LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN040918\

Data File : BN0O00720.D

Aca On : 09 Apr 2018 21:26 Instrument :
Operator : JU/SJ BNA_N

Sample - J2273-01 ClientSampleld :
Misc - 040518-DBRI-F-D-B
ALS Vial : 15 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 N\METHODS\8270-BN040918.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 4.811 305 310 317 rBV 150279 203728 1.84% 0.395%
2 5.263 380 387 396 rBVY 1308031 1842816 16.63% 3.569%
3 5.752 465 470 480 rBV 112611 158278 1.43% 0.307%
4 6.810 643 650 660 rBV 768165 1186925 10.71% 2.299%
5 7.175 705 712 722 rBVY 2379709 3663910 33.07% 7.096%

7.634 783 790 798 rBV 669270 1014082 9.15% 1.964%
7.952 837 844 856 rBV 3214690 5091492 45.96% 9.860%
8.781 977 985 999 rBV 2571728 4163003 37.58% 8.062%
10.398 1253 1260 1268 rBVY 901050 1470267 13.27% 2.847%
12.887 1676 1683 1690 rBY 5840672 8971681 80.98% 17.375%

=
QO ~NO®

11 13.728 1821 1826 1832 rBV 138925 181150 1.64% 0.351%
12 14.263 1911 1917 1927 rBV2 1226664 1904981 17.19%% 3.689%
13 15.757 2165 2171 2186 rVB 2886937 4113541 37.13% 7.966%
14 17.010 2378 2384 2391 rBV2 1567544 2150130 19.41% 4.164%
15 19.663 2829 2835 2841 rBV 8195720 11078922 100.00% 21.456%

16 20.963 3052 3056 3064 rBvV 110996 179315 1.62% 0.347%
17 21.216 3093 3099 3111 rBV 1859201 2262603 20.42% 4.382%
18 23.404 3464 3471 3480 rVvB2 1070082 1998730 18.04% 3.871%

Sum of corrected areas: 51635554
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA N\DATA\BN040918\

Data File : BNOOO720.D

Aca On : 09 Apr 2018 21:26

Operator : JU/SJ

ﬁ?ggle i J2273-01 040518-DBRI-F-D-B
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEMI\BNA N\METHODS\8270-BN040918.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: BN000720.D
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Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BN000720.D
8000000 1966
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15.76

2000000 17.01
14.26
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e L L e R

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BN000720.D
8000000

6000000

4000000

2000000 21.22
23.40

20.96

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN040918\

Data File : BN0O00720.D

Aca On : 09 Apr 2018 21:26

Operator : JU/SJ

a?ggle i J2273-01 040518-DBRI-F-D-B
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN040918_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.81 4.02 ng 203728 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 33
3 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 310 (4.811 min): BNO00720.D (-305) (-) m/z 43.05 100.00%
a3
59
5000
101 N
83 440 4.60 4.80 5.00 5.20
o...,....,....,....','.u..5,0..-.'1,....,??..,.-...,...:,....,....,....,...., m/z 59.10 62.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 I I R L L
440 460 480 500 5.20
m/z 101.10 24 .84%
31 83 g 101
N RRA0A NS Raatssa0s R Raa0) RAAE REO0A AR enas ARSI RAL RS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59
440 460 4.80 500 5.20
5000 a1 101 m/z 58.05 17.17%
29
o 15 73 87 117
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14316: 1,3-Dioxolane-2-methanol, 2,4—dim9thy|— LI N B
43 440 460 480 500 5.20
m/z 41.10 9.09%
5000
101
58
o 28 | |l 50 || 65 73 80 87 117 130
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 440 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN040918\

Data File : BN0O00720.D

Aca On : 09 Apr 2018 21:26

Operator : JU/SJ

a?ggle i J2273-01 040518-DBRI-F-D-B
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN040918_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 Ethanol, 2-butoxy- Concentration Rank 4

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

5.75 3.12 ng 158278 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 78
2 Formic acid. 3.3-dimethvlbut-2-v._.. 130 C7H1402 1000368-20-5 72
3 Propane. 1-(chloromethoxv)-2-met... 122 C5H11CI0 034180-11-5 43
4 n-Butvl ether 130 C8H180 000142-96-1 38
5 Propanoic acid, 2-hydroxyethyl e... 118 C5H1003 024567-27-9 38

Abundance Scan 470 (5.752 min): BNO00720.D (-465) (-) m/z 57.10 100.00%
57
5000
45
3 s | 540 560 580 600
o..,....,....,....',:':..??.'!!,‘??..,'..'..,...|.,...1.‘,’9...,....,.... m/z 45.10  35.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8821: Ethanol, 2-butoxy-
57
5000 45 540 5060 580 600
29 87 m/z 41.10 31.48%
0 1\8 \w‘\ 39‘ Lo 51 63 69\ 7\5 190 118
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
540 560 580 600
5000 m/z 87.10 21.82%
41 69
87
oL 15 29 47 > 115
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9771: Propane, 1-(chloromethoxy)-2-methyl- B A
57 5.40 5.60 5.80 6.00
m/z 56.10 8.42%
87
5000
41
2\9 \‘ I il 73 81 !
e R R A LS IS R RS LA LSS RRRR BERRN SRR IR S R L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN040918\

Data File : BN0O00720.D

Aca On : 09 Apr 2018 21:26

Operator : JU/SJ

a?ggle i J2273-01 040518-DBRI-F-D-B
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN040918_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 3 unknown7.18 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.18 72.26 ng 3663910 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
Abundance Scan 713 (7.181 min): BN000720.D (-705) (-) m/z 132.10 100.00%
5000 68
96 S S L L
40 54 - | 106 6.80 7.00 7.20 7.40 7.60
o VAN . A | — m/z 68.10 43.17%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRS S L L L

6.80 7.00 7.20 7.40 7.60
m/z 134.10 33.06%

31 51
0 ‘H\\ H \m#g . !
L e B A o o T e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
24 e
6.80 7.00 7.20 7.40 7.60
5000 gg 116 m/z 66.10 27.19%
158 189
o RSN ¥ 1 Y M S N AR 4
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl- e
132 6.80 7.00 7.20 7.40 7.60
117 m/z 69.10 16.87%
5000
39 51 65 77 t
105‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ N\DATA\BN040918\

Data File : BNO0O0O720.D

Acq On : 09 Apr 2018 21:26

Operator : JU/SJ

a?ggle i J2273-01 040518-DBRI-F-D-B
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA_N\METHODS\8270-BN040918_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]
2-Pentanone, 4-hy... 4.81 4.0 ng 203728 1 7.63 1014080 20.0
Ethanol, 2-butoxy- 5.75 3.1 ng 158278 1 7.63 1014080 20.0
unknown7 .18 7.18 72.3 ng 3663910 1 7.63 1014080 20.0
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