LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033682.D

Aca On : 9 Apr 2018 16:01

Operator : SJ/JU

Sample : J2236-01

Misc :

ALS Vial : 11 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 G\METHODS\8270-BG031918.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 3.475 26 32 42 rBV 163611 344059 8.93% 1.850%
2 3.569 43 48 59 rvB 147162 242861 6.30% 1.306%
3 4.398 186 189 202 rBvV 29671 77611 2.01% 0.417%
4 5.420 358 363 371 rBV2 51118 114532 2.97% 0.616%
5 6.178 488 492 504 rBvV2 73790 194310 5.04% 1.045%
6 6.290 504 511 528 rVB 282100 585384 15.19% 3.148%
7 6.478 537 543 557 rBV 161479 297983 7.73% 1.603%
8 7.283 671 680 685 rBV2 95314 198468 5.15% 1.067%
9 7.535 716 723 729 rBV3 30110 61937 1.61% 0.333%
10 7.911 780 787 792 rBV5 22678 52398 1.36% 0.282%

11 7.970 792 797 811 rvV 163113 390966 10.14% 2.103%
12 8.370 858 865 886 rBvV 578739 1191675 30.91% 6.409%
13 8.857 941 948 962 rBV2 121564 337118 8.75% 1.813%
14 9.122 986 993 998 rBVvV2 34574 66661 1.73% 0.359%
15 9.192 998 1005 1021 rVB 540343 1061973 27.55% 5.711%

16 10.056 1144 1152 1163 rBV 414874 927979 24.07% 4.991%
17 11.742 1432 1439 1453 rBV 188043 409651 10.63% 2.203%

18 13.558 1739 1748 1759 rVvv3 21213 51529 1.34% 0.277%
19 14.104 1834 1841 1855 rBV 1379519 2371458 61.52% 12.754%
20 14.897 1970 1976 1981 rVB 27330 41402 1.07% 0.223%
21 15.303 2036 2045 2048 rBV5 28944 52158 1.35% 0.281%
22 15.473 2068 2074 2083 rBV2 377812 645283 16.74% 3.470%
23 16.237 2200 2204 2210 rVB3 37538 556372 1.44% 0.298%

24 16.948 2318 2325 2340 rBV 1276613 2134613 55.38% 11.480%
25 18.205 2533 2539 2545 rBV2 526471 879855 22.83% 4.732%

26 19.004 2671 2675 2681 rBv4 45309 77096 2.00% 0.415%
27 20.726 2962 2968 2978 rBV 2856516 3854767 100.00% 20.731%
28 22.071 3190 3197 3205 rBV9 24494 59068 1.53% 0.318%

29 22.547 3271 3278 3290 rBV2 458414 938642 24.35% 5.048%
30 26.313 3908 3919 3930 rBV2 262072 877186 22.76% 4.718%

Sum of corrected areas: 18593995
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033682.D

Aca On 9 Apr 2018 16:01

Operator : SJ/JU

Sample : J2236-01

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG031918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG033682.D

2500000
2000000
1500000

1000000

8.37 9.19
500000 10.06
6.29

33187 6.48
4,40 5.42 %%ik, 72%547ﬁ3 88% 2

1A R SR A 51 MY | NS, G NG W R GV A S NS

Time--> 3.50 4.00 4.50 5.00 550 600 650 7.00 7.50 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG033682.D

11.74

20.73

2500000
2000000

1500000 14.10 16.95

1000000

18.21 22 55

500000 15.47
13.56 L 14.90 15.3‘& 16.24 k 19.00 L 22.07 }L

L0 e L L e e o o o e B L B N B B B i B B B B

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG033682.D

2500000

2000000

1500000

1000000

500000
26.31

R L R R R L L A L A maaa L e e e e e

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033682.D

Aca On : 9 Apr 2018 16:01

Operator : SJ/JU

Sample : J2236-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

3.57 14.41 ng 242861 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 27
3 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 23
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 48 (3.569 min): BG033682.D (-43) (-) m/z 73.00 100.00%
7B
5000 43
“L ISR B V" * SRRy "D
et e L Tm/z 43.00  39.43%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 |||||||IIII|IIII|I
340 360 3.80 4.00

m/z 55.00 33.72%

MLM\‘
e T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
73

340 360 3.80 4.00

5000 m/z 87.00 25.68%
43
15
i i o e T e e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #8705: 2-Hydroxy-2-methylbutyric acid e
7 340 360 3.80 4.00

m/z 41.00 11.87%

5000 43 /\\/\—
[, | 03

T T I
m/z--> 0 50 100 150 200 250 300 350 400 340 360 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033682.D

Aca On : 9 Apr 2018 16:01

Operator : SJ/JU

Sample : J2236-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Pyridine, 2-methyl- Concentration Rank 8

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

5.42 6.79 ng 114532 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridine. 2-methvl- 93 C6H7N 000109-06-8 95
2 Pvridine. 4-methvl- 93 C6H7N 000108-89-4 91
3 Aniline 93 C6H7N 000062-53-3 87
4 Pvridine. 3-methvl- 93 C6H7N 000108-99-6 86
5 Silanediamine, 1,1-dimethyl-N,N"_.. 242 C14H18N2Si 013435-09-1 78

Abundance Scan 363 (5.420 min): BG033682.D (-358) (-) m/z 93.00 100.00%

93
5000 66

39 ||||||||II|IIII|IIII|II
5.00 5.20 5.40 5.60 5.80

A e e m/z 66.00 49.66%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #2498: Pyridine, 2-methyl-
93
5000 66

5.00 520 5.40 560 5.80
m/z 65.00 23.45%

39
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
93

5.00 5.20 5.40 5.60 5.80

5000 m/z 92.00 20.72%
66
40

15

T T T T T T T T T T e T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #2492: Aniline

93 5.00 5.20 5.40 5.60 5.80

m/z 51.00 18.90%
5000 66

39
15

T
m/z--> 0 50 100 150 200 250 300 350 400 450 5.00 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033682.D

Aca On : 9 Apr 2018 16:01

Operator : SJ/JU

Sample : J2236-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 4 Pyridine, 3-methyl- Concentration Rank 7

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

6.18 11.53 ng 194310 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridine. 3-methvl- 93 C6H7N 000108-99-6 95
2 Pvridine. 4-methvl- 93 C6H7N 000108-89-4 91
3 Aniline 93 C6H7N 000062-53-3 91
4 Pvridine. 2-methvl- 93 C6H7N 000109-06-8 86
5 Silanediamine, 1,1-dimethyl-N,N"___. 242 C14H18N2Si 013435-09-1 74

Abundance Scan 492 (6.178 min): BG033682.D (-488) (-) m/z 93.00 100.00%
93
5000 66
39
51
56 61 | 78 5.80 6.00 6.20 6.40 6.60
S ..'!!'.'.4?.||:'!:.,-'.|:.|.Tl...:,.8.4..,.!..,.. m/z 66.00  40.29%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2508: Pyridine, 3-methyl-
93
5000 66 5.80 6.00 6.20 6.40 6.60
39 m/z 92.00 29.64%
28 ] 5\1 61, ‘ | 78 |
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
93
5.80 6.00 6.20 6.40 6.60
5000 39 66 m/z 65.00 27.81%
28 51
15 33 46 61 73 '8 g7
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #2492: Aniline
93 5.80 6.00 6.20 6.40 6.60
m/z 39.00 27 .54%
5000 66
39
15 28 33 \‘H \?2\ 61‘\“ ! 73 78 88 ‘ |
m/z--> 0 20 30 40 50 60 70 8 90 100 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033682.D

Aca On : 9 Apr 2018 16:01

Operator : SJ/JU

Sample : J2236-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Pyridine, 2,6-dimethyl- Concentration Rank 4

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

6.48 17.68 ng 297983 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridine. 2.6-dimethvl- 107 C7HON 000108-48-5 97
2 6-Amino-6-methvifulvene 107 C7HON 000694-74-6 87
3 Pvridine. 2.3-dimethvl- 107 C7HON 000583-61-9 64
4 Pvridine. 2.4-dimethvl- 107 C7HON 000108-47-4 49
5 1,4-Dimethyl-pyridinium chloride 143 C7H10CIN 1000145-43-8 47

Abundance Scan 543 (6.478 min): BG033682.D (-537) (-) o m/z 106.95 100.00%
107
5000
39 65 92
79 BB SARBE AR AR
51 || | 13 6.20 6.40 6.60 6.80
et STl 8 Tn/z 106.00 41.23%
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #5196: Pyridine, 2,6-dimethyl-
107
5000 RBE AR AR AN AR
6.20 6.40 6.60 6.80
39 66 92 m/z 64.95 25.62%
27 TN 5\1 M‘ L \7‘? |
mz-> 20 30 40 50 60 70 80 90 100 110 120
Abundance
107
6.20 6.40 6.60 6.80
5000 m/z 66.00 25.01%
66 92
39
51 77
mz-> 20 30 40 50 60 70 80 90 100 110 120
Abundance #5193: Pyridine, 2,3-dimethyl-
107 6.20 6.40 6.60 6.80
m/z 38.95 24 _50%
5000
39
66 79 92
51
S [ - < -
m/z--> 20 30 40 50 60 70 8 90 100 110 120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033682.D

Aca On : 9 Apr 2018 16:01

Operator : SJ/JU

Sample : J2236-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 6 Pyridine, 2,4-dimethyl- Concentration Rank 6

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

7.28 11.77 ng 198468 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridine. 2.4-dimethvl- 107 C7HON 000108-47-4 97
2 Pvridine. 3.4-dimethvl- 107 C7HON 000583-58-4 93
3 Pvridine. 2.3-dimethvl- 107 C7HON 000583-61-9 90
4 Pvridine. 3.5-dimethvl- 107 C7HON 000591-22-0 87
5 Pyridine, 2,5-dimethyl- 107 C7HON 000589-93-5 74

Abundance (bScan 680 (7.283 min): BG033682.D (-671) (-) m/z 107.00 100.00%
107
5000
79
Tl TTh 750 a0 Th0
,J',“t,, e S 28 Tm/z 106.00  50.29%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5202: Pyridine, 2,4-dimethyl-
107
5000
7.00 7.20 7.40 7.60
‘ m/z 79.00 35.05%
\ m \i\ \‘\ ‘
e

m/z--> 0 5 100 150 200 250 300 350 400 450 500 550
Abundance

107

7.00 7.20 7.40 7.60
5000 m/z 92.00 25_.54Y%
79

39

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #5182: Pyridine, 2,3-dimethyl-
107 7.00 7.20 7.40 7.60
m/z 39.00 21.62%
5000
39 66
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033682.D

Aca On : 9 Apr 2018 16:01

Operator : SJ/JU

Sample : J2236-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 7 Pyridine, 2,3-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

754 367ng 61937  1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pvridine. 2.3-dimethvl- 107 C7HON 000583-61-9 93

2 Pvridine. 2.5-dimethvl- 107 C7HON 000589-93-5 87

3 Pvridine. 3.4-dimethvl- 107 C7HON 000583-58-4 83

4 Pvridine. 4-ethvl- 107 C7HON 000536-75-4 80
3,5-di

5 Pyridine, 3,5-dimethyl- 107 C7HON 000591-22-0 72
Abundance Scan 324 (7.541 min): BG033682.D (-716) (-) m/z 107.00 100.00%
107
5000
39 79
R RN EaE s nmmas o
l\ I 350 7.20 7.40 7.60 7.80
St | m/z 106.00 66.60%
m/z--> 50 100 150 200 250 300 350
Abundance #5182: Pyridine, 2,3-dimethyl-
107
5000
7.20 7.40 7.60 7.80
39 66 m/z 78.90 31.81%
.15.‘.“:“;“.““.‘18?,‘....,....,....,....,....,.
m/z--> 50 100 150 200 250 300 350
Abundance
107
IIIIIIIIIIIIIIIIIIII‘IIII
7.20 7.40 7.60 7.80
5000 m/z 39.00 29.10%
79
39
15 61
L e B e e e LA e e e e o O N LA e e
m/z--> 50 100 150 200 250 300 350
Abundance #5186: Pyridine, 3,4-dimethyl-
107 7.20 7.40 7.60 7.80
m/z 65.00 26 .25%
5000
79
39 ‘
T
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033682.D

Aca On : 9 Apr 2018 16:01

Operator : SJ/JU

Sample : J2236-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 8 2-Cyclopenten-1-one, 3-methyl- Concentration Rank 11

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

7.91 3.11 ng 52398 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclopenten-1-one. 3-methvl- 96 C6H80 002758-18-1 93
2 2.4-Dimethvlfuran 96 C6H80 003710-43-8 80
3 2-Cvclopenten-1-one. 2-methvl- 96 C6H80 001120-73-6 68
4 1.4-Pentadiene 68 C5H8 000591-93-5 64
5 1,3-Pentadiene 68 C5H8 000504-60-9 64

Abundance Scan 787 (7.911 min): BG033682.D (-780) (-) m/z 96.00 100.00%
96
53 67
5000 39 81

7.60 7.80 8.00 8.20

e 138 e mM/Z 67.00  72.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2824: 2-Cyclopenten-1-one, 3-methyl-
96
53 67
39
5000 81

7.60 7.80 8.00 8.20
m/z 53.00 71.66%

2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
67 96
53 7.60 7.80 8.00 8.20
so0ol 39 m/z 39.00 47.35%
81
26
IR B i e e R AR mEE s E e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2822: 2-Cyclopenten-1-one, 2-methyl-
67 96 7.60 7.80 8.00 8.20
m/z 81.00 41.18%
53
5000
‘ 81
IIIIIII‘IHI‘I‘IHII‘III‘IIIIIIIIIIIIIIII TTTT TTTT TTTT TTTT IIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033682.D

Aca On : 9 Apr 2018 16:01

Operator : SJ/JU

Sample : J2236-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 9 unknown8.37 Concentration Rank 1

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

8.37 70.70 ng 1191680 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 22
4 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 22
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 22

Abundance Scan 865 (8.370 min): BG033682.D (-858) (-) m/z 132.00 100.00%
132 q
5000 68
96 SRR SRR
40 33 800 820 840 8.60 8.80
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SNSEPEARABESAERENARBEN
800 820 840 8.60 8.80
m/z 66.00 34.75%

31 51 ‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
132

8.00 8.20 8.40 8.60 8.80

5000 97 m/z 134.00 32.67%
31 g O
116
wmﬁmwﬂwwmwwm
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #14770: Cyclopropanamine, 1-phenyl-  EEam s AR R RS
132 8.00 8.20 8.40 8.60 8.80

m/z 69.00 22 .06%

104
5000
51 (7
33‘\ ‘}‘ Y | ! h ‘
LB L B B B I L R R N R R RN RS R

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 8.00 820 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033682.D

Aca On : 9 Apr 2018 16:01

Operator : SJ/JU

Sample : J2236-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 10 2-Cyclopenten-1-one, 2,3-di... Concentration Rank 9

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

9.12 3.95 ng 66661 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclopenten-1-one. 2.3-dimethyl- 110 C7H100 001121-05-7 87
2 Norbornadieone 110 C7H100 010218-02-7 58
3 2.4-Hexadiene 82 C6H10 000592-46-1 45
4 (2).(2)-2.4-Hexadiene 82 C6H10 006108-61-8 45
5 2,4-Hexadiene, (E,Z)- 82 C6H10 005194-50-3 45

Abundance Scan 993 (9.122 min): BG033682.D (-986) (-) m/z 67.00 100.00%
67 ﬁ
110
5000
39
8.80 9.00 9.20 9.40
Ju.-.'l'--.',....1,5?...,....,....,....,....,....4?2. m/z 110.00 54.47%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #5862: 2-Cyclopenten-1-one, 2,3-dimethyl-
67
110
5000
8.80 9.00 9.20 9.40
39 m/z 39.05 29.66%
|||‘|||||||||||||||||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
67
8.80 9.00 9.20 9.40
5000 110 m/z 54.10 21.04%
41
mz-> 50 100 150 200 250 300 350 400 450
Abundance #1196: 2,4-Hexadiene
67 8.80 9.00 9.20 9.40
m/z 41.00 20.56%
5000
41
}§L£AJ“U'|"”l""l""l""l""w"'l""l'
m/z--> 50 100 150 200 250 300 350 400 450 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040918\
Data File : BG033682.D

Aca On : 9 Apr 2018 16:01

Operator : SJ/JU

Sample : J2236-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 12 1H-Indene, 1-ethylidene- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.56 2.52 ng 51529 Naphthalene-d8 11.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. l-ethvlidene- 142 C11H10 002471-83-2 93
2 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 80
3 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 80
4 Benzocvcloheptatriene 142 C11H10 000264-09-5 80
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 72
Abundance Scan 1748 (13.558 min): BG033682.D (-1739) (-) m/z 141.10 100.00%
141
5000 s
39 ﬁ7 10 86 103 | 126 220 13.20 13.40 13.60 13.80
,....','..'“..,'l.".'l.l.l'l.l.l.'."l'll'..'.'l.'... e e m/z 142.00 88 _26%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19241: 1H-Indene, 1-ethylidene-
141
5000 15 13.20 13.40 13.60 13.80
m/z 114.95 50.44%
39 50 03 74 89 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance

141

13.20 13.40 13.60 13.80
5000 115 m/z 138.90 17.12%

63
27 39 51 °7 74 89 100 | 106

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19234: Naphthalene, 1-methyl-

142 13.20 13.40 13.60 13.80
m/z 69.80 14 .26%

5000
115

71
27 3951 o 89102 | 126 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040918\
Data File : BG033682.D

Acq On : 9 Apr 2018 16:01

Operator : SJ/JU

Sample - J2236-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_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]
Butane, 2-methoxy... 3.57 14.4 ng 242861 1 8.86 337118 20.0
Pyridine, 2-methyl- 5.42 6.8 ng 114532 1 8.86 337118 20.0
Pyridine, 3-methyl- 6.18 11.5 ng 194310 1 8.86 337118 20.0
Pyridine, 2,6-dim... 6.48 17.7 ng 297983 1 8.86 337118 20.0
Pyridine, 2,4-dim... 7.28 11.8 ng 198468 1 8.86 337118 20.0
Pyridine, 2,3-dim... 7.54 3.7 ng 61937 1 8.86 337118 20.0
2-Cyclopenten-1-o... 7.91 3.1 ng 52398 1 8.86 337118 20.0
unknown8 .37 8.37 70.7 ng 1191680 1 8.86 337118 20.0
2-Cyclopenten-1-o0... 9.12 4.0 ng 66661 1 8.86 337118 20.0
1H-Indene, l-ethy... 13.56 2.5 ng 51529 2 11.74 409651 20.0
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