LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094278.D

Aca On > 7 Apr 2017 17:44

Operator : SJ/MA

Sample = 12585-02

Misc :

ALS Vial : 13 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 F\METHODS\8270-BF032217.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 3.975 351 355 364 rVB 254037 276201 5.39% 0.817%
2 4_.375 419 423 427 rBV 2146475 2076975 40.52% 6.142%
3 4.698 475 478 486 rVB 116465 104890 2.05% 0.310%
4 5.445 601 605 613 rVB 1448832 1372831 26.78% 4 .060%
5 5.593 624 630 633 rBY 3417268 3633925 70.90% 10.746%

5.840 668 672 676 rBvV 918553 885719 17.28% 2.619%
6.022 698 703 707 rBV 3264625 3382839 66.00% 10.004%
6.498 777 784 787 rBV 2429120 2874291 56.08% 8.500%
7.345 923 928 932 rBV 1282319 1220538 23.81% 3.609%
8.675 1147 1154 1157 rBV 4436223 5125773 100.00% 15.158%

=
QO ~NO®

11 9.163 1234 1237 1241 rBV 140451 128958 2.52% 0.381%
12 9.486 1285 1292 1296 rBV 1286950 1364805 26.63% 4._.036%
13 10.463 1451 1458 1461 rBV 2463651 2915687 56.88% 8.622%
14 10.663 1488 1492 1499 rVB 51939 61865 1.21% 0.183%
15 11.304 1597 1601 1605 rBV 1291905 1348539 26.31% 3.988%

16 11.657 1657 1661 1668 rBV 72436 93076 1.82% 0.275%
17 13.110 1904 1908 1913 rVB 105991 114038 2.22% 0.337%
18 13.292 1933 1939 1942 rBV 3677389 4529050 88.36% 13.393%
19 14.451 2132 2136 2143 rVB4 66517 92885 1.81% 0.275%
20 14.557 2149 2154 2158 rBV 1243821 1281507 25.00% 3.790%

21 16.186 2426 2431 2438 rVB 823242 931674 18.18% 2.755%

Sum of corrected areas: 33816066
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA F\DATA\BF040717\

BF094278.D

7 Apr 2017 17:44

SJ/MA

12585-02

13 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF032217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094278.D

Aca On : 7 Apr 2017 17:44

Operator : SJ/MA

Sample : 12585-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

3.98 6.24 ng 276201 1,4-Dichlorobenzene-d4 5.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 356 (3.981 min): BF094278.D (-351) (-) m/z 43.00 100.00%
43
59
5000
101 I L N ——
51 | 83 3.60 3.80 4.00 4.20 4.40
S 1 M- U . m/z 59.10 59.95%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 I L L R
3.60 3.80 4.00 4.20 4.40
m/z 101.10 22 .48%
"I”"?}'“I""P"'I'”'I'“'Ig?“lg$'}ﬁ{"l“"I'”'I"”I"'W
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
360 380 4.00 4.20 4.40
5000 m/z 58.10 15.89%
41
29 101
50 73 86
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester A e R s )
59 3.60 3.80 4.00 4.20 4.40
m/z 41.05 10.32%
5000 41
68
"I”"I"“H'L"P"'I'”'I"'W""I“"I"”I"'W'%?§I”"}4?'W
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094278.D

Aca On : 7 Apr 2017 17:44

Operator : SJ/MA

Sample : 12585-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

4.70 2.37 ng 104890 1,4-Dichlorobenzene-d4 5.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 64
2 Propane. 1-(chloromethoxv)-2-met... 122 C5H11CIO 034180-11-5 27
3 3.3-Dimethvlbutane-2-o0l 102 C6H140 000464-07-3 12
4 n-Butvl ether 130 C8H180 000142-96-1 12
5 Propanoic acid, 2-methylpropyl e... 130 C7H1402 000540-42-1 10

Abundance Scan 478 (4.698 min): BF094278.D (-475) (-) m/z 57.10 100.00%
g7
5000 45
o 440 460 480 500
39 75 . . : .
..,....,....,....',:':..,..'!!,‘??..,'..'..,...|.,...??9...,....,... m/z 45.05 38.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8548: Ethanol, 2-butoxy-
57
5000 R AR AR AR
29 45 440 460 480 5.00
87 m/z 41.05 33.61%
15 \“\ 3‘9‘“ 51 | 6369 100 18
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
87 4.40 4.60 4.80 5.00
5000 m/z 87.00 19.93%
41
29 73 g1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4368: 3,3-Dimethylbutane-2-ol L
45 57 4.40 4.60 4.80 5.00
m/z 56.00 8.87%
5000
29 69 87
L 3F‘m 51 |, ‘ ‘ 102
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 440 460 4.80 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040717\
Data File : BF094278.D

Aca On : 7 Apr 2017 17:44

Operator : SJ/MA

Sample : 12585-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown5.59 Concentration Rank 1

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

5.59 82.06 ng 3633930 1,4-Dichlorobenzene-d4 5.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 4-Chloro-6-Ffluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 630 (5.593 min): BF094278.D (-624) (-) m/z 132.00 100.00%
5000 68
0 el o T | S50 5 sk0 ohy b0
R R R R S R e e ST m/z 68.10 38.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 AR RS LN LR L
a1 97 520 540 560 5.80 6.00
53 117 m/z 134.00 33.47%
34 ‘M ‘ 60, || \w‘ 89 | 105 | 1
g ) A P 1éo 140
Abundance
132
520 540 560 580 6.00
5000 m/z 66.00 22 _.97%

15 28 39 52 6 77 90 104 .

wmmmm’w’mm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13916: Benzene, 1,3,5-trifluoro- e
132 5.20 5.40 5.60 5.80 6.00
m/z 69.10 15.28%

5000

63 81
3138 50 74 ‘ 88 101 112

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.20 5.40 5.60 580 6.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040717\
Data File : BF094278.D

Acq On > 7 Apr 2017 17:44

Operator : SJ/MA

Sample - 12585-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 3.98 6.2 ng 276201 1 5.85 885719 20.0
Ethanol, 2-butoxy- 4.70 2.4 ng 104890 1 5.85 885719 20.0
unknown5 .59 5.59 82.1 ng 3633930 1 5.85 885719 20.0
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