LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031218\

Data File : BG033093.D

Aca On - 12 Mar 2018 17:25 Instrument :

Operator : SJ/JU ?:II\:gﬁ(t;Sam ol

agmple : J1869-03 (BOMBJET?E&LB
isc :

ALS Vial : 11 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:\HPCHEM1I\BNA G\METHODS\8270-BG022118.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 3.511 32 38 51 rBvV 76228 169968 4.94% 1.153%
2 6.319 510 516 530 rVB 260729 465398 13.52% 3.157%
3 7.999 795 802 814 rBV 172401 328608 9.55% 2.229%
4 8.416 865 873 886 rBV 521994 930274 27 .03% 6.310%
5 8.910 950 957 966 rVB 145144 263652 7.66% 1.788%
6 9.244 1006 1014 1027 rBV 645622 1200616 34.89% 8.144%
7 10.108 1153 1161 1177 rBV 590172 1105344 32.12% 7.498%
8 11.794 1440 1448 1456 rBV 219326 402189 11.69% 2.728%
9 14.150 1840 1849 1863 rVB 1497559 2429215 70.59% 16.478%
10 15.524 2077 2083 2093 rVB2 334522 549474 15.97% 3.727%
11 16.288 2208 2213 2218 rBvV2 31718 42595 1.24% 0.289%
12 16.993 2326 2333 2346 rBvV 805000 1244429 36.16% 8.441%
13 17.145 2354 2359 2369 rVB 27854 47141 1.37% 0.320%

14 18.250 2540 2547 2559 rVB 441368 684708 19.90% 4.644%
15 20.764 2969 2975 2985 rBV 2551857 3441368 100.00% 23.343%

16 22.133 3201 3208 3223 rBV6 25414 89645 2.60% 0.608%
17 22.603 3280 3288 3300 rBV 363106 715776 20.80% 4 _855%
18 26.398 3922 3934 3948 rBV2 172046 632148 18.37% 4.288%

Sum of corrected areas: 14742548
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031218\
Data File : BG033093.D

Aca On : 12 Mar 2018 17:25

Operator : SJ/JU

Sample : J1869-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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: BG033093.D
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Abundance TIC: BG033093.D
2500000 20,76
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Abundance TIC: BG033093.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031218\
Data File : BG033093.D

Aca On : 12 Mar 2018 17:25

Operator : SJ/JU

Sample : J1869-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 2 unknown8.42 Concentration Rank 2

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

8.42 70.57 ng 930274 1,4-Dichlorobenzene-d4 8.91
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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 9

Abundance Scan 874 (8.422 min): BG033093.D (-865) (-) m/z 131.95 100.00%
32
5000 68
© sl o P 2k0 850 540 560 850
o.,....,....I'!...-,.'!..,.:.'.,....,....,....,.':..,....,....,-'.~..,... m/z 68.05 42.68%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R R L RN R
8.00 8.20 8.40 860 8.80
78 m/z 133.95 33.82%
31 a4 51
0'P'”I”J“'h'M'”I”'“'“'P'”I”'W'“'P'”I“'W‘”'P”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
8.00 820 8.40 8.60 8.80
5000 m/z 66.05 29.36%
33 44 g7 105
51 60 70 78 g 115
O T T T T T R T T T T T T e T T
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- L
132 8.00 8.20 8.40 860 8.80
m/z 69.05 17.08%
117
5000
39 91
51 65
A O - R TSN 0 - N B 0 | WSS A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 800 820 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031218\
Data File : BG033093.D

Aca On : 12 Mar 2018 17:25

Operator : SJ/JU

Sample : J1869-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 1-Docosene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
2213 2.50ng 80645  Chrysene-d12 22.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 1-Docosere 308 C22H44 001599-67-3 81

959085-66-6 76
1000130-97-9 62
000400-57-7 62
038775-38-1 62

2 Heptadecvl heptafluorobutvrate 452 C21H35F702
3 E-15-Heptadecenal 252 C17H320

4 Heptafluorobutvric acid. n-octad... 466 C22H37F702
5 1-Hexadecanesulfonyl chloride 324 C16H33CI102S

Abundance Scan 3208 (22.133 min): BG033093.D (-3201) (-) m/z 57.05 100.00%
47 97
5000 207
125
49 281 21.80 22.00 22.20 22.40
0 m/z 55.05 98.44%
miz—-> 0 50 100 150 200 250 300 350 400
Abundance #151538: 1-Docosene
55
97
5000
29 21.80 22.00 22.20 22.40
‘125 m/z 43.05 95.57%
ol e s
miz—-> 0 50 100 150 200 250 300 350 400
Abundance
57
T e
83 21.80 22.00 22.20 22.40
5000 m/z 97.05 91.19%
111
29 169
o 139 210 238 283 434
e e L o e e
miz—-> 0 50 100 150 200 250 300 350 400
Abundance #104157: E-15-Heptadecenal
43 21.80 22.00 22.20 22.40
83 m/z 83.05 74 .03%
5000
111
0 JM«WWMM@
e e S S
miz—-> 0 50 100 150 200 250 300 350 400 21.80 22.00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031218\
Data File : BG033093.D

Acq On : 12 Mar 2018 17:25

Operator : SJ/JU

Sample - J1869-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118_.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]
unknown8 .42 8.42 70.6 ng 930274 1 8.91 263652 20.0
1-Docosene 22.13 2.5 ng 89645 5 22.60 715776 20.0
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