LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109103.D

Aca On : 18 Sep 2018 18:41

Operator : JU/SJ

Sample : J4947-01 2X

Misc :

ALS Vial : 13 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-BF091418 .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 5.325 504 508 514 rBV 848514 757279 73.85% 8.665%
2 6.348 679 682 692 rBV 917104 764712 74.57% 8.750%
3 6.489 702 706 709 rBV 890043 792607 77 .29% 9.069%
4 6.719 742 745 749 rBV 840655 711265 69.36% 8.138%
5 6.878 768 772 775 rBV 771851 616848 60.15% 7.058%

7.278 836 840 843 rBV 565247 457217 44.59% 5.231%
8.001 959 963 967 rBV 1055687 857478 83.62% 9.811%
9.078 1143 1146 1149 rBV 1035435 781264 76.19% 8.939%
9.236 1167 1173 1176 rBV5 71234 166562 16.24% 1.906%
9.472 1210 1213 1215 rBV 165494 151829 14.81% 1.737%

=
QO ~NO®

11 9.519 1219 1221 1223 rBV2 163089 160834 15.68% 1.840%
12 9.754 1258 1261 1267 rBV2 955710 1025433 100.00% 11.733%
13 15.277 2197 2200 2204 rVB 637286 647043 63.10% 7.403%
14 17.259 2533 2537 2549 rVB3 394410 849634 82.86% 9.721%

Sum of corrected areas: 8740005
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091818\
Data File : BF109103.D

Aca On : 18 Sep 2018 18:41

Operator : JU/SJ

Sample : J4947-01 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF091418 .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: BF109103.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109103.D

Aca On : 18 Sep 2018 18:41

Operator : JU/SJ

Sample : J4947-01 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknown6.49 Concentration Rank 2

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

6.49 22.29 ng 792607 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 706 (6.489 min): BF109103.D (-702) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 UL R R A
40.0 540 6.20 6.40 6.60 6.80
0 gL.0 S m/z 68.10 38.54%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 RS R R

6.20 6.40 6.60 6.80
m/z 134.00 32.41%

31.0 510
o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
e R
74.0 6.20 6.40 6.60 6.80
5000 ggo 1160 m/z 66.00 24.60%
\ Ay ‘\ \ 158.0 189.0
| RIS VNS W N S R A ML L2
m/z--> 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene e R
132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.43%
5000
63.0 810
0 3]\-0 SQ'O\ m‘ L | ‘\ ! 99'\0\11%0 |
— ettt
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109103.D

Aca On : 18 Sep 2018 18:41

Operator : JU/SJ

Sample : J4947-01 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknown9.24 Concentration Rank 4

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

9.24 3.25 ng 166562 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexen-2-one. 3-cvclohexvl-4-et... 208 C14H240 1000150-19-1 46
2 Naphthalene. decahvdro-1.6-dimet... 208 C15H28 029788-41-8 35
3 Silane. chlorodiisopropvlisoprop... 208 C9H21CIOSi 1000305-87-8 25

1-(2-EthvIl-1.3-dimethvl-cvclopen... 166 C11H180 1000185-18-1 18
5 Cyclopentene, 1-isopropyl-4,5-di... 138 C10H18 007712-74-5 18
Abundance Scan 1174 (9.242 min): BF109103.D (-1167) (-) m/z 81.10 100.00%
1
5000 ~#__¢VJMJLﬁ,wﬁf””ﬂjA/NVJ/b/
AN AR R
9.00 9.20 9.40 9.60
0 m/z 41.05 95.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67855: 3-Hexen-2-one, 3-cyclohexyl-4-ethyl-
55.0
95.0 165.0
5000 RS SR L R
9.00 9.20 9.40 9.60
0
29.0 123.0 m/z 95.10 87 .82%
Jo L ..| | 1490 | 208.0
W"'W"'I" L SURILEL S SR L B
m/z--> 40 60 100 120 140 160 180 200
Abundance #67973: Naphthalene, decahydro-1,6-dimethyl-4-(1-methylethyl)
109.0
1650 o8 3h0 oo sk
5000 m/z 123.10 77 .43%
55.0 81.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #68292: Silane, chlorodiisopropylisopropoxy- R e Al BAEm mam s e
95.0 9.00 9.20 9.40 9.60
165.0 m/z 55.05 75.75%
123.0
5000
410 630 790 | 1470 ‘ 208.0 __~v/v*/v-dlv,~JfP/kﬂﬂNthrj\/
NN | 1 PO PR N R A e e tt—
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 940 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091818\
Data File : BF109103.D

Aca On : 18 Sep 2018 18:41

Operator : JU/SJ

Sample : J4947-01 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 1,1,4a-Trimethyl-5,6-dimeth... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.26 26.26 ng 849634 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 50
2 4H-1-Benzopvran-4-one. 3.7-dihvd... 300 C16H1206 057396-72-2 46
3 1H-3a.7-Methanoazulene. octahvdr... 204 C15H24 000508-55-4 38
4 1H-Cycloproplelazulene. la.2.3.4... 204 C15H24 000489-40-7 38
5 1,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 30
Abundance Scan 2537 (17.259 min): BF109103.D (-2533) (-) m/z 133.10 100.00%
5000 N/\J]\VJ\AA
409.4 BN SR BN A
17.00 17.20 17.40 17.60
o Hp1 363 m/z 204.20  91.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64407: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene
204.0
410 910 1330
5000 N I IR I A
1700 17.20 17.40 17.60
m/z 285.20 80.51%
o 73.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #144344: 4H-1-Benzopyran-4-one, 3,7-dihydroxy-2-(3-hydroxy...
285.0
| 17.00 17.20 17.40 17.60
5000 m/z 300.30 66.49%
120.0 229.0
84.0
. 39.0 510 o
m/z--> 50 100 150 200 250 300 350 400
Abundance #64519: 1H-3a,7-Methanoazulene, octahydro-1,9,9-trimethyl-...
121.0 204.0 17.00 17.20 17.40 17.60
161.0 m/z 107.10 60.52%
mo &
5000 ‘
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091818\
Data File : BF109103.D

Acq On : 18 Sep 2018 18:41

Operator : JU/SJ

Sample : J4947-01 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418_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]
unknown6 .49 6.49 22.3 ng 792607 1 6.72 711265 20.0
unknown9 .24 9.24 3.3 ng 166562 3 9.75 1025430 20.0
1,1,4a-Trimethyl-__.. 17.26 26.3 ng 849634 6 15.28 647043 20.0
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