LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM083117\

Data File : BM011388.D

Aca On : 01 Sep 2017 00:57 Instrument :
Operator : SJ/JU (B.‘,ll\:gﬁ’;ﬂSam ol
3?22'6 i 14963-09 $ﬁ8$PP¢BUP
ALS Vial : 14 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-BM083117.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 3.058 41 46 56 rBvY 1184843 2160739 6.18% 1.285%
2 3.134 56 59 71 rvVB 489865 659663 1.89% 0.392%
3 5.081 384 390 398 rBV 303074 456544 1.31% 0.271%
4 5.546 462 469 479 rBV 5125127 7499673 21.45% 4 .459%
5 7.134 732 739 749 rBVY 3124024 4878169 13.95% 2.900%
6 7.516 794 804 814 rBVY 8731776 13803611 39.48% 8.206%
7 7.987 877 884 891 rBVY 1821047 2984830 8.54% 1.775%
8 8.310 932 939 948 rBVY 7277674 12046768 34.45% 7.162%
9 9.151 1074 1082 1092 rBV 6126042 10175268 29.10% 6.049%
10 10.798 1354 1362 1371 rVB 2655655 4442592 12.71% 2.641%

11 11.445 1466 1472 1484 rVB 347970 627298 1.79% 0.373%
12 13.245 1766 1778 1786 rBV 16427491 23913787 68.39% 14.217%
13 14.621 2004 2012 2021 rBV2 3895229 5779575 16.53% 3.436%
14 16.104 2256 2264 2274 rBV 12220874 17055917 48.78% 10.140%
15 17.357 2471 2477 2482 rBV 4730645 6821366 19.51% 4 _055%

16 19.404 2821 2825 2832 rVB 315224 427476 1.22% 0.254%
17 19.768 2882 2887 2895 rVB 354311 495667 1.42% 0.295%
18 19.968 2915 2921 2929 rBV 27543799 34966809 100.00% 20.788%
19 20.721 3045 3049 3053 rBvV 382094 423842 1.21% 0.252%
20 21.427 3166 3169 3175 rVB 480522 502675 1.44% 0.299%

21 21.521 3179 3185 3189 rVV 6983030 9088654 25.99% 5.403%
22 21.556 3189 3191 3196 rVB 453150 505070 1.44% 0.300%

23 22.344 3322 3325 3330 rVB 321074 419415 1.20% 0.249%
24 23.903 3583 3590 3601 rVB 4010945 8071109 23.08% 4._.798%

Sum of corrected areas: 168206517
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

> Z:\HPCHEMI\BNA M\DATA\BM083117\
: BM011388.D

: 01 Sep 2017 00:57

: SJ/JU

= 14963-09

14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM083117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

2.5e+07

2e+07

1.5e+07

le+07

5000000

TIC: BM011388.D

7.52

831 9.15
5.55 '

7.13
799 10.80

3063 5.08 A i A 11.45

0
Time-->

T e e e e e e e

T T
10.00 10.50 11.00

I T
300 350 400 450 500 550 600 650 700 750 800 850 9.00 9.0

Abundance

2.5e+07

2e+07

1.5e+07

le+07

5000000

TIC: BM011388.D
19,97

13.25

16.10

14.62 17.36

19.4019.7

0
Time-->

12.00 1250 13.00 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

Abundance

2.5e+07

2e+07

1.5e+07

le+07

5000000

TIC: BM011388.D

21.52
23.90

20.72 21243%6 22.34 A

0
Time-->

21.00 2150 22.00 22.50 23.00 23.50 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM083117\
Data File : BM011388.D

Aca On : 01 Sep 2017 00:57

Operator : SJ/JU

Sample : 14963-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM083117 .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 1 Cyclohexane Concentration Rank 3

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

3.06 14.48 ng 2160740 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 94
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 64
3 Cvclopentane. methvl- 84 C6H12 000096-37-7 59
4 Cvclobutane. ethvl- 84 C6H12 004806-61-5 50
5 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 47

Abundance Scan 46 (3.058 min): BM011388.D (-41) (-) m/z 56.00 100.00%
56.0
84.0
5000
300 320 340
1829 207.9 2811 "m/z 84.05 60.48%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1436: Cyclohexane
560 g40
5000 N R L AL L
3.00 320 3.40
70 m/z 41.00 58.08%

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

56.0

—

3.00 320 3.40
5000 27.0 m/z 55.00 36.43%
84.0

wmwwwwwmmm
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280

=

Abundance #1470: Cyclopentane, methy!- L AT B

56.0 3.00 3.20 3.40

m/z 68.95 26.21%
5000
270 84.0
1.0

R e

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM083117\
Data File : BM011388.D

Aca On : 01 Sep 2017 00:57

Operator : SJ/JU

Sample : 14963-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM083117 .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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.13 4.42 ng 659663 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 28
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 58 (3.128 min): BM011388.D (-56) (-) m/z 73.00 100.00%

740
5000 43.0

3.00 320 3.40
el e L 910 1350 1769 2069 | sz 43.00  50.35%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4386: Butane, 2-methoxy-2-methyl-
73.0

5000 R R
43.0 3.00 320 3.0

m/z 55.00 31.70%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
73.0

410 3.00 320 3.40
5000 m/z 87.00 25.74%
15.0 97.0
L AL B e o B B BRmaE T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2022: 1,3-Dioxolane, 2-methyl- e
73.0 3.00 320 3.40

m/z 41.00 12.61%

5000 43.0
20 | | |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM083117\
Data File : BM011388.D

Aca On : 01 Sep 2017 00:57

Operator : SJ/JU

Sample : 14963-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM083117 .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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.08 3.06 ng 456544 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Butanedioic acid. methvl-, dimet... 160 C7H1204 001604-11-1 28
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9

Abundance Scan 390 (5.081 min): BM011388.D (-384) (-) m/z 43.00 100.00%
43.0
5000 59.0
101.0 PSSR SRR RN AL
480 5.00 5.20 5.40
b w0 2019 77 59.00 BL.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L UL LS UL
59.0 480 500 520 5.40
0
150 1010 m/z 58.00 18.59%
"ﬂl'WhW“"m"'ﬁ%q'“L"'|“"|'“'|'“'|"“|"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
480 500 520 540
5000 m/z 101.00 13.84%
129.0
41.0 101.0
""|""|""|"?%?""|""|""14?R'|""|""|""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7974: Acetic acid, 1,1-dimethylethyl ester R e
43.0 480 5.00 5.20 5.40
m/z 41.00 8.57%
5000
59.0
27l0 ‘ 101.0
"'w'h“ﬂ“'“w"7%q"wt'“|"”|"“|'“'|'“'|'“' R UL A R IR
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM083117\
Data File : BM011388.D

Aca On : 01 Sep 2017 00:57

Operator : SJ/JU

Sample : 14963-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM083117 .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 4 unknown7.52 Concentration Rank 1

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

7.52 92.49 ng 13803600 1,4-Dichlorobenzene-d4 7.99
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 17
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Aminoindole 132 C8H8N2 005192-03-0 10

Abundance Scan 805 (7.522 min): BM011388.D (-794) (-) m/z 132.00 100.00%
132.0
5000 68.0
a0 €0 o | 75 7o 78 78
0 Ay 124910002078 m/z 68.00 40.99%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R I L IR
7.20 7.40 7.60 7.80
310 510 m/z 134.00 32.93%
‘ I 1 H | !
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132.0
720 740 7.60 7.80
5000 67.0 m/z 66.00 27.32%
41.0 97.0
115.0
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13679: 5-Fluoro-2-chloropyrimidine A e
132.0 7.20 7.40 7.60 7.80
m/z 69.00 15.53%
5000
T 'J' ,.?*;9}‘7?l?‘?§]q JI'M"' NS DAL SRR LI B S R UL UL LR
m/z--> 40 60 80 100 120 140 160 180 200 220 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM083117\
Data File : BM011388.D

Aca On : 01 Sep 2017 00:57

Operator : SJ/JU

Sample : 14963-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM083117 .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 6 Benzothiazole Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.45 2.82 ng 627298 Naphthalene-d8 10.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzothiazole 135 C7H5NS 000095-16-9 97
2 1.2-Benzisothiazole 135 C7H5NS 000272-16-2 91
3 3-Allvlbenzothiazolium bromide 255 CI10H10BrNS 016407-55-9 64
4 1H-Pvrazolol3.4-dlpvrimidin-4-amine 135 C5H5N5 002380-63-4 53
5 4-Methoxybenzenamine, N-(4-benzy... 360 C22H20N203 302909-73-5 50
Abundance Scan 1473 (11.451 min): BM011388.D (-1466) (-) m/z 134.90 100.00%
134.9
5000 A
107.9
589 " 1120 11.40 11,60 11.80
45.
...,....---,.'.'.H,J:-.'..,....,..-..,... et e || m/z 107.90 34 .65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14922: Benzothiazole
135.0
5000 L S UL I B
108.0 nmnmnmnm
69.0 m/z 68.90 17.82%
420 \‘ I |
gl |l
m/z--> ﬁo Jo éo éo 160 150 150 1&0 180 200 220 240 2éo 2éo
Abundance
135.0
11.20 11.40 11.60 11.80
5000 m/z 63.00 10.85%
108.0
69.0
45.0
wwmmwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91179: 3-Allylbenzothiazolium bromide AT T TP T A
135.0 11.20 11.40 11.60 11.80
m/z 82.00 10.74%
5000 410
108.0
69.0
L RN O A A TN 1 —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11.40 11.60 11.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM083117\
Data File : BM011388.D

Acq On : 01 Sep 2017 00:57

Operator : SJ/JU

Sample - 14963-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM083117 .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]
Cyclohexane 3.06 14.5 ng 2160740 1 7.99 2984830 20.0
Butane, 2-methoxy... 3.13 4.4 ng 659663 1 7.99 2984830 20.0
2-Pentanone, 4-hy... 5.08 3.1 ng 456544 1 7.99 2984830 20.0
unknown? .52 7.52 92.5 ng 13803600 1 7.99 2984830 20.0
Benzothiazole 11.45 2.8 ng 627298 2 10.80 4442590 20.0
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