LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO72518\

Data File : BG035900.D

Aca On - 26 Jul 2018 8:48 Instrument :
Operator : JU/SJ BNA_G

Sample - J4107-06 ClientSampleld :
Misc - 071918-DBRI-E-U-S
ALS Vial : 25 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 5.607 389 395 403 rBV 172781 300133 8.86% 2.210%
2 7.194 657 665 682 rBV 112873 235351 6.95% 1.733%
3 7.558 720 727 741 rBV 360168 662962 19.58% 4.881%
4 8.028 798 807 814 rBV 128514 214652 6.34% 1.580%
5 8.351 853 862 873 rVB 545737 944411 27 .89% 6.954%
6 9.185 995 1004 1017 rBV 421640 828783 24.48% 6.102%
7 10.830 1276 1284 1295 rBV 147562 292556 8.64% 2.154%
8 13.274 1692 1700 1710 rBV 1434808 2291012 67.66% 16.869%
9 14.102 1836 1841 1849 rBV 36612 67265 1.99% 0.495%
10 14.648 1928 1934 1942 rBV2 312413 519996 15.36% 3.829%
11 15.935 2149 2153 2158 rBvV 41264 54032 1.60% 0.398%

12 16.134 2181 2187 2204 rBV 789992 1338758 39.54% 9.857%
13 17.392 2395 2401 2413 rBV 455466 738981 21.83% 5.441%
14 20.000 2838 2845 2855 rBV 2589036 3385844 100.00% 24.930%
15 21.292 3061 3065 3071 rBV3 46654 82806 2.45% 0.610%

16 21.656 3120 3127 3135 rBV 499238 826863 24.42% 6.088%
17 24.852 3661 3671 3682 rBV3 268781 796874 23 .54% 5.867%

Sum of corrected areas: 13581279
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO72518\

Data File : BG035900.D

Aca On - 26 Jul 2018 8:48

Operator : JU/SJ

ﬁ?ggle i J4107-06 071918-DBRI-E-U-S
ALS Vial : 25 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: BG035900.D
2500000

2000000
1500000
1000000

8.35
500000 756 9.19

5.61 7.19 8.03 10.83

T e L A b

T T T T
Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG035900.D
2500000 20.00

2000000

1500000{13.27

1000000
16.13

500000 17.39 21.66
14.65

14.10 A 15.9 ( 21.29

(O o LA B o o o o B L e o e o . L e 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: BG035900.D
2500000

2000000

1500000

1000000

500000
24.85

T T T 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\BGO72518\

Data File : BG035900.D

Aca On - 26 Jul 2018 8:48

Operator : JU/SJ

ﬁ?ggle i J4107-06 071918-DBRI-E-U-S
ALS Vial : 25 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 61.77 ng 662962 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 727 (7.558 min): BG035900.D (-720) (-) m/z 132.15 100.00%
13p.2
5000 68.2 /\\
40.1 %2 720 740 7.60 7.80
ol e e roaee || m/z 68.15  48.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 UL TGRUI FR R L
7.20 7.40 7.60 7.80
310 m/z 134.15 32.07%
0'”PJMLLPHL””P”W”'P”W””P“W“”P”'””P”'“”P”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14491: 5-Aminoindole
132.0
720 740 7.60 7.80
5000 m/z 66.15 31.59%
104.0
66.0
m/z--> 26 45 65 85 100 120 140 160 180 200 220 240 260 280 300
Abundance #52379: Tranylcypromine-propionyl AP
57.0 132.0 7.20 7.40 7.60 7.80
m/z 69.15 21.11%
5000 98.0
0 1l I‘ \ ”“ ‘ \ H 158 0 189 0
m/z--> 20 40 65 85 100 120 140 160 180 200 220 240 260 280 300 720 7.0 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO72518\

Data File : BG035900.D

Aca On - 26 Jul 2018 8:48

Operator : JU/SJ

ﬁ?ggle i J4107-06 071918-DBRI-E-U-S
ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.
15.93 2.08 ng 54032 Acenaphthene-d10 14.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 86
2 O-Acetvicitric acid triethvl ester 318 C14H2208 000077-89-4 64
3 Quinoline. 2.4-dimethvl- 157 C11H11N 001198-37-4 50
4 Piperazine-l-carboxvlic acid. 4-... 362 C14H19CIN205S 1000303-80-2 40
5 3-Chloro2-fluorobenzoic acid, 4-... 370 C21H32CIFO2 1000338-64-7 36
Abundance Scan 2152 (15.929 min): BG035900.D (-2149) (-) m/z 157.15 100.00%
157.2
5000 /\
115.2
BL g, 2033 o | 15601980 1600 1520
O.H,HHJ.JpJnHU”“JHP.HL” .”.“”wlm..”..”w.”w”.. m/z 115.15 35.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123852: Triethyl citrate
157.0
5000 115.0 UL UL B ---- T
43.0 203.0 15.60 15.80 16.00 16.20
‘ ' m/z 43.15 12.45%
87.0
o...,.':"..,‘.'..::-..'..,!'!..,..'.:,..'..',... SNSRI Wi 8l K
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
43.0
15.60 15.80 16.00 16.20
5000 203.0 m/z 203.25 11.65%
115.0
0150‘ 850 H‘ . | u 2310 2730
m/z--> 20 45 60 85 100 120 140 1é0 180 200 220 240 260 2éo
Abundance #29213: Quinoline, 2,4-dimethyl- R B
157.0 15.60 15.80 16.00 16.20
m/z 139.15 8.73%
5000
115.0
27.0 510 770 “ L
m/z--> 20 45 eb 85 160 120 140 160 180 200 220 240 260 280 15.60 15.80 16.00 16.20

8270-BG071218_.M Thu Jul 26 17:01:41 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO72518\

Data File : BG035900.D

Aca On - 26 Jul 2018 8:48

Operator : JU/SJ

ﬁ?ggle i J4107-06 071918-DBRI-E-U-S
ALS Vial : 25 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 3-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.29 2.00 ng 82806 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 93
2 1-Tricosene 322 C23H46 018835-32-0 91
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 90
5 n-Nonadecanol-1 284 C19H400 001454-84-8 90

Abundance Scan 3065 (21.292 min): BG035900.D (-3061) (-) m/z 97.25 100.00%

55.1 3

5000

126.3

295.3 3551 21.00 21.20 21.40 21.60

m/z 83.25 94 .99%

154.2 203.2 253.1

04
m/z--> 50 100 150 200 250 300 350
Abundance #127771: 3-Eicosene, (E)-

5000
21.00 21.20 21.40 21.60

m/z 55.15 84 .42%

125.0
| | 153.0182.0210.0 252.0280.0

0 77—t
m/z--> 50 100 150 200 250 300 350
Abundance #163016: 1-Tricosene
57.0
97.0
21.00 21.20 21.40 21.60
5000 m/z 57.20 82.35%
29.0 125.0
. | | 11 1530182 0210.0238.0266.0294. 03220
e ..,.... I e A B A e S B e e o o
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
55,0 83.0 21.00 21.20 21.40 21.60
m/z 69.15 72 .50%
5000 111.0
139.0
o 2000 Il | J 1 1} k ,167 0196.0224.0252.0280.0308.0
N i e — —— T T
m/z--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO72518\

Data File : BG035900.D

Acq On : 26 Jul 2018 8:48

Operator : JU/SJ

ﬁ?ggle i J4107-06 071918-DBRI-E-U-S
ALS Vial : 25 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 61.8 ng 662962 1 8.03 214652 20.0
Triethyl citrate 15.93 2.1 ng 54032 3 14.65 519996 20.0
3-Eicosene, (E)- 21.29 2.0 ng 82806 5 21.66 826863 20.0
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