LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\

Data File : BF085269.D

Acq On : 8 Mar 2016 21:38 Instrument :

Operator : UM/SJ gﬁA{s el
- _ lentosampleld :

3?22'6 : H1707-06 RW-48-S2-GRID6

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 height area % max. total
1 2.378 6 8 10 rVB 4798008 6598941 100.00% 13.435%
2 2.892 50 53 58 rvB 198882 282471 4._28% 0.575%
3 3.681 119 122 126 rBvY 75106 108992 1.65% 0.222%
4  4.550 195 198 201 rBV 347067 387989 5.88% 0.790%
5 5.178 250 253 265 rvVB 649202 1000621 15.16% 2.037%

5.578 285 288 290 rBV 3884275 4355158 66.00% 8.867%
6.584 373 376 379 rBV 3291732 3429674 51.97% 6.982%
4179725 4718826 71.51% 9.607%
6.961 407 409 411 rBV 1141555 971832 14.73% 1.979%
7.121 420 423 425 rVB 3732235 3886354 58.89% 7.912%
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11 7.522 455 458 460 rBV 2760051 2850731 43.20% 5.804%
12 8.242 519 521 525 rBV2 1446135 1555689 23.57% 3.167%
13 9.316 612 615 618 rBV 3721557 5374576 81.45% 10.942%
14 10.002 672 675 677 rBV 1389750 1374083 20.82% 2.797%
15 10.790 741 744 746 rBV 3090338 3305528 50.09% 6.730%

16 11.488 802 805 807 rBV 1267119 1420838 21.53% 2.893%
17 13.076 941 944 946 rBV 4861247 5661836 85.80% 11.527%

18 14.116 1033 1035 1038 rBV 1189820 1088653 16.50% 2.216%
19 15.579 1160 1163 1170 rBV 525862 746111 11.31% 1.519%

Sum of corrected areas: 49118903
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF030816\

BF085269.D

8 Mar 2016 21:38

UM/SsJ

H1707-06

17 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

RW-48-S2-GRID6

Abundance
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\

Data File : BF085269.D

Acq On : 8 Mar 2016 21:38

Operator : UM/SJ

ﬁ?ggle i H1707-06 RW-48-S2-GRID6
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Acetic acid Concentration Rank 1

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

2.38 135.80 ng 6598940 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid 60 C2H402 000064-19-7 83
2 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 5
3 Thiirane 60 C2H4S 000420-12-2 5
4 Formic acid hydrazide 60 CH4N20 000624-84-0 4
5 Hydrazine, 1,1-dimethyl- 60 C2H8N2 000057-14-7 4

Abundance Scan 8 (2.378 min): BF085269.D (-6) (-) m/z 43.10 100.00%
43 -
5000
ol ks 51 57 . ' 2.40 2.50 2.60 2.70 2.80
LML RURRA A RN RARAN SERRN RARRA RLARA RARAN SUARE RAASN RRRRA KRN SARRY RARRA RN RRARA RAAR m/z 45.10 90.06%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #254: Acetic acid
43
60
5000 15 LA UL UL ULAE AR
2.40 2.50 2.60 2.70 2.80
29 m/z 60.10 78.31%
"v'“l"lh'“'v'“?ﬁjlﬁgw'“GQE' ﬁ“l”'ﬁ'”'P'“l”'W'”'P'”P'”I”'W'”'
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
45 60
30 ' 2.40 2.50 2.60 2.70 2.80
5000 m/z 42.10 19.06%
27
1518 42 57
L LR L LARRA RRRAY LAY RS LARRN REALY RARAN RRAAN LALEN RERAN LARAS RUARY LALEN SLALE LARRA RARLI N
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #261: Thiirane
45 2.40 2.50 2.60 2.70 2.80
60 m/z 41.10 7.10%
5000 27 ‘///\_
34
1\4 24| |, N 5\ |
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 2.40 2.50 2.60 2.70 2.80

8270-BF030316.M Wed Mar 09 16:57:56 2016 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\

Data File : BF085269.D

Acq On : 8 Mar 2016 21:38

Operator : UM/SJ

ﬁ?ggle i H1707-06 RW-48-S2-GRID6
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Propyl acetate Concentration Rank 6

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

2.89 5.81 ng 282471 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 83
2 Acetic acid, l-methylethyl ester 102 C5H1002 000108-21-4 9
3 1-Butanamine 73 C4H11IN 000109-73-9 5
4 Isobutylamine 73 C4H1i1IN 000078-81-9 5
5 Pentane 72 C5H12 000109-66-0 4

Abundance Scan 53 (2.892 min): BF085269.D (-50) (-) m/z 43.10 100.00%
43
5000
61
73 2.60 2.80 3.00 3.20
Sl ' | 8 m/z 61.10 27.73%
LN SURLELN SU LI SURL LR SR S UL SR SRS SURILILS S - - ¢
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4160: n-Propyl acetate
43
5000 A SRR SR
o1 2.60 2.80 3.00 3.20
3 m/z 73.00 14 _.36%
T |'%§' |"%7'|"':'37"|‘l ARERRRES ""I""'I "gzl T T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43
260 2.80 300 320
5000 m/z 42.10 10.30%
61
87
- 101
mz-> 10 20 30 40 50 60 70 8 90 100
Abundance #733: 1-Butanamine R A Rt o e R
30 2.60 2.80 3.00 3.20
m/z 41.05 8.87%
5000
18 41 50 56 s
m/z--> 10 20 30 40 5 6 70 8 90 100 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\

Data File : BF085269.D

Acq On : 8 Mar 2016 21:38

Operator : UM/SJ

ﬁ?ggle i H1707-06 RW-48-S2-GRID6
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4-Penten-2-one, 4-methyl- Concentration Rank 7

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

3.68 2.24 ng 108992 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 78
2 5-Hexen-2-one 98 C6H100 000109-49-9 49
3 Methyl 1-methylcyclopropyl ketone 98 C6H100 001567-75-5 36
4 2-Pentanone, 3-methylene- 98 C6H100 004359-77-7 17
5 2-Pentanone, 5-hydroxy- 102 C5H1002 001071-73-4 9

Abundance Scan 122 (3.681 min): BF085269.D (-119) (-) m/z 43.05 100.00%
a3
5000
4o 55 il o6 340 360 380 400
S U AL ROl S N O m/z 83.10 14.18%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3164: 4-Penten-2-one, 4-methyl-
43
5000 UM SR L
3.40 3.60 3.80 4.00
m/z 39.10 10.02%
21 37 | 4955 6360 77 O° 91 98

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43
3.40 3.60 3.80 4.00
5000 m/z 55.10 7.33%
. 27 55
37 49 65 71 77 83 o8
B L B B B S et
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3211: Methyl 1-methylcyclopropy! ketone A R b
43 3.40 3.60 3.80 4.00
m/z 41.10 5.74%
5000
55
29 83 98
15 [ 370, 49 | 62 69 77 |
T L o B e e B 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\BF030816\

Data File : BF085269.D

Acq On : 8 Mar 2016 21:38

Operator : UM/SJ

ﬁ?ggle i H1707-06 RW-48-S2-GRID6
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3-Penten-2-one, 4-methyl- Concentration Rank 5

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

4_.55 7.98 ng 387989 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86
4 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
5 Furan, 2-methoxy- 98 C5H602 025414-22-6 86

Abundance Scan 198 (4.550 min): BF085269.D (-195) (-) m/z 83.10 100.00%
55 83
5000 43
98
P
71 4.20 4.40 4.60 4.80
..w.”.“.”,”?ih”?%tu,ﬁ?,m?ﬂ.u??..w.”.,yﬁ,” m/z 55.10 83.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 S S I UL L I
29 98 420 4.40 4.60 4.80
m/z 43.10 48.44%
‘ 3?‘m 49 ||, 61 67 77 | 89
miz--> 10 20 §o % 50 60 70 80 90 100 110 130
Abundance
83
55
43 420 4.40 4.60 4.80
5000 m/z 98.10 34._.37%
29
98

37 49 62 69

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3342: 2-Pentene, 3,4-dimethyl-, (2)- R e

5 83 4.20 4.40 4.60 4.80

m/z 39.10 24 .56%
41
5000
27 98
S PSS
...,.J..,...ﬂ,....g:..??J...,??.Mh..??,.i..,....,....,....,.. A

m/z--> 10 20 30 40 60 70 80 90 100 110 120 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\

Data File : BF085269.D

Acq On : 8 Mar 2016 21:38

Operator : UM/SJ

ﬁ?ggle i H1707-06 RW-48-S2-GRID6
ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.18 20.59 ng 1000620 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 253 (5.178 min): BF085269.D (-250) (-) m/z 43.05 100.00%
a3
59
5000
101 AR LS LR R I
51 | 2 83 480 500 5.20 5.40 5.60
e N M m/z 59.10 58.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR LS L R
59 4.80 5.00 5.20 5.40 5.60
m/z 101.10 22 .08%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 5.40 5.60
5000 M m/z 58.10 16.78%
68
50 126 14
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4—methy|— L AL LI L IR ]
43 4.80 500 5.20 5.40 5.60
m/z 41.05 8.51%
5000
101
15
27 & ‘
'“v“'v”m'“ww'Wth““b'“wgﬁw”'b“w'“WH'W““l““l AR LS LR R L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 500 5.20 5.40 5.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030816\

Data File : BF085269.D

Acq On : 8 Mar 2016 21:38

Operator : UM/SJ

3?22'6 i H1707-06 RW-48-S2-GRID6
ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
Quant Title : 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]
Acetic acid 2.38 135.8 ng 6598940 1 6.96 971832 20.0
n-Propyl acetate 2.89 5.8 ng 282471 1 6.96 971832 20.0
4-Penten-2-one, 4. .. 3.68 2.2 ng 108992 1 6.96 971832 20.0
3-Penten-2-one, 4. .. 4 .55 8.0 ng 387989 1 6.96 971832 20.0
2-Pentanone, 4-hy... 5.18 20.6 ng 1000620 1 6.96 971832 20.0
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