787 (18.480 min): BF117106.D (-2776) (-) m/z 155.10 100.00%
185
5 127
5000
8 243 271 397 " 1820 1840 18.60 1880
200 18.20 18.40 18.60 18.80
297 325
A 7 _1 422 njz 127.10 58.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #119876: Allophanamide, N-methyl-4-(1-naphthoyl)-
185
127
197 I R EE e e RS R
5000 271 1820 1840 18.60 18.80
58 m/z 57.05 50.38%
30 101 240
"’”Hui'f'“'”ﬂ'“"lf"'""l""l""l'”
m/z--> 50 100 150 200 250 300 350 400
Abundance #118121: 2,5-Pyrrolidinedione, 1-[(1-naphthalenenylcarbony...
155
127 RN B BN SR
18.20 18.40 18.60 18.80
5000 m/z 71.05 31.74%
77
v B 269
mz-> 50 100 150 200 250 300 350 400
Abundance #28196: 4-Cyanocinnoline
197 185 18.20 18.40 18.60 18.80
m/z 43.05 29.22%
5000
100
50 76
'?§'¥“JL'1""|' L UURLELELY IR UL SRR BUNL AU B BN SR
m/z--> 50 100 150 200 250 300 350 400 18.20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091719\
Data File : BF117106.D

Acq On : 17 Sep 2019 15:04

Operator : HP/JU

Sample - K4883-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091319._M
Quant Title : 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]
unknown6 .59 6.59 69.9 ng 1468070 1 6.82 420108 20.0
Fumaric acid, eth... 17.06 33.7 ng 705679 6 15.42 419162 20.0
Allophanamide, N-... 18.48 23.1 ng 483514 6 15.42 419162 20.0
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