LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011518\
Data File : BG032038.D

Acq On : 15 Jan 2018 18:52

Operator : SJ/JU

Sample : PB105635BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.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 height area % max. total

5.685 402 408 419 rVB 26305 45193 1.17% 0.301%
6.190 486 494 505 rBvV 502091 878144 22.82% 5.848%
rBv 494128 890095 23.13% 5.927%
8.276 841 849 859 rBvV 528218 968407 25.17% 6.449%
8.763 925 932 941 rVB 116183 218922 5.69% 1.458%
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9.104 982 990 1000 rVvB 436706 816688 21.23% 5.439%
9.962 1127 1136 1145 rBvV2 282521 538154 13.99% 3.584%
11.648 1414 1423 1436 rBVY 156171 299284 7.78% 1.993%
14.028 1820 1828 1842 rBVY 1070362 1733670 45.06% 11.545%
15.397 2054 2061 2072 rBV3 282219 460285 11.96% 3.065%

=
QO ~NO®

11 16.871 2305 2312 2328 rBV 1008257 1594367 41.44% 10.617%
12 18.129 2519 2526 2538 rBV 456429 722422 18.78% 4.811%
13 20.661 2951 2957 2967 rBV 2732323 3847680 100.00% 25.623%
14 22.465 3256 3264 3276 rBV 536818 1005493 26.13% 6.696%
15 26.178 3884 3896 3911 rBv2 300011 997751 25.93% 6.644%

Sum of corrected areas: 15016555
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

TIC Libra
TIC Integ

LSC Report - Integrated Chromatogram

> \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_G\DATA\BG011518\
: BG032038.D

: 15 Jan 2018 18:52

: SJ/JU

: PB105635BL

6 Sample Multiplier: 1

hod
le

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

ry : C:\Database\NIST11.L
ration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG032038.D

6.19 7.87 8.28 910

9.96
11.65
568 8.76

0

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

2500000

2000000

1500000

1000000

500000

0

TIC: BG032038.D
20.66

14.03 16.87

22.46
18.13

15.40

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

2500000

2000000

1500000

1000000

500000

TIC: BG032038.D

26.18

0l
Time--> 23.00 2350 24.00 2450 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011518\
Data File : BG032038.D

Acq On : 15 Jan 2018 18:52

Operator : SJ/JU

Sample : PB105635BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
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 unknown5.68 Concentration Rank 3

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

5.68 4.13 ng 45193 1,4-Dichlorobenzene-d4 8.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 36
2 Tetramethylammonium acetate 133 C6H15N02 010581-12-1 33
3 3-Hexanol 102 C6H140 000623-37-0 28
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
5 3-Heptanol 116 C7H160 000589-82-2 25

Abundance Scan 407 (5.679 min): BG032038.D (-402) (-) m/z 43.00 100.00%
43
59
5000
101
| | 73 540 5.60 5.80 6.00
Ot e e e e e e e e e m/z 59.10 76.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8184: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U LU I L R
58 540 5.60 5.80 6.00
m/z 101.00 29.48%
28 101
o el 73 83 ]
R I LA IR UL LI R IR UL RN SRR LS B SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43 58
540 560 580 6.00
5000 m/z 58.00 26 .65%
15 30 74
ol 142
mm—wmwmwmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4417: 3-Hexanol
59 540 5.60 5.80 6.00
m/z 41.00 13.28%
5000 31 43 73
0 \‘\‘ “\H 51 \‘ I | 84 101
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011518\
Data File : BG032038.D

Acq On : 15 Jan 2018 18:52

Operator : SJ/JU

Sample : PB105635BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
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 Xenon Concentration Rank 1

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

8.28 88.47 ng 968407 1,4-Dichlorobenzene-d4 8.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Xenon 132 Xe 007440-63-3 50
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
4 1H-Indazole, 7-methyl- 132 C8H8N2 1000316-00-7 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 850 (8.282 min): BG032038.D (-841) (-) m/z 132.00 100.00%
132
5000
68
96 PYSARPSSARNLARRE SR
40 54 @2 75 104 8.00 8.20 8.40 8.60
o....,...::u..“?‘,::..,::l-.',..l:.??.f.‘?,..!.,.'!..,....,...., berrm| | m/z 68.10  33.69%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14560: Xenon
132
5000 A e
8.00 8.20 8.40 8.60
66 m/z 134.00 33.35%
0"”I'”'I”"P"W'“”I'”'I”"P"W"”I'”'I}%ﬂ T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 o 800 820 8.40 8.60
5000 m/z 66.00 22 .25%
78
31 35 ,, 5t
S R RS R RN RS AR RARSS RA AR SEAR WA SRR N
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal P T
132 8.00 8.20 8.40 8.60
m/z 69.10 14 _.63%
5000 67
41 97
‘ 53 . 117
0....,?ﬂah:h..ihkn.?$J:N,.MMHH..??.Ja.,}Pﬁl....\%gﬁ.,H...,... P
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 8.00 8.20 8.40 8.60
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011518\
Data File : BG032038.D

Acq On : 15 Jan 2018 18:52

Operator : SJ/JU

Sample : PB105635BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_M
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]
unknown5.68 5.68 4.1 ng 45193 1 8.76 218922 20.0
Xenon 8.28 88.5 ng 968407 1 8.76 218922 20.0
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