LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF061317\
Data File : BF095901.D
Aca On : 13 Jun 2017 19:07 Instrument :
Operator : SJ/MA gﬁA{s el

- _ lentosampleld :
3?22'6 : 13642-03 E2-CONCRETE-BATCH-13
ALS Vial : 8 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-BF060517.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

2.375 129 134 155 rVvV 201171 434499 2.16% 1.254%
3.651 316 351 353 rBV 2960097 20114267 100.00% 58.051%
rBvV 1301754 5176675 25.74% 14.940%
7.351 976 980 995 rBV 256622 386251 1.92% 1.115%
7.587 1015 1020 1037 rBV 880637 1199592 5.96% 3.462%
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7.904 1071 1074 1093 rBvV 129857 283909 1.41% 0.819%
8.269 1131 1136 1155 rBV 551760 881893 4_.38% 2.545%
9.381 1321 1325 1340 rBV 382023 579379 2.88% 1.672%
11.157 1622 1627 1647 rBV 1409030 1902760 9.46% 5.491%
12.198 1800 1804 1810 rBV2 450921 615975 3.06% 1.778%

=
QO ~NO®

11 14.598 2208 2212 2218 rBV 440333 649785 3.23% 1.875%
12 16.974 2608 2616 2621 rVV 1393985 1617260 8.04% 4.668%
13 18.321 2840 2845 2859 rVB 317801 470640 2.34% 1.358%
14 19.986 3125 3128 3139 rVvB2 216817 336459 1.67% 0.971%

Sum of corrected areas: 34649344
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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:\HPCHEMI\BNA F\DATA\BF061317\
BF095901.D

13 Jun 2017 19:07

SJ/MA

13642-03

8 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

E2-CONCRETE-BATCH-13
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF061317\

Data File : BF095901.D

Aca On : 13 Jun 2017 19:07

Operator : SJ/MA

ﬁ?ggle : 13642-03 E2-CONCRETE-BATCH-13
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 4-Penten-2-one, 4-methyl- Concentration Rank 4

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

2.38 22.50 ng 434499 1,4-Dichlorobenzene-d4 7.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 80
2 5-Hexen-2-one 98 C6H100 000109-49-9 50
3 4-Penten-2-one. 3-methvl- 98 C6H100 000758-87-2 33
4 2-Pentanone. 3-methvlene- 98 C6H100 004359-77-7 23
5 2-Vinylethyl acetate 114 C6H1002 001576-84-7 23

Abundance Scan 135 (2.381 min): BF095901.D (-129) (-) m/z 43.05 100.00%
43.0
5000 /\\\‘
5.1 Bl g0 2.00 220 2.40 2.60 2.80
o Y RS N SN m/z 83.10 12.53%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3224: 4-Penten-2-one, 4-methyl-
43.0
5000 A L SR L
2.00 220 2.40 2.60 2.80
m/z 39.10 9.59%

0 20 550 630 740 00 980
L o o o B B L B LA B e e e o o
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance

43.0

2.00 2.20 2.40 2.60 2.80

5000 m/z 55.10 6.39%
55.0
27.0
15.0 630 7.0 830 980
! RSSO Y PRSP PR A S S L - She
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3222: 4-Penten-2-one, 3-methyl- e AR

43.0 2.00 2.20 2.40 2.60 2.80
m/z 41.00 4.94%

5000
27.0 55.0 98.0
o | ! 670 83.0

m/z--> 10 20 30 40 50 60 70 80 90 100 2. 00 220 2. 40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF061317\

Data File : BF095901.D

Aca On : 13 Jun 2017 19:07

Operator : SJ/MA

ﬁ?ggle : 13642-03 E2-CONCRETE-BATCH-13
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 3-Penten-2-one, 4-methyl- Concentration Rank 1

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

3.65 1041.51 ng 20114300 1,4-Dichlorobenzene-d4 7.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 80

Abundance Scan 351 (3.651 min): BF095901.D (-316) (-) m/z 83.10 100.00%
55.1 83.1
5000 431 8.1
e
3.40 3.60 3.80 4.00
Ol ettt 820 780 L Tw/z 55.10  85.71%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3241: 3-Penten-2-one, 4-methyl-
55.0 83.0
43.0
|
5000 29.0 98.0 340 3.60 3.80 4.00
m/z 98.10 36.01%
0 ‘\ ‘ ! ‘ | 67 O 75 O !
S S UL S I UL UL UL UL AL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
83.0
5.0 "3k 3o 3ho 4t
5000 43.0 m/z 43.10 34.57%
98.0
29.0
69.0
S S S S SR IR UL UL UL UL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- e T —
55.0 83.0 3.40 3.60 3.80 4.00
m/z 39.10 24 .90%
41.0
5000 270 98.0
15.0 ‘ 69.0
0 ‘ \‘ in m\‘ ‘ | ‘\ |
L S I I UL UL SURIL IUILLS I IS S U I R R R
m/z--> 10 20 30 40 50 60 70 80 90 100 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061317\
Data File : BF095901.D

Aca On 13 Jun 2017 19:07

Operator : SJ/MA

Sample : 13642-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

4.63 268.05 ng 5176680 1,4-Dichlorobenzene-d4 7.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 517 (4.628 min): BF095901.D (-497) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
420 4.40 4.60 4.80 5.00
83.1
o/ SN NN | NN 1 R N — m/z 59.10 62.19%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 420 440 460 4.80 5.00
m/z 101.10 22 .98%
31.0 101.0
83.0
= L I,
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
420 4.40 4.60 4.80 5.00
5000 210 m/z 58.00 15.96%
o 73.0 126.0 1420
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3159: 5-Hexen-2-one A B
43.0 420 4.40 4.60 4.80 5.00
m/z 41.10 9.11%
5000
27.0 550
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF061317\

Data File : BF095901.D

Aca On : 13 Jun 2017 19:07

Operator : SJ/MA

ﬁ?ggle : 13642-03 E2-CONCRETE-BATCH-13
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 5 2-Cyclohexen-1-one, 3-methyl- Concentration Rank 5

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

7.90 14.70 ng 283909 1,4-Dichlorobenzene-d4 7.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexen-1-one. 3-methvl- 110 C7H100 001193-18-6 91
2 2-Cvclohexen-1-one. 6-(l1-hvdroxv... 168 C10H1602 087791-00-2 74
3 Betazole 111 C5HON3 000105-20-4 47
4 1H-Pvrazole. 3-methvl- 82 C4H6N2 001453-58-3 45
5 1"-Hydroxy-4,3"-dimethyl-bicyclo... 220 C14H2002 1000189-12-5 39

Abundance Scan 1073 (7.898 min): BF095901.D (-1071) (-) m/z 82.00 100.00%
84.0
5000 F
201 541 110.1
67.0 7.60 7.80 8.00 8.20
o T S — m/z 110.10 38.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #5849: 2-Cyclohexen-1-one, 3-methyl-
82.0
5000 39.0 L UL L I L
54.0 110.0 7.60 7.80 8.00 8.20

m/z 54.10 31.62%

27.0 67.0
X R Y Y N O A N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
82.0

7.60 7.80 8.00 8.20

o

5000 43.0 110.0 m/z 39.10 28.65%
58.0
27.0
o 70.0 95.0 122.0 135.0 150.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #6080: Betazole A S
8J.0 760 780 800 820

m/z 53.10 9.57%

5000
o 80.0 420 54.0 g0 940 111.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.60 7.80 8.00 8.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF061317\

Data File : BF095901.D

Acq On : 13 Jun 2017 19:07

Operator : SJ/MA

ﬁ?ggle - 13642-03 E2-CONCRETE-BATCH-13
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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]
4-Penten-2-one, 4... 2.38 22.5 ng 434499 1 7.35 386251 20.0
3-Penten-2-one, 4... 3.65 1041.5 ng 20114300 1 7.35 386251 20.0
2-Pentanone, 4-hy... 4.63 268.1 ng 5176680 1 7.35 386251 20.0
2-Cyclohexen-1-on. .. 7.90 14.7 ng 283909 1 7.35 386251 20.0
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