LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO73018\

Data File : BG035975.D

Aca On - 30 Jul 2018 14:23 Instrument :

Operator : JU/SJ BNA_G

Sample - J4196-04 ClientSampleld :

Vi : 072518-DBRI-E-D-M
isc :

ALS Vial : 9 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 G\METHODS\8270-BG071218 .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

5.605 383 394 407 rBV 198987 368779 10.45% 2.693%
7.191 657 664 680 rBv2 143552 305000 8.64% 2.227%
rBv 394004 705609 19.99% 5.153%
8.025 799 806 814 rBV 128495 223984 6.34% 1.636%
8.348 851 861 872 rBV 517377 937061 26.54% 6.843%
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9.182 994 1003 1020 rBV 423924 824391 23.35% 6.020%
10.827 1275 1283 1292 rBVY 143235 289158 8.19% 2.112%
13.271 1692 1699 1715 rBV 1345337 2146491 60.80% 15.674%
14.645 1925 1933 1943 rBV2 294605 515923 14.61% 3.767%
15.938 2148 2153 2159 rBV 45125 66144 1.87% 0.483%

=
QO ~NO®

11 16.137 2180 2187 2200 rBV 648347 1150725 32.60% 8.403%
12 17.389 2394 2400 2415 rBV2 452131 732337 20.74% 5.348%
13 19.997 2837 2844 2856 rBV 2697157 3530276 100.00% 25.779%
14 21.654 3119 3126 3137 rBV 489608 826146 23.40% 6.033%
15 23.310 3402 3408 3417 rVB 93716 178829 5.07% 1.306%

16 23.915 3504 3511 3516 rBV7 21113 42930 1.22% 0.313%

17 24.849 3658 3670 3685 rBV3 261394 810822 22.97% 5.921%

18 25.965 3854 3860 3868 rVB8 15520 39639 1.12% 0.289%
Sum of corrected areas: 13694244
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG073018\

Data File : BG035975.D

Aca On : 30 Jul 2018 14:23

Operator : JU/SJ

Sample : J4196-04 e
Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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: BG035975.D

2500000
2000000
1500000
1000000

8.35
500000 7.55 9.18

5.60 7.19 8.02 10.83

Time--> 3.50 4.00 4.50 500 550 6.00 6.50 7.00 7.50 8.00 8.50 9.00 950 1000 1050 1100 1150 1200 12.50
Abundance TIC: BG035975.D

20,00
2500000

2000000

1500000 13.27
1000000

16.14

500000 17.39
14.65

21.65

15.9

L0 e LI v e e L L B B

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG035975.D

2500000
2000000
1500000
1000000

500000
24.85

2331 2302 A 25.97

R e L B AR REEas mas s e e AR BABARE

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG073018\

Data File : BG035975.D

Aca On : 30 Jul 2018 14:23

Operator : JU/SJ

Sample : J4196-04 e
Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 unknown7.55 Concentration Rank 2

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

7.55 63.01 ng 705609 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 725 (7.549 min): BG035975.D (-719) (-) m/z 132.15 100.00%
13p.2
5000 68.2 /\‘
96.2 LR IS I I L B
40.3 231 720 7.40 7.60 7.80
o} : m/z 68.15 50.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 A AL SR UL L I
7.20 7.40 7.60 7.80
70.0 m/z 66.15 36.49%
3L0 51
0"'w'lw!J“P'“Jl“"w"w"'|'“'|“""'w"“l'“
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
090 o 750 70 760 70
5000 ' m/z 134.15 33.25%
31.0 51.0
0"W'J“Wlw'lﬁ'ﬂw"w'k“l"“l“"w"'"“l'“'l“'
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14503: 1H-Benzimidazole, 2-methyl- R Rma s e
132.0 720 7.40 7.60 7.80

m/z 69.15 24 .10%

5000
63.0 104.0
0 15.0 3?0 PR \879 | |
L o o e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG073018\

Data File : BG035975.D

Aca On : 30 Jul 2018 14:23

Operator : JU/SJ

Sample : J4196-04 e
Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 Triethyl citrate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.94 2.56 ng 66144 Acenaphthene-d10 14.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 83
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 64
3 Quinoline. 4.8-dimethvl- 157 C11H11N 013362-80-6 49
4 Adipic acid. isobutvl 3-(2-metho... 358 C20H3805 1000324-28-7 40
5 Piperazine-1l-carboxylic acid, 4-... 362 C14H19CIN205S 1000303-80-2 38
Abundance Scan 2153 (15.938 min): BG035975.D (-2148) (-) m/z 157.15 100.00%
15Y.2
5000 115.2
81 g7 3 203 1560 1580 1600 1620 "
Obrrrprrrr bt e b e e 2o e || M7z 115.15 42 44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157.0
A
5000{ 29.0 UM BN B e
115.0 15.60 15.80 16.00 16.20
203.0 m/z 203.15 15.05%
bl | 600 80 | | 2310 2170
m/z--> 25 40 60 85 100 120 150 160 180 200 220 240 260 280
Abundance #73862: Ethylmalonic acid dipropy! ester
157.0
15,60 15.80 16.00 1620
5000 43.0 115.0 m/z 158.15 11.56%
87.0
‘ 188.0
NN Y ST S D W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29207: Quinoline, 4,8-dimethyl- L
157.0 15.60 15.80 16.00 16.20
m/z 43.15 11.19%

5000

77.0 102.0 128.0

NS VR MG s T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG073018\

Data File : BG035975.D

Aca On : 30 Jul 2018 14:23

Operator : JU/SJ

Sample : J4196-04 e
Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 Supraene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.31 4.41 ng 178829 Perylene-di12 24.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 90
2 Saualene 410 C30H50 000111-02-4 87
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
4 1.5.9-Decatriene. 2.3.5.8-tetram... 192 C14H24 230646-72-7 64
5 2,6-Octadiene, 4-methyl- 124 C9H16 074498-94-5 53
Abundance Scan 3408 (23.310 min): BG035975.D (-3402) (-) m/z 69.15 100.00%
69.2
5000
07.2137.3 23.00 23.20 23.40 23.60
oL, ?9.13,'1.1 I S <1 N X B B oy ST B TR W 7
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000
23.00 23.20 23.40 23.60
1370 m/z 41.15 18.96%
0 29.o|. L4l 10707 " 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
23.00 23.20 23.40 23.60
5000 m/z 95.15 16.36%
0 Lk A}OZ-O‘PZ'? 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol R B R Eaaa
69.0 23.00 23.20 23.40 23.60
m/z 68.15 11.85%
5000
0 27‘70“\ L | J 1050.°70 | 1030
m/z--> 50 100 150 200 250 300 350 400 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BGO73018\

Data File : BG035975.D

Acg On : 30 Jul 2018 14:23

Operator : JU/SJ

Sample - J4196-04 072518-DBRI-E-D-M
Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_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]
unknown? .55 7.55 63.0 ng 705609 1 8.02 223984 20.0
Triethyl citrate 15.94 2.6 ng 66144 3 14.65 515923 20.0
Supraene 23.31 4.4 ng 178829 6 24.85 810822 20.0
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