LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040618\

Data File : BG033657.D

Aca On - 7 Apr 2018 9:17 Instrument :

Operator : SJ/JU ?:II\:gﬁ(t;Sam ol

agmple : J2225-02 mmzwdET?Pus
isc :

ALS Vial : 28 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

3.477 26 32 42 rBvV 146748 284245 7.30% 1.845%
3.565 42 47 58 rvB 127100 199260 5.12% 1.293%
rBv 39660 68492 1.76% 0.444%
6.285 505 510 526 rBV 148956 336366 8.63% 2.183%
7.971 791 797 810 rBV 86449 244278 6.27% 1.585%
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8.371 858 865 882 rBV 347986 766195 19.67% 4.972%
8.865 941 949 962 rBV 88722 223142 5.73% 1.448%
9.194 996 1005 1023 rBV 505766 1038662 26.66% 6.740%
10.057 1144 1152 1170 rBV 414888 978251 25.11% 6.348%
11.744 1431 1439 1452 rBV 164026 357746 9.18% 2.322%

=
QO ~NO®

11 14.105 1833 1841 1859 rBV 1459448 2557501 65.65% 16.597%
12 15.474 2068 2074 2089 rVB2 364081 629536 16.16% 4.085%
13 16.949 2318 2325 2338 rBV 795130 1349316 34.64% 8.756%
14 18.207 2529 2539 2552 rBV 461298 810966 20.82% 5.263%
15 20.727 2962 2968 2981 rBV 2789142 3895507 100.00% 25.280%

16 22.554 3272 3279 3291 rBV2 433089 864086 22.18% 5.607%
17 26.321 3904 3920 3935 rBvV 215600 805955 20.69% 5.230%

Sum of corrected areas: 15409504
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040618\
Data File : BG033657.D

Aca On > 7 Apr 2018 9:17

Operator : SJ/JU

Sample : J2225-02

Misc :

ALS Vial : 28 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

Abundance TIC: BG033657.D

2500000
2000000
1500000

1000000

9.19
500000 8.37 10.06

Shee 5.77 6.29 7.97 8.86 11.74

04
Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG033657.D

20.73
2500000

2000000

1500000 14.11

1000000
16.95

18.21
500000 15.47 22.55

O e L o o o o o o L e o e e e B L e e

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: BG033657.D

2500000

2000000

1500000

1000000

500000
26.32

R R e T i T L e T o B = SISt

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\BG040618\
Data File : BG033657.D

Aca On > 7 Apr 2018 9:17

Operator : SJ/JU

Sample : J2225-02

Misc :

ALS Vial : 28 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 4

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

3.56 17.86 ng 199260 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 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Butanoic acid. 2-hvdroxyv-2-methyvy... 132 C6H1203 032793-34-3 32
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12

Abundance Scan 46 (3.559 min): BG033657.D (-42) (-) m/z 73.00 100.00%

n
5000 43
55 87

37 3.40 3 60 3. 80 4. OO
et e W/Z 43.00  38.20%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 T I T T T T T T T I T
3.40 3 60 3. 80 4.00

43 55 87 m/z 55.00 25.28%

29 ‘
SO LA PR - - O —
mz> 20 30 40 5'0 60 70 80 90 100 110 120 130
Abundance
73
87

3.40 3 60 3.80 4.00

5000 a1 55 m/z 87.00 25.10%
29
47 67 79 97 112 129
I L o AR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14334: Butanoic acid, 2-hydroxy-2-methyl-, methyl ester — T
3 3.40 3 60 3. 80 4.00
43 m/z 45.00 12.90%
5000 55
31
.37 )la0 ||61 | 83 103 117 .
I e L L A B T e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.40 3 60 3. 80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040618\
Data File : BG033657.D

Aca On > 7 Apr 2018 9:17

Operator : SJ/JU

Sample : J2225-02

Misc :

ALS Vial : 28 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.77 6.14 ng 68492 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 39
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 422 (5.768 min): BG033657.D (-417) (-) m/z 43.00 100.00%
43
59
5000
L e 1‘|’1 - 540 550 580 600 650
e e e e m/z 59.00 55.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 USRS S RN R N
540 5.60 5.80 6.00 6.20
m/z 58.00 15.94%
m/z--> ﬁo 45 éo 80 100 120 140 160 180 200 220 240 |
Abundance
43
57 540 5.60 5.80 6.00 6.20
5000 m/z 101.00 15.83%
29 101
15 73 87
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone R B
59 540 5.60 5.80 6.00 6.20
m/z 41.00 12.39%
5000 43
15 2# ﬁ 87
m/z--> 2'0 40 6|0 80 100 120 140 160 180 200 220 240 540 560 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040618\
Data File : BG033657.D

Aca On > 7 Apr 2018 9:17

Operator : SJ/JU

Sample : J2225-02

Misc :

ALS Vial : 28 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 unknown8.37 Concentration Rank 2

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

8.37 68.67 ng 766195 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 14
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 865 (8.371 min): BG033657.D (-858) (-) m/z 132.00 100.00%
132
5000 e8 ]\\\_
96 AR SRR R e
4045461 |B 87|1M 115 8.00 8.20 8.40 8.60 8.80
S A ) PR A o . N | N m/z 68.00 51.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- /\\
132
5000 AR SARAE SRR AR
69 8.00 8.20 8.40 8.60 8.80
m/z 66.00 37.02%

I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

8.00 8.20 8.40 8.60 8.80
5000 m/z 134.00 34.09%

15 28 39 52 6 77 o0 104 o

wmmmmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole e S
132 8.00 8.20 8.40 8.60 8.80

m/z 69.00 22 .52%

5000
104
51 66 77
14 27 37 4491 58 | 5,89 97 || 115
A R I RARARES N e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 8.20 8.40 8.60 8.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040618\
Data File : BG033657.D

Acq On : 7 Apr 2018 9:17

Operator : SJ/JU

Sample - J2225-02

Misc :

ALS Vial : 28 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.56 17.9 ng 199260 1 8.86 223142 20.0
2-Pentanone, 4-hy... 5.77 6.1 ng 68492 1 8.86 223142 20.0
unknown8 .37 8.37 68.7 ng 766195 1 8.86 223142 20.0
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