LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122315\
Data File : BM003729.D

Aca On : 23 Dec 2015 03:55

Operator : UM/SJ

Sample : 64869-11

Misc :

ALS Vial : 21 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-BM120915.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 3.610 85 89 96 rvB 47553 58104 3.03% 0.453%
2 4.216 186 192 202 rVB 276998 353812 18.44% 2.757%
3 4.810 285 293 303 rBV 80501 114509 5.97% 0.892%
4 5.281 366 373 386 rVB 669648 953367 49.69% 7.428%
5 6.869 633 643 660 rBB 570768 867095 45.19% 6.756%
6 7.228 697 704 713 rBV 706310 1121087 58.43% 8.735%
7 7.693 777 783 789 rBB 133289 202926 10.58% 1.581%
8 8.010 830 837 844 rBV 589077 920282 47 .96% 7.170%
9 8.228 869 874 879 rBV 14973 23608 1.23% 0.184%
10 8.851 973 980 989 rBV 401458 660889 34.45% 5.149%

11 10.481 1250 1257 1261 rBV 167945 286997 14.96% 2.236%
12 10.528 1261 1265 1277 rVB 471900 773911 40.34% 6.030%
13 12.151 1535 1541 1547 rBB 89252 136692 7.12% 1.065%
14 12.369 1570 1578 1584 rBB 49903 76388 3.98% 0.595%
15 12.957 1672 1678 1689 rBB 1048974 1548913 80.73% 12.068%

16 13.175 1710 1715 1720 rBB 19952 27663 1.44% 0.216%
17 14.345 1907 1914 1920 rBvV2 212798 313639 16.35% 2.444%
18 14.410 1920 1925 1931 rVB 127842 182002 9.49% 1.418%
19 14.745 1977 1982 1991 rBB 61567 86899 4_.53% 0.677%
20 15.398 2088 2093 2098 rBB 59553 82984 4_.33% 0.647%

21 15.839 2162 2168 2179 rBB 685151 931630 48.56% 7.259%
22 17.092 2375 2381 2385 rBV 264807 364804 19.01% 2.842%
23 17.133 2385 2388 2394 rVB 79089 100632 5.24% 0.784%
24 19.727 2824 2829 2835 rBV2 1515718 1918664 100.00% 14.949%
25 21.292 3089 3095 3101 rBV 353345 435311 22.69% 3.392%

26 23.533 3469 3476 3487 rBV4 134571 291910 15.21% 2.274%

Sum of corrected areas: 12834718
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122315\
Data File : BM003729.D

Aca On : 23 Dec 2015 03:55

Operator : UM/SJ

Sample : 64869-11

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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: BM003729.D
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Abundance TIC: BM003729.D
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Abundance TIC: BM003729.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122315\
Data File : BM003729.D

Aca On : 23 Dec 2015 03:55

Operator : UM/SJ

Sample : 64869-11

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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 4-Penten-2-one, 4-methyl- Concentration Rank 5

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

3.61 5.73 ng 58104 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 78
2 5-Hexen-2-one 98 C6H100 000109-49-9 58
3 Methvl 1-methvlcvclopropvl ketone 98 C6H100 001567-75-5 50
4 4-Penten-2-one. 3-methvl- 98 C6H100 000758-87-2 23
5 4-Hexen-2-one 98 C6H100 025659-22-7 9

Abundance Scan 89 (3.610 min): BM003729.D (-85) (-) m/z 43.05 100.00%
43
5000
83 SRS SSRBE R
3 49 55 | 98 3.20 3.40 360 3.80 4.00
O A e B I B B m/z 83.10 16.13%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3164: 4-Penten-2-one, 4-methyl-
43
5000 RS LA AR LR
320 340 3.60 3.80 4.00
m/z 39.10 11.00%
0 21 33 | 49 55 63 69 77 8? 91 98
miz--> 1 2 s 40 50 60 70 8 0 100
Abundance
43
320 340 3.60 3.80 4.00
5000 m/z 55.10 6.85%
55
o 38 | 49 63 71 77 83 98
miz--> 10 20 30 40 50 6 70 8 90 100
Abundance #3211: Methyl 1-methylcyclopropy! ketone R E e
43 3.20 3.40 360 3.80 4.00
m/z 41.10 5.79%
5000
55
29 83 98
0 15 || 388,| 49 ,| 62 69 77 |
m/z--> 0 20 30 40 50 60 70 8 90 100 320 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122315\
Data File : BM003729.D

Aca On : 23 Dec 2015 03:55

Operator : UM/SJ

Sample : 64869-11

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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 3-Penten-2-one, 4-methyl- Concentration Rank 3

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

4.22 34.87 ng 353812 1,4-Dichlorobenzene-d4 7.69
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 86
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 80
5 Furan, 2-methoxy- 98 C5H602 025414-22-6 78

Abundance Scan 193 (4.222 min): BM003729.D (-186) (-) m/z 83.10 100.00%
g3
55
5000 o8
43
3.80 4.00 4.20 4.40 4.60
0 ..,....,....,...3?|i':|..‘.‘9,-'.|.:.,6.2.53?,...77.,.:..,....,.... m/z 55.10 69.81%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 SR SRR LR
29 98 3.80 4.00 4.20 4.40 4.60
m/z 98.10 36.21%
0 “ 3$\\ 9\‘ | 61 67 7 ! 89
mz> 10 20 30 40 50 60 70 80 0 100
Abundance
83
55 380 4.00 4.20 4.40 460
5000 43 m/z 43.05 27.94%
98
29
0 23 38| 49 63 69 77 91
mz-> 10 20 30 40 50 60 70 8 90 100
Abundance #3337: 2-Pentene, 3,4-dimethyl-, (E)- T e
5 83 3.80 4.00 4.20 4.40 4.60
m/z 39.10 20.82%
5000 41 98
27
0 "|'%§'| "JJI""‘iJ"??““ l'|§?'hh "??I'l" N S ER SRS SRR LR L
m/z--> 10 20 30 40 50 60 70 80 90 100 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122315\
Data File : BM003729.D

Aca On : 23 Dec 2015 03:55

Operator : UM/SJ

Sample : 64869-11

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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-hydroxy-4-me... Concentration Rank 4

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

4.81 11.29 ng 114509 1,4-Dichlorobenzene-d4 7.69
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 293 (4.810 min): BM003729.D (-285) (-) m/z 43.05 100.00%
43
59
5000
101 I I U
| 83 440 4.60 4.80 5.00 5.20
o | SRSV | T N m/z 59.10 61.90%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS UL AR N
59 440 460 480 500 520
m/z 101.10 26 .04%
15 31 101
0 | 25 7 37, 53, 83
miz--> e A e A A AR A
Abundance
43
- 440 460 4.80 500 5.20
5000 m/z 58.10 16.99%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3950: 2,3-Butanedione, monooxime A REmer B
43 440 4.60 4.80 5.00 5.20
m/z 41.10 9.95%
5000
101
15 58
0 \ 28 g7ll, 51 | 69 84
m/z--> 10 20 3'0 40 50 6 70 80 90 1(')0 110 440 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122315\
Data File : BM003729.D

Aca On : 23 Dec 2015 03:55

Operator : UM/SJ

Sample : 64869-11

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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 unknown7.23 Concentration Rank 1

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

7.23 110.49 ng 1121090 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 704 (7.228 min): BM003729.D (-697) (-) m/z 132.10 100.00%
32
5000 68
96 AR RS IS A
40 g 54 62|| 5 g | 104 6.80 7.00 7.20 7.40 7.60
O L L S A e AT m/z 68.10 38.22%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R I UL IR
6.80 7.00 7.20 7.40 7.60
2 78 m/z 134.10 32.46%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 67 m/z 66.10 24.73%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine B R A ma
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 15.70%
97
5000
70
31
R . A ST T
m/z--> 30 40 5'0 60 7'0 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122315\
Data File : BM003729.D

Aca On : 23 Dec 2015 03:55

Operator : UM/SJ

Sample : 64869-11

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.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 6 Indene Concentration Rank 7

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

8.23 2.33 ng 23608 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9HS8 000095-13-6 90
2 Benzene. l1l-ethvnvl-4-methvl- 116 C9HS8 000766-97-2 83
3 Benzene. l1l-propvnvl- 116 C9H8 000673-32-5 83
4 Benzene. 1.2-propadienvl- 116 C9HS8 002327-99-3 83
5 Benzene,l-ethynyl-2-methyl- 116 C9HS8 000766-47-2 9

Abundance Scan 874 (8.228 min): BM003729.D (-869) (-) m/z 115.10 100.00%
115
5000
L
39 63 89 7.80 8.00 820 8.40 8.60
by e et e et | m/z 116.10 0 92.55%
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #8167: Indene
116
5000 R SR R
7.80 8.00 8.20 8.40 8.60
39 - m/z 89.00 12.18%
ol 20 | 305 T m 98 110 ||
mz> % % 40 50 6 70 8 90 100 1o 130
Abundance
115
7.80 8.00 820 8.40 8.60
5000 m/z 63.00 11.09%
51 63 74 89 og
G L U S A UL I UL IS WL IS
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #8172: Benzene, 1-propynyl- T e B
115 7.80 8.00 820 8.40 8.60
m/z 117.00 8.17%
5000
o 27 39 51568 7 8 95 100 |,
m/z--> 20 30 40 50 60 70 8 90 100 110 120 780 8.00 8.0 840 8.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM122315\
Data File : BM003729.D

Acq On : 23 Dec 2015 03:55

Operator : UM/SJ

Sample - G4869-11

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM120915_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]
4-Penten-2-one, 4... 3.61 5.7 ng 58104 1 7.69 202926 20.0
3-Penten-2-one, 4... 4.22 34.9 ng 353812 1 7.69 202926 20.0
2-Pentanone, 4-hy... 4.81 11.3 ng 114509 1 7.69 202926 20.0
unknown7 .23 7.23 110.5 ng 1121090 1 7.69 202926 20.0
Indene 8.23 2.3 ng 23608 1 7.69 202926 20.0
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