LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051617\
Data File : BM010061.D

Aca On : 16 May 2017 19:51

Operator : SJ/MA

Sample : 13150-02

Misc :

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 M\METHODS\8270-BM051117.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

4._287 200 204 215 rBV 1224286 1626603 28.28% 6.425%
4.892 301 307 322 rBV 2070764 2779752 48.33% 10.979%
rBv 516872 801385 13.93% 3.165%
5.945 479 486 495 rBvV 297591 456461 7.94% 1.803%
6.934 649 654 666 rBvY 330844 579732 10.08% 2.290%
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7.286 708 714 726 rBV 863998 1383558 24.05% 5.465%
7.757 787 794 801 rBV 205167 324661 5.64% 1.282%
8.069 840 847 858 rvB 1080105 1712248 29.77% 6.763%
8.928 984 993 1007 rBV 976585 1706289 29.66% 6.739%
10.551 1262 1269 1284 rVB 225282 428961 7.46% 1.694%

=
QO ~NO®

11 13.021 1682 1689 1699 rBV 2159496 3183204 55.34% 12.573%
12 14.410 1918 1925 1936 rBV3 335946 541853 9.42% 2.140%
13 15.909 2174 2180 2196 rBV2 1222203 1829718 31.81% 7.227%
14 17.162 2386 2393 2404 rBV 451827 699552 12.16% 2.763%
15 19.792 2833 2840 2846 rBV 4704570 5751984 100.00% 22.719%

16 21.356 3101 3106 3115 rBV 626803 850340 14.78% 3.359%
17 23.644 3489 3495 3507 rvB2 318568 662173 11.51% 2.615%

Sum of corrected areas: 25318474
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM051617\
Data File : BM010061.D

Aca On : 16 May 2017 19:51

Operator : SJ/MA

Sample : 13150-02

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Z:\HPCHEMI\BNA M\METHODS\8270-BM051117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BM010061.D
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Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM010061.D
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Abundance TIC: BM010061.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051617\
Data File : BM010061.D

Aca On : 16 May 2017 19:51

Operator : SJ/MA

Sample : 13150-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_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 3-Penten-2-one, 4-methyl- Concentration Rank 3

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

4.29 100.20 ng 1626600 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 Cvclopropane. 1.1.2.2-tetramethvl- 98 C7H14 004127-47-3 80
3 Furan. 2-methoxv- 98 C5H602 025414-22-6 72
4 2-Pentene. 4.4-dimethvl- 98 C7H14 026232-98-4 72
5 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 58

Abundance Scan 205 (4.293 min): BM010061.D (-200) (-) m/z 83.10 100.00%
55.1 83.1
5000 43.0
98.0
| 67.0 400 420 4.40 4.60
) SN T PS4 FEREOUR. & hc ENBNDGCURI [N PR m/z 55.10 92.33%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3180: 3-Penten-2-one, 4-methyl-
55.0 83.0
43.0
5000 LR I L IR I
29.0 98.0 4%A&04h)4%
m/z 43.05 51.92%
ol [l ol ero
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
55.0 83.0
41.0 U R L R IR
4.00 4.20 4.40 4.60
5000 m/z 39.10 42 .64%
15.0 67.0 - o
G S S UL SRS SRS IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3034: Furan, 2-methoxy- A W
83.0 98.0 400 420 440 4.60
55.0 m/z 98.05 29.36%
5000 j\h
41.0 69.0
0'"|"''|""|""|""'|"'"|""‘|""|'l"|""‘|"" U R U R IR
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051617\
Data File : BM010061.D

Aca On : 16 May 2017 19:51

Operator : SJ/MA

Sample : 13150-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

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

4.89 171.24 ng 2779750 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
4 1-Butene. 4-ethoxv- 100 C6H120 044611-46-3 23
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 307 (4.892 min): BM010061.D (-301) (-) m/z 43.05 100.00%
43.0
5000 591
101.1 D RAREE NRARE SRS LA
4.60 4.80 5.00 5.20
Ob il 00 831 | 2759 10 Bi.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LN UL LN A
59.0 460 480 500 5.20
0
150 a0 1010 m/z 101.10 15.77%
0'"I”t'l”'wﬁ”'“ﬂh"l”*'l”"I”"?iq'l”'*ﬂ"'v
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
570 460 480 500 520
5000 m/z 58.05 12.23%
20.0 101.0
0 150 73.0 83.0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime R B B
43.0 4.60 4.80 5.00 5.20
m/z 41.10 10.06%
5000
101.0
150 310 | %80 g9 g0
miz--> 10 20 30 40 50 60 70 80 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051617\
Data File : BM010061.D

Aca On : 16 May 2017 19:51

Operator : SJ/MA

Sample : 13150-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 5

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

5.95 28.12 ng 456461 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 37
3 N-FormvImorpholine 115 C5H9NO2 004394-85-8 12
4 Guanidine. methvl- 73 C2H7N3 000471-29-4 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 487 (5.951 min): BM010061.D (-479) (-) m/z 43.10 100.00%
431 73.1
5000 [k
e
115.1 560 580 6.00 6.20
bbb e 980 2070 hsr 73,10 95.34%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000

5.60 5.80 6.00 6.20
m/z 41.10 14 _.30%

115.0
27\\0 Ll Iy L 980 ‘
O e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0 73.0
R R REassmamess
5.60 5.80 6.00 6.20
5000 m/z 42.10 11.26%
15.0
O r T T T e T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7543: N-Formylmorpholine
29.0 5.60 5.80 6.00 6.20
m/z 39.10 10.28%
5000 56.0
115.0
86.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051617\
Data File : BM010061.D

Aca On : 16 May 2017 19:51

Operator : SJ/MA

Sample : 13150-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_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 4 unknown7.29 Concentration Rank 4

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

7.29 85.23 ng 1383560 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.7-Methano-1H-indene. 3a.4.7.7a... 132 C10H12 000077-73-6 38
2 4.7-Methano-1H-indene-2.6-dicarb... 220 C12H1204 037995-02-1 37
3 4.7-Methanoindene. 3a.4.5.6.7.7a... 134 C10H14 002825-86-7 35
4 5-Allvl-2-norbornene 134 C10H14 031663-53-3 35
5 3-Penten-1-yne, (E)- 66 C5H6 002004-69-5 27

Abundance Scan 715 (7.292 min): BM010061.D (-708) (-) m/z 132.00 100.00%

132.0
68.1
5000
40.1

96.0 N AN RALAS AR AL
| | 7.00 7.20 740 760
0 e o I e e e e e e m/z 68.10 69.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13637: 4,7-Methano-1H-indene, 3a,4,7,7a-tetrahydro- K
66.0
5000 132.0 L I RIS LU UL

7.00 7.20 7.40 7.60
m/z 66.10 60.43%

91.0 117.0
41.0 ‘ ‘ ‘
o PO | T T —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
66.0 110.0

30,0 82.0 7.00 7.20 7.40 7.60
5000 ' m/z 69.10 34.02%

128.0 158.0 174.0 202.0

o} MR T8RSN | N S A o MM -4 1A IS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14433: 4,7-Methanoindene, 3a,4,5,6,7,7a-hexahydro-, endo- R A AN EmaEE
66.0 7.00 7.20 7.40 7.60
m/z 134.00 33.30%
5000
39.0 91.0 1340
N BRSPS U TN N[ NSRS [ JU— | GH—
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051617\
Data File : BM010061.D

Acq On : 16 May 2017 19:51

Operator : SJ/MA

Sample - 13150-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM051117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
3-Penten-2-one, 4... 4.29 100.2 ng 1626600 1 7.76 324661 20.0
2-Pentanone, 4-hy... 4.89 171.2 ng 2779750 1 7.76 324661 20.0
2-Pentanone, 4-me... 5.95 28.1 ng 456461 1 7.76 324661 20.0
unknown7 .29 7.29 85.2 ng 1383560 1 7.76 324661 20.0
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