LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG072018\
Data File : BG035795.D

Aca On : 20 Jul 2018 22:02

Operator : JU/SJ

Sample : J3357-10

Misc :

ALS Vial : 14 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 5.145 309 316 322 rBV 51986 90449 2.05% 0.472%
2 5.615 389 396 409 rBV 455567 800771 18.15% 4.174%
3 7.195 657 665 680 rBV 296900 564012 12.79% 2.940%
4 7.565 719 728 745 rBV 849820 1487861 33.73% 7.756%
5 8.029 799 807 814 rBV 180869 311091 7.05% 1.622%

8.352 853 862 870 rBvV 793645 1390297 31.52% 7.248%
9.192 995 1005 1019 rBV 609666 1153149 26.14% 6.011%
10.831 1275 1284 1297 rBV 199899 394795 8.95% 2.058%
13.275 1693 1700 1711 rBV 1803581 2823720 64.01% 14.720%
14.103 1837 1841 1853 rBV3 34239 66841 1.52% 0.348%

=
QO ~NO®

11 14.650 1927 1934 1946 rBV2 345910 596726 13.53% 3.111%
12 16.142 2180 2188 2204 rBV 1321341 2150605 48.75% 11.211%
13 17.393 2394 2401 2409 rBvV 472005 756693 17.15% 3.945%
14 20.001 2838 2845 2856 rBV 3294544 4411397 100.00% 22.996%
15 21.293 3063 3065 3075 rVB7 27437 46566 1.06% 0.243%

16 21.658 3121 3127 3134 rBV 558511 923965 20.94% 4.817%
17 22.686 3294 3302 3307 rBv2 112520 195720 4._.44% 1.020%

18 23.326 3403 3411 3419 rBV7 17126 45418 1.03% 0.237%

19 24.859 3661 3672 3683 rBvV2 318185 924547 20.96% 4.820%

20 25.975 3853 3862 3870 rBv2 15154 48310 1.10% 0.252%
Sum of corrected areas: 19182933
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Tit

TIC Library

LSC Report - Integrated Chromatogram

> Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG072018\
: BG035795.D

: 20 Jul 2018 22:02

: Ju/sd

: J3357-10

- 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071218_.M

le : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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TIC: BG035795.D

7.57 3.35

5.61
719 8.03 10.83
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Time-->
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3000000

2500000

2000000

1500000

1000000

500000

13.27

TIC: BG035795.D
20,00

16.14

17.39 21.66

14.65

21.29 22.69

14.10

0
Time-->
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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

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG035795.D

24.86

23.33 25.98

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\BG072018\
Data File : BG035795.D

Aca On : 20 Jul 2018 22:02

Operator : JU/SJ

Sample : J3357-10

Misc :

ALS Vial : 14 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.14 5.81 ng 90449 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 37
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 27
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 12
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 315 (5.139 min): BG035795.D (-309) (-) m/z 43.15 100.00%
431
5000
101.2
4.80 500 5.20 5.40
o228 288 Tm/z 59.15  71.60%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 BN SR RS R

4.80 5.00 5.20 5.40
m/z 101.15  29.98%

‘ 101.0
o,ﬂmw,..”,...w............ L B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
e e
4.80 5.00 520 5.40
m/z 58.15 19.31%
5000 101.0
O T T T e T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4488: Propane, 1-ethoxy-2-methyl-
59.0 4.80 5.00 520 5.40
m/z 42.15 8.12%
5000
‘ 102.0
O+ e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG072018\
Data File : BG035795.D

Aca On : 20 Jul 2018 22:02

Operator : JU/SJ

Sample : J3357-10

Misc :

ALS Vial : 14 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 2 unknown7.57 Concentration Rank 1

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

7.57 95.65 ng 1487860 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 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 729 (7.571 min): BG035795.D (-719) (-) m/z 132.15 100.00%
13p.2
5000 68.2 /\
96.2 IR IR UL IR
40.1 o542 720 7.40 7.60 7.80 8.00
o} : m/z 68.15 48.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IR UL UL I
720 7.0 7.60 7.80 8.00
m/z 134.15 33.37%
310 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.15 32.93%
o 150 39.0 63.0 104.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14491: 5-Aminoindole e m——
132.0 720 7.0 7.60 7.80 8.00

m/z 69.15 19.84%

5000
104.0
66.0 ‘
0140 44'0\\ [l ‘ |
L e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 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\BG072018\
Data File : BG035795.D

Aca On : 20 Jul 2018 22:02

Operator : JU/SJ

Sample : J3357-10

Misc :

ALS Vial : 14 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 4 2-Methyl-Z-4-tetradecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.69 4.24 ng 195720 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvl-Z-4-tetradecene 210 C15H30 1000130-78-3 91
2 1-Docosene 308 C22H44 001599-67-3 81
3 Isobutvl tetradecvl carbonate 314 C19H3803 959275-58-2 74
4 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 74
5 Cyclotetracosane 336 C24H48 000297-03-0 68
Abundance Scan 3303 (22.692 min): BG035795.D (-3294) (-) m/z 55.15 100.00%
54.1
97.3
5000
154.3 T T T T
195.3 555 ¢ 281.1 355.3 22.40 22.60 22.80 23.00
| 2364 m/z 57.15  76.94%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #69590: 2-Methyl-Z-4-tetradecene
43.0
3.0
5000 AR DU SUNISN R
22.40 22.60 22.80 23.00
#50 210.0 m/z 97.25 60.00%
0 ""I 'MN“Myﬁgggwb'"|""|”"|""|"”l""l
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
55.0
97.0 22.40 22.60 22.80 23.00
5000 m/z 43.20 53.84%
0140 139.0 181 0 308.0
mz-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #156543: Isobutyl tetradecy! carbonate e e R
57.0 22.40 22.60 22.80 23.00
m/z 71.25 49.99%
5000
FIO
0"{MHJ'Lk}m'ﬂﬁggW""P"'l”"l'”'l"'W""
mz-> 0 50 100 150 200 250 300 350 400 450 22.40 22.60 22.80 23.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072018\
Data File : BG035795.D

Acq On : 20 Jul 2018 22:02

Operator : JU/SJ

Sample - J3357-10

Misc :

ALS Vial : 14 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.14 5.8 ng 90449 1 8.03 311091 20.0
unknown? .57 7.57 95.7 ng 1487860 1 8.03 311091 20.0
2-Methyl-Z-4-tetr... 22.69 4.2 ng 195720 5 21.66 923965 20.0
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