LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011818\
Data File : BG032143.D

Acq On : 18 Jan 2018 19:32

Operator : SJ/JU

Sample - J1187-08

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
1 5.658 397 403 412 rBvY 34258 57519 1.29% 0.290%
2 6.170 483 490 508 rBVY 666159 1119391 25.07% 5.636%
3 7.850 767 776 790 rBVY 683173 1270493 28.46% 6.397%
4 8.255 836 845 858 rBVY 704480 1292078 28.94% 6.505%
5 8.743 920 928 937 rBvV 121475 225712 5.06% 1.136%

9.078 977 985 995 rBV 557466 1012641 22.68% 5.098%
9.942 1123 1132 1139 rBV 403378 763454 17.10% 3.844%
11.622 1411 1418 1426 rBV 181893 339826 7.61% 1.711%
14.007 1816 1824 1833 rBVY 1503899 2452191 54.93% 12.346%
14.801 1951 1959 1965 rBV 179676 271976 6.09% 1.369%

=
QO ~NO®

11 15.376 2049 2057 2067 rVB2 335279 575876 12.90% 2.899%
12 16.851 2301 2308 2320 rBV 1497438 2355280 52.76% 11.858%
13 18.114 2514 2523 2532 rBV2 524979 859692 19.26% 4.328%
14 18.925 2654 2661 2669 rBV2 42383 67770 1.52% 0.341%
15 20.647 2948 2954 2963 rBV 3280288 4464351 100.00% 22.477%

16 21.986 3176 3182 3191 rBV 196688 299844 6.72% 1.510%
17 22.445 3250 3260 3271 rBV2 634940 1198854 26.85% 6.036%

18 26.146 3877 3890 3906 rBV 361689 1176871 26.36% 5.925%
19 27.621 4130 4141 4147 rBV 17437 58299 1.31% 0.294%

Sum of corrected areas: 19862118
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

> \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_G\DATA\BG011818\
: BG032143.D

: 18 Jan 2018 19:32

: SJ/JU

- J1187-08

6 Sample Multiplier: 1

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

TIC Library : C:\Database\NIST11.L

TIC Integ

ration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG032143.D

6.17 7.85 8.26
9.08
9.94

11.62
566 8.74

0
Time-->

350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BG032143.D
20.65

14.01 16.85

22.44
18.11

15.38
14.80 21.99
18.93

Time-->

N
LN B e B e e B N B B B N N N N B N L B B B

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

0

TIC: BG032143.D

26.15

27.62

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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011818\
Data File : BG032143.D

Acq On : 18 Jan 2018 19:32

Operator : SJ/JU

Sample - J1187-08

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.66 5.10 ng 57519 1,4-Dichlorobenzene-d4 8.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
3 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 28
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 403 (5.658 min): BG032143.D (-397) (-) m/z 43.00 100.00%
a3
59
5000
101 DNV 5 VUSN
83 540 5.60 5.80 6.00
o > 157 m/z 59.10 63.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR R IR R U
59 540 560 580 6.00
m/z 101.00 25 .45%
5 4 ‘ 101
0”W”LP”W““N”E%MP”W””E%W”“””W””P”W””P”W””P“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43
540 560 580 600
5000 m/z 58.00 15.24%
101
15 58
0 28 69 84
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)- R EEEmmEEETa S
50 5.40 5.60 5.80 6.00

m/z 41.10 9.69%

5000 101

42
73 g4

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 5.40 5.60 5.80 6.00

116

27
“H\ |

o
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011818\
Data File : BG032143.D

Acq On : 18 Jan 2018 19:32

Operator : SJ/JU

Sample - J1187-08

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 unknown8.26 Concentration Rank 1

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

8.26 114.49 ng 1292080 1,4-Dichlorobenzene-d4 8.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 17
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
4 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 10
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 846 (8.261 min): BG032143.D (-836) (-) m/z 132.00 100.00%
32
5000
68
96 P SSRPE SRR AR SR
40 54 62 ‘ 75 104 8.00 8.20 8.40 8.60
o....,...::u..“ﬁ::..,..l.',....,.5.*?.,..!.,.'!..,.1.1.5.,....,'...,.. m/z 134.00 32.41%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RSN RS SRS RN S
8.00 8.20 8.40 8.60
2 78 m/z 68.10 31.29%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
800 820 840 860
5000 m/z 66.00 23.06%
3B 44 g7 105
51 60 70 78 g 115
O R B oL B R L
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R o R
132 8.00 8.20 8.40 8.60
m/z 69.10 14 .96%
5000 67
41 97
‘ 53 . 117
o aall | eyl P e | 103110 | 104
m/z--> 30 40 50 60 70 8IO 9'0 100 110 12'0 130 140 800 820 840 8.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011818\
Data File : BG032143.D

Acq On : 18 Jan 2018 19:32

Operator : SJ/JU

Sample - J1187-08

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 4 1-Eicosene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.99 5.00 ng 299844 Chrysene-di12 22.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Eicosene 280 C20H40 003452-07-1 97
2 1-Octadecene 252 C18H36 000112-88-9 95
3 n-Tetracosanol- 354 C24H500 000506-51-4 95
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 94
5 1-Heneicosanol 312 C21H440 015594-90-8 94

Abundance Scan 3183 (21.992 min): BG032143.D (-3176) (-) m/z 97.10 100.00%
57 7
5000
125
3 154 195 %0 mmmmnmnmnm
o ! A T 222 281 AU 85 a7 83.10 95.63%
m/z--> 50 100 150 200 250 300 350
Abundance #127767: 1-Eicosene
43
83
5000 BERUBSUSUSABRU
111 21,60 21.80 22.00 22.20 22.40
280 m/z 57.05 85.34%
‘ ‘ 139
ok .‘. ‘.‘ |“‘-6‘ .‘H.H‘l l‘\ .““. \‘l |‘”.“‘. ]:8‘} IZC?QI i |2|$2| — —————r
m/z--> 50 100 150 200 250 300 350
Abundance
57
83 RERRRREE LS L
mmmmnmnmnm
5000 m/z 55.05 83.77%
29 111
0 139 168 106 224 252
m/z--> 55 160 1éo 260 2éo 360 3%0
Abundance #186968: n-Tetracosanol-1
3 21.60 21.80 22.00 22.20 22.40
m/z 43.10 82.77%
5000 i
Al L TNIEs
ol \ i | 41§7 195 222 250 280 308 336
m/z--> 50 1m m mo 2m ﬁ 350 mmmmnmnmnm
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011818\
Data File : BG032143.D

Acq On : 18 Jan 2018 19:32

Operator : SJ/JU

Sample - J1187-08

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]
2-Pentanone, 4-hy... 5.66 5.1 ng 57519 1 8.74 225712 20.0
unknown8.26 8.26 114.5 ng 1292080 1 8.74 225712 20.0
1-Eicosene 21.99 5.0 ng 299844 5 22.44 1198850 20.0
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