LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG063018\

Data File : BG035542.D

Aca On : 30 Jun 2018 14:51 Instrument :
Operator : JU/SJ ?:II\:gﬁ(t;Sam ol
3?22'6 J3758-01 062718-TIP(F?)-F-D-B
ALS Vial : 26 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-BG060718 .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 5.644 394 401 408 rBV 169536 277719 9.09% 2.468%
2 7.224 664 670 679 rBV 119600 206878 6.77% 1.839%
3 7.600 726 734 744 rBV 301656 530024 17.36% 4.711%
4 8.064 807 813 819 rBV 112977 188744 6.18% 1.677%
5 8.387 861 868 877 rVB 446248 752963 24.66% 6.692%

9.227 1001 1011 1021 rBV 355693 660853 21.64% 5.873%
10.866 1283 1290 1299 rBV 140535 247584 8.11% 2.200%
1072988 1667563 54.60% 14.821%
14.132 1840 1846 1853 rBV 48547 69452 2.27% 0.617%
14.684 1932 1940 1947 rBV2 240753 407352 13.34% 3.620%
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11 15.965 2153 2158 2164 rVB 91927 114481 3.75% 1.017%
12 16.165 2184 2192 2203 rBV 609344 935669 30.64% 8.316%
13 17.422 2398 2406 2415 rBV2 367490 578159 18.93% 5.138%
14 18.303 2551 2556 2563 rBV3 31470 46857 1.53% 0.416%
15 20.030 2844 2850 2856 rBV 2413954 3053991 100.00% 27.143%

16 21.328 3066 3071 3076 rBv4 38579 64210 2.10% 0.571%
17 21.687 3123 3132 3143 rBV2 408955 704227 23.06% 6.259%
18 23.373 3413 3419 3425 rBV2 44629 83894 2.75% 0.746%

19 24.918 3669 3682 3693 rBv2 238784 661049 21.65% 5.875%

Sum of corrected areas: 11251669
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG063018\
Data File : BG035542.D

Aca On : 30 Jun 2018 14:51

Operator : JU/SJ

Sample : J3758-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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: BG035542.D
2000000
1500000
1000000

500000 8.39
7.60 9.23

Time--> 3.50 4.00 4.50 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 1100 1150 1200 12.50
Abundance TIC: BG035542.D

20,03

2000000

1500000

13.31
1000000

16.16
500000 17.42 21.69

14.68
14.13 A 15.9 18.30 21.33

L0 A i o e e LA B e L A o L e 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: BG035542.D

2000000

1500000

1000000

500000
24.92

23.37

R o e R e e e =

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\BG063018\
Data File : BG035542.D

Aca On : 30 Jun 2018 14:51

Operator : JU/SJ

Sample : J3758-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 unknown7.60 Concentration Rank 2

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

7.60 56.16 ng 530024 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 10
4 o-(Acetonvlamino)benzoic acid 193 C10H11NO3 037144-42-6 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 10

Abundance Scan 734 (7.600 min): BG035542.D (-726) (-) m/z 132.15 100.00%
13p.2
5000 68.2
96.2 AL L L L B
40.1 | 07 1 7.20 7.40 7.60 7.80 8.00
o e e, e m/z 68.15 46.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 L U R
7.20 7.40 7.60 7.80 8.00
310 510 m/z 134.15 33.69%
O'I'ﬂ'ml'H'Pl'ﬂl'”'lﬂ"W"" | N SN S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.15 31.80%
5.0 790 g5
e L U S S WL L L WL S WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14396: 1,2,4-Trifluorobenzene |/\'|\‘| L LN B L L L B B
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.15 20.35%
5000 630 810
31.0 112.0
0.,..‘..“,%8.0‘““.“.,‘.l..,‘.‘.l‘.,..“. N Y L MR,
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG063018\
Data File : BG035542.D

Aca On : 30 Jun 2018 14:51

Operator : JU/SJ

Sample : J3758-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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.
15.97 5.62 ng 114481 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 86
2 2-Chlorobenzoic acid. tridecvl e... 338 C20H31CI02 1000292-42-8 40
3 Quinoline. 2.6-dimethvl- 157 C11H11N 000877-43-0 40
4 3-Chloro2-fluorobenzoic acid. 5-... 384 C22H34CIF02 1000338-65-2 38
5 3-Chloro2-fluorobenzoic acid, 3-... 384 C22H34CIF02 1000338-65-0 36
Abundance Scan 2159 (15.971 min): BG035542.D (-2153) (-) m/z 157.15 100.00%
157.2
5000 115.2
81 go 252 voa | 15601550 1600 1650
b A S m/z 115.15  39.29%
m/z--> 50 100 150 200 250 300 350
Abundance #123850: Triethyl citrate
157.0
29.0 U DA SR BB B
2000 115.0 15 60 15.80 16.00 16.20 '
203.0 m/z 203.15 14 .38%
o ‘ 600870 | | 2310 277.0
m/z--> 50 100 150 200 250 300 350
Abundance
157.0
15.60 15.80 16.00 16.20
5000 m/z 111.05 10.57%
111.0
oL e 0
m/z--> 50 100 150 200 250 300 350
Abundance #29209: Quinoline, 2,6-dimethyl-
157.0 15.60 15.80 16.00 16.20
m/z 43.15 9.54%
5000
oL 390650, 1150 |
m/z--> 50 160 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG063018\
Data File : BG035542.D

Aca On : 30 Jun 2018 14:51

Operator : JU/SJ

Sample : J3758-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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.
23.37 2.54 ng 83894 Perylene-di12 24 .91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 80
2 trans-Farnesol 222 C15H260 000106-28-5 64
3 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 53
4 2.6-Octadiene. 4.5-dimethvl- 138 C10H18 018476-57-8 50
5 Crotonoyl bromide 148 C4H5BroO 055600-70-9 47
Abundance Scan 3419 (23.373 min): BG035542.D (-3413) (-) m/z 69.15 100.00%
6d.2
5000 WI\
1212 25100 7320 7240 2360
175.2208.1
0...:|',". o 192208 per1 33 e S0 55

m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000

23.00 23.20 23.40 23.60
m/z 41.15 18.22%

137.0
o ‘d‘““yoqoulu‘ 191.0 231.0 273.0 341.0 410.0
T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0

23.00 23.20 23.40 23.60

5000 m/z 95.15 17.70%
o 23.9 1090 1610 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 68.15 15.47%

5000
136.0
299 | . | 1050, J 177.0 215.0248.0

Ol T T T e e e

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\BG063018\
Data File : BG035542.D

Acq On : 30 Jun 2018 14:51

Operator : JU/SJ

Sample - J3758-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718_-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? .60 7.60 56.2 ng 530024 1 8.06 188744 20.0
Triethyl citrate 15.97 5.6 ng 114481 3 14.68 407352 20.0
Squalene 23.37 2.5 ng 83894 6 24.91 661049 20.0

8270-BG060718.M Mon Jul 02 15:38:27 2018 Page: 6



