LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO73018\

Data File : BG035977.D

Aca On : 30 Jul 2018 15:41 Instrument :
Operator : JU/SJ BNA_G

Sample - J4196-06 ClientSampleld :
Misc - 072518-DBRI-E-U-B
ALS Vial : 11 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
1 5.602 387 394 410 rBV 179644 322096 9.18% 2.444%
2 7.189 658 664 677 rBV2 122826 261437 7.45% 1.984%
3 7 .559 718 727 739 rBV 361624 656010 18.70% 4_.978%
4 8.023 798 806 812 rBV2 125661 218298 6.22% 1.657%
5 8.346 853 861 873 rVB 539086 942317 26.86% 7.151%

9.186 996 1004 1016 rBV 425189 812264 23.15% 6.164%
10.825 1274 1283 1291 rBV 145557 282876 8.06% 2.147%
13.269 1692 1699 1712 rBV 1342547 2127767 60.64% 16.147%
14.649 1925 1934 1950 rBV 291692 497189 14.17% 3.773%
15.936 2148 2153 2162 rBVY 52316 71708 2.04% 0.544%

=
QO ~NO®

11 16.135 2179 2187 2202 rBV 641666 1116851 31.83% 8.475%
12 17.392 2394 2401 2412 rBV 404029 688121 19.61% 5.222%
13 19.995 2838 2844 2855 rBV 2594338 3508818 100.00% 26.627%
14 21.651 3119 3126 3137 rBV 476649 811653 23.13% 6.159%
15 23.308 3402 3408 3415 rBV2 57295 108385 3.09% 0.822%

16 24.853 3659 3671 3684 rBVv3 235004 751776 21.43% 5.705%

Sum of corrected areas: 13177566
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO73018\

Data File : BG035977.D

Aca On : 30 Jul 2018 15:41

Operator : JU/SJ

ﬁ?ggle i J4196-06 072518-DBRI-E-U-B
ALS Vial :© 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\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: BG035977.D
2500000

2000000
1500000
1000000

8.35
500000 756 9.19

5.60 19 8.02 10.82

R SRS | SRS ST SR L NN || VAN b

Time--> 3.50 4.00 4.50 5. OO 5. 50 6. OO 6. 50 7. OO 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11. 50 12. OO 12.50
Abundance TIC: BG035977.D
2500000 19199

2000000

1500000 13.27
1000000

16.14

500000 17.39
14.65

21.65

15.9

O o L L B i o o o o B L e e o o B B B O LN A I B B e

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: BG035977.D
2500000

2000000

1500000

1000000

500000
24.85
23.31

S £ 0 OO S VSR

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\HPCHEM1\BNA G\DATA\BGO73018\

Data File : BG035977.D

Aca On : 30 Jul 2018 15:41

Operator : JU/SJ

a?ggle i J4196-06 072518-DBRI-E-U-B
ALS Vial : 11 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 unknown7.56 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.56 60.10 ng 656010 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12
Abundance Scan 727 (7.559 min): BG035977.D (-718) (-) m/z 132.15 100.00%

13p.2
5000 68.2

7.20 7.40 7.60 7.80

0 1!..1,1.. e 2 Tm/z 68,15 47.51%
m/iz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
5000 LA LN L L L L L LB B

7.20 7.40 7.60 7.80
m/z 66.15 33.16%

31.0
0 ||h|ll| L AL WL L WU UL UL B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0

7.20 7.40 7.60 7.80

5000 97.0 m/z 134.15 32.88%
31.0
0 ..Jﬂﬁwhu,....,....,....,....,....,....,....,.
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14503: 1H-Benzimidazole, 2-methyl-  RRaEE e L REARE
132.0 7.20 7.40 7.60 7.80

m/z 69.15 22 .80%

5000
28.'(1?31.0“u1
O o o LA L B  a

|
m/z--> 0 50 100 150 200 250 300 350 400 450 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO73018\

Data File : BG035977.D

Aca On : 30 Jul 2018 15:41

Operator : JU/SJ

a?ggle i J4196-06 072518-DBRI-E-U-B
ALS Vial : 11 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 3
R.T. EstConc Area Relative to ISTD R.T.
15.94 2.88 ng 71708 Acenaphthene-d10 14.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 83
2 Quinoline. 4.8-dimethvl- 157 C11H11N 013362-80-6 40
3 O-Acetvicitric acid triethvl ester 318 C14H2208 000077-89-4 39
4 Quinoline. 2.4-dimethvl- 157 C11H11N 001198-37-4 36
5 Adipic acid, isobutyl 3-(2-metho... 358 C20H3805 1000324-28-7 36
Abundance Scan 2154 (15.941 min): BG035977.D (-2148) (-) m/z 157.15 100.00%
15Y.2
5000
115.1
43.1 87.2 20‘?'2 2630 15.60 15.80 16.00 16.20
O e et et e bbb ot | m/z 115.10  28.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157.0
A,
5000 290 L L TTrTrT Trrryprrrr 1
115.0 15.|60 15.|80 16.IOO 16.|20 '
203.0 m/z 203.15 13.61%
bl | 600 80 | | 2310 2170
m/z--> 25 40 60 85 100 120 150 160 180 200 220 240 260 280
Abundance #29207: Quinoline, 4,8-dimethyl-
157.0
15.60 15.80 16.00 16.20
5000 m/z 43.15 12 .53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #159225: O-Acetylcitric acid triethyl ester
157.0 15.60 15.80 16.00 16.20
43.0 m/z 111.05 8.90%
5000 203.0
115.0
0 15.0 | 85 0 Jdoy ‘ ‘ 231 0 273 0
m/z--> 25 45 60 85 100 120 140 1éo 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\HPCHEM1\BNA G\DATA\BGO73018\

Data File : BG035977.D

Aca On : 30 Jul 2018 15:41

Operator : JU/SJ

a?ggle i J4196-06 072518-DBRI-E-U-B
ALS Vial : 11 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 Squalene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.31 2.88 ng 108385 Perylene-di12 24.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 83
2 trans-Farnesol 222 C15H260 000106-28-5 74
3 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 72
4 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 64
5 (-+/-.)-Lavandulol, pentafluorop... 300 C13H17F502 1000352-63-1 64
Abundance Scan 3408 (23.308 min): BG035977.D (-3402) (-) m/z 69.15 100.00%

69.2
5000

137.3 23100 2320 2340 2360
0 207.2 251.1282.1 327.1
I H-.l.i.,...a,‘....,.... Sert L H68 1 Thw/z 81.15  60.02%

m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0

5000 R R
23.00 23.20 23.40 23.60

m/z 95.15 17.47%

o ;HOQ 0|I JI . 191.0 231.0 273.0 341.0 410.0
I~ T T I T T T 7T I L T I T T L T I L T I T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #79392: trans-Farnesol
69.0
23.00 23.20 23.40 23.60
5000 m/z 41.10 13.61%
294 J 109.0
ol e iy 1600 2220
m/z--> 50 100 150 200 250 300 350 400
Abundance #100905: 4,8,12-Tetradecatrienal, 5,9,13-trimethy!-
69.0 23.00 23.20 23.40 23.60
m/z 68.25 10.63%
5000
136.0
oL 2% o0, | amoasoze0
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 : BG035977.D

Acg On : 30 Jul 2018 15:41

Operator : JU/SJ

Sample - J4196-06 072518-DBRI-E-U-B
Misc :

ALS Vial : 11 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown? .56 7.56 60.1 ng 656010 1 8.02 218298 20.0
Triethyl citrate 15.94 2.9 ng 71708 3 14.65 497189 20.0
Squalene 23.31 2.9 ng 108385 6 24.85 751776 20.0
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