LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099450.D

Acq On : 13 Oct 2017 20:12

Operator : SJ/JU

Sample - 15819-01

Misc :

ALS Vial : 13 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-BF092317 .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 2.128 3 7 16 rVB 169563 221013 7 .55% 1.190%
2 3.928 308 313 321 rBvV 88571 119682 4_09% 0.644%
3 5.075 505 508 520 rBvV 166935 196808 6.73% 1.060%
4 5.475 572 576 593 rBvV 1399044 1318788 45.07% 7.101%
5 6.481 744 747 759 rBV 865757 780352 26.67% 4.202%

6.628 767 772 775 rBV 2345928 2263578 77.36% 12.188%
6.851 807 810 817 rBV 647044 519198 17.74% 2.796%
7.010 833 837 840 rBV 2546226 2267454 77.49% 12.209%
7.422 902 907 910 rBV 1769388 1724277 58.93% 9.284%
8.134 1024 1028 1034 rBV 830168 662638 22.65% 3.568%

=
QO ~NO®

11 8.416 1072 1076 1093 rBV 259541 244694 8.36% 1.318%
12 9.210 1206 1211 1214 rBV 3247876 2925941 100.00% 15.755%
13 9.886 1323 1326 1335 rVB 712570 622188 21.26% 3.350%
14 10.680 1457 1461 1471 rBV 1368612 1258947 43.03% 6.779%
15 11.375 1575 1579 1583 rBV 591210 493408 16.86% 2.657%

16 12.957 1844 1848 1852 rBV 2101625 1941282 66.35% 10.453%
17 13.980 2019 2022 2025 rBV 60468 48900 1.67% 0.263%

18 14.016 2025 2028 2038 rVV 531035 456683 15.61% 2.459%
19 15.486 2273 2278 2285 rBV 389902 505984 17.29% 2.724%

Sum of corrected areas: 18571815
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101317\
Data File : BF099450.D

Acq On : 13 Oct 2017 20:12

Operator : SJ/JU

Sample - 15819-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF099450.D
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Abundance TIC: BF099450.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099450.D

Acq On : 13 Oct 2017 20:12

Operator : SJ/JU

Sample - 15819-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.13 8.51 ng 221013 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 10
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9

Abundance Scan 7 (2.128 min): BF099450.D (-3) (-) m/z 73.10 100.00%
3
5000 43 j\L
55 87
220 2.30 2.40 250
Obrr et et e et e e e e || M7z 43.00  37.63%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 U AR AR UL U
43 2.20 2.30 2.40 2.50
55 87 m/z 55.00 27.40%
0 ﬁg 35‘\W\ ‘ 67| 80
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 U A U UL U I
2.20 2.30 2.40 2.50
5000 a1 55 m/z 87.10 25.13%
29
0 47 67 | 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- A
73 2.20 2.30 2.40 2.50
m/z 41.05 11.60%
5000
45
29
ol 39| 5 67 | 101 2 SO ,
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099450.D

Acq On : 13 Oct 2017 20:12

Operator : SJ/JU

Sample - 15819-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4

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

5.07 7.58 ng 196808 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol 102 C6H140 000623-37-0 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 507 (5.069 min): BF099450.D (-505) (-) m/z 43.00 100.00%
43
59
5000
1o 480 500 520 540
o S e | 59 00 B3, 107
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R AN S IR

480 5.00 5.20 5.40
59 m/z 101.00 17.60%

101
0 ?\7\\ 37\\\‘ 53‘ ‘ 67 " 83 91 \‘
L B B o il A e e R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
R e e  Ea maa
57 4.80 500 5.20 5.40
5000 m/z 58.00 15.83%
29 101
o 15 37 51 73 83 95
I L B A I B e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4417: 3-Hexanol R A RERREEEEEE S
59 480 5.00 520 5.40
m/z 41.10 8.55%
5000 31 43 3
o 25 37\““ 53, 67 | 84 101 \
e B B o e L B s e e R B e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099450.D

Acq On : 13 Oct 2017 20:12

Operator : SJ/JU

Sample - 15819-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNIST11.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.63 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
6.63 87.20 ng 2263580 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 1H-Indazole, 7-methyl- 132 C8H8N2 1000316-00-7 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 772 (6.628 min): BF099450.D (-767) (-) m/z 132.00 100.00%
5000
68
P || . 9|6 pous J 620 640 6.60 6.80 7.00
Ol el 7 87 LSS L m/z 68.10 34.30%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 [TT I T[T T rrrr[rrrrprrrs
6.20 6.40 6.60 6.80 7.00
0
31 51 78 m/z 134.00 32.96%
0 ‘ b H 1, . !
B B B A B e A B o o
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
R ARENEEE S L
6.20 6.40 6.60 6.80 7.00
5000 67 m/z 66.00 21.15%
41 97
53 117
79
88 106
O e e ST,
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! e B
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 96.00 13.42%
116
5000 98
A SR O 2 WO NS - S |
m/z--> 40 60 80 100 120 140 160 180 620 6.40 660 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099450.D

Acq On : 13 Oct 2017 20:12

Operator : SJ/JU

Sample - 15819-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzothiazole Concentration Rank 5

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

8.42 7.39 ng 244694 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzothiazole 135 C7H5NS 000095-16-9 95
2 3-Allylbenzothiazolium bromide 255 C10H10BrNS 016407-55-9 90
3 1,2-Benzisothiazole 135 C7H5NS 000272-16-2 78
4 Thieno[2,3-c]pyridine 135 C7H5NS 000272-12-8 72
5 2-Fluoro-4-cyanotoluene 135 C8H6FN 170572-49-3 64

Abundance Scan 1077 (8.422 min): BF099450.D (-1072) (-) m/z 135.00 100.00%
135
5000
108
69 82 g1 8.00 820 840 8.60 8.80
45 58 | 9
ol b e e m/z 108.00 30.65%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15456: Benzothiazole
135
5000
108 8.00 8.20 8.40 860 8.80
82 m/z 69.00 13.56%
o 13 263 % % \ LT us |
miz--> 20 40 60 ' ke ke e ik
Abundance
135
800 820 840 8.60 8.80
5000 41 m/z 82.00 9.31%
108
69
SEECEE - 2 B M B S 1/
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15459: 1,2-Benzisothiazole e ERaasamEE L
135 8.00 8.20 8.40 860 8.80

m/z 136.00 8.88%

5000

108

69
45 54 ‘ 82 31 |
|

MM U

m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60 8.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101317\
Data File : BF099450.D

Acq On : 13 Oct 2017 20:12

Operator : SJ/JU

Sample - 15819-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 2.13 8.5 ng 221013 1 6.85 519198 20.0
2-Pentanone, 4-hy... 5.07 7.6 ng 196808 1 6.85 519198 20.0
unknown6 .63 6.63 87.2 ng 2263580 1 6.85 519198 20.0
Benzothiazole 8.42 7.4 ng 244694 2 8.13 662638 20.0
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