LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080918\
Data File : BG036249.D

Aca On : 10 Aug 2018 1:29

Operator : JU/SJ

Sample : J4379-17

Misc :

ALS Vial : 17 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

5.127 307 313 319 rBV2 23132 35165 1.19% 0.329%
5.597 386 393 408 rBV 207909 372727 12.64% 3.484%
rBv 111619 244268 8.28% 2.283%
7.547 718 725 736 rBV 411328 748262 25.37% 6.995%
8.005 796 803 811 rBV 94901 169193 5.74% 1.582%
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8.328 850 858 869 rBvV 387932 684925 23.22% 6.403%
9.174 994 1002 1020 rBV 294026 619081 20.99% 5.787%
10.813 1274 1281 1297 rBV 97327 208995 7.09% 1.954%
13.257 1689 1697 1712 rBV 832580 1392268 47.21% 13.015%
14.632 1925 1931 1940 rBV2 172561 304977 10.34% 2.851%

=
QO ~NO®

11 16.124 2178 2185 2197 rBV 816681 1340931 45.47% 12.535%
12 17.381 2391 2399 2413 rBV2 278612 470298 15.95% 4 _.396%
13 19.983 2836 2842 2859 rBV 2117971 2949293 100.00% 27.570%
14 21.640 3117 3124 3132 rBV 306653 559646 18.98% 5.232%
15 23.285 3398 3404 3411 rVB2 27605 59909 2.03% 0.560%

16 24.830 3656 3667 3682 rBV 166035 537612 18.23% 5.026%

Sum of corrected areas: 10697550
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080918\
BG036249.D

10 Aug 2018 1:29

JussJ

J4379-17

17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG071218 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance
2000000

1500000

1000000

500000

TIC: BG036249.D

7.55 8.33

5.60

7.18
5.13 8.01

10.81

O+

Time--> 350 4.00 450 5.00 550 6.00 6.50 7.00 750 8.00 8.50 900 950 1000 1050 1100 11.50 12.00 1250

Abundance
2000000

1500000

1000000

500000

TIC: BG036249.D

13.26 16.12

17.38
14.63

19,98

21.64

0

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
2000000

1500000

1000000

500000

TIC: BG036249.D

24.83
23.28

0

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\HPCHEMI1\BNA G\DATA\BG080918\
Data File : BG036249.D

Aca On : 10 Aug 2018 1:29

Operator : JU/SJ

Sample : J4379-17

Misc :

ALS Vial : 17 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.13 4.16 ng 35165 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 3-0Octanol 130 C8H180 000589-98-0 33
3 Methvl 2.5.8.11-tetraoxatridecan... 236 C10H2006 1000366-78-2 17
4 2.3-Dioxabicvclol2.2.1Theptane. ... 114 C6H1002 1000142-34-6 12
5 4-Penten-2-one 84 C5H80 013891-87-7 9
Abundance Scan 314 (5.133 min): BG036249.D (-307) (-) m/z 43.15 100.00%
43.1
5000 101.2

2676 4.80 5.00 5.20 5.40
0II”IHllllllll'llljlll""'I"'|""|""|"II T ----2(.)?.2. e m/z 59.15 89 550

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L L L Bt LB L LB L |

4.80 5.00 5.20 5.40

0
15.0 1010 m/z 101.15 41 _.97%
e B T R AR R R AR R ea R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #13627: 3-Octanol
59.0
B e o L
83.0 480 5.00 5.20 5.40
5000 m/z 58.15 21.13%
29.0
112.0
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #90116: Methyl 2,5,8,11-tetraoxatridecan-13-oate
59.0 480 5.00 5.20 5.40
m/z 41.25 12.62%
5000 117.0
29.0
o \‘ L LET0 || w0 1o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080918\
Data File : BG036249.D

Aca On : 10 Aug 2018 1:29

Operator : JU/SJ

Sample : J4379-17

Misc :

ALS Vial : 17 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 2 unknown7.55 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.55 88.45 ng 748262 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Amphetaminil 250 C17H18N2 017590-01-1 10
Abundance Scan 725 (7.547 min): BG036249.D (-718) (-) m/z 132.10 100.00%

132.1
5000 68.2

96.2 R B e IR
m35“_‘| 7.20 7.40 7.60 7.80
, 0.2 oo 1152 || 1503
o..,....,....,....'I'.'...,.'!..,..'.'.,..'ﬁ,....,...|.,.'.'..,....,.... b3 "m/z  68.15  50.04%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 /\\

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

5000 e e
7.20 7.40 7.60 7.80

m/z 134.15 35.66%

31.0 51.0

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
R AR
7.20 7.40 7.60 7.80
5000 m/z 66.15 34.07%
63.0
15.0 27.0 39.0 510 > 77.0 90.0 104.0,.4, ||
R B A RARAA RS S sa e o o e L e !
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14144: 5-Fluoro-2-chloropyrimidine e
132.0 720 740 760 7.80

m/z 69.15 22 .87%

5000
70.
| [st0 7% o | | |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.20 7.40 7.60 7.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080918\
Data File : BG036249.D

Aca On : 10 Aug 2018 1:29

Operator : JU/SJ

Sample : J4379-17

Misc :

ALS Vial : 17 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 Farnesol isomer a Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
23.28 2.23 ng 59909 Perylene-d12 24 .83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Farnesol isomer a 222 C15H260 1000108-92-4 90
2 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 003790-71-4 76
3 trans-Farnesol 222 C15H260 000106-28-5 74
4 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 70
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 004602-84-0 68

Abundance Scan 3403 (23.279 min): BG036249.D (-3398) (-) m/z 69.15 100.00%
69.2
5000
41.1 107.2 136'2165.1 194.9222.2 268.1 356.1 23.00 23.20 23.40 23.60
o 0T P Rt S m/z 81.15 50.75%
m/z--> 50 100 150 200 250 300 350
Abundance #79401: Farnesol isomer a
69.0
5000 41.0
23.00 23.20 23.40 23.60
m/z 136.15 11.69%
109.0
o | 130:0163.0191.0 222.0
m/z--> 50 160 150 260 2éo 360 3éo
Abundance #79440: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-, (Z,E)-
69.0
23.00 23.20 23.40 23.60
5000 41.0 m/z 137.25 11.66%
107.0
o049, 4 ﬂ.'ll*mqﬂlw}?so,: Aee0220
m/z--> 50 100 150 200 250 300 350
Abundance #79392: trans-Farnesol
69.0 23.00 23.20 23.40 23.60
m/z 67.10 11.63%
5000 41.0
0 IV T O ‘JJIOHQ.(')“]‘.3?.0163.0191.0 222.0
m/z--> 5'0 1(')0 1&'30 200 250 300 3&'30 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\BG080918\
Data File : BG036249.D

Acq On : 10 Aug 2018 1:29

Operator : JU/SJ

Sample - J4379-17

Misc :

ALS Vial : 17 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]
2-Pentanone, 4-hy... 5.13 4.2 ng 35165 1 8.01 169193 20.0
unknown7 .55 7.55 88.5 ng 748262 1 8.01 169193 20.0
Farnesol isomer a 23.28 2.2 ng 59909 6 24.83 537612 20.0
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