LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM083117\
Data File : BM011390.D

Aca On : 01 Sep 2017 02:09

Operator : SJ/JU

Sample : 14963-08

Misc :

ALS Vial : 16 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

3.057 41 46 56 rBV 1100258 2092110 5.51% 1.157%
3.134 56 59 77 rVB 510639 739707 1.95% 0.409%
385949 588677 1.55% 0.326%
5.545 461 469 478 rBV 5141602 7507194 19.79% 4._.152%
7.134 729 739 748 rBV 3090562 4760906 12.55% 2.633%
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7.516 796 804 816 rBV 9398430 14945764 39.39% 8.266%
7.987 877 884 892 rBV 2024055 3268548 8.61% 1.808%
8.310 930 939 949 rBV 8111817 13464171 35.48% 7.446%
9.151 1074 1082 1094 rBV 7032154 11460627 30.20% 6.338%
10.798 1352 1362 1370 rBV 2949841 4954876 13.06% 2.740%

=
QO ~NO®

11 11.445 1465 1472 1481 rVB 430648 777165 2.05% 0.430%
12 13.245 1767 1778 1786 rBV 18508517 26659333 70.26% 14.744%
13 14.621 2003 2012 2020 rBV2 4350557 6492231 17.11% 3.590%
14 16.104 2257 2264 2284 rBV 13070944 19470572 51.31% 10.768%
15 16.292 2289 2296 2308 rVB2 205149 413391 1.09% 0.229%

16 17.356 2471 2477 2485 rBV2 5300471 7633722 20.12% 4.222%
17 19.968 2915 2921 2927 rBV 28502523 37943625 100.00% 20.984%

18 21.521 3180 3185 3191 rBV 7539210 9387122 24.74% 5.191%
19 23.903 3583 3590 3599 rBV 4183425 8257936 21.76% 4_.567%

Sum of corrected areas: 180817677
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM083117\
Data File : BM011390.D

Aca On : 01 Sep 2017 02:09

Operator : SJ/JU

Sample : 14963-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEMI\BNA M\METHODS\8270-BM083117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

2.5e+07

2e+07

1.5e+07

le+07

5000000

TIC: BM011390.D

7.52

8.31
9.15

5.55

7.13 10.80

7.99

3063 11.45

5.09

0
Time-->

T
9.50

8.50 9.00

T T
10.00 10.50 11.00

3.00 3.50

4.00

4.50 5.00

5.50 6.00

650 7.00 7.50 8.00

Abundance

2.5e+07

2e+07

1.5e+07

le+07

5000000

TIC: BM011390.D

19,97

13.24

16.10

14.62 17.36

hazg

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: BM011390.D

21.52
23.90

|

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 : BM011390.D

Aca On : 01 Sep 2017 02:09

Operator : SJ/JU

Sample : 14963-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM083117_.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 Cyclohexane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
" 3.06 12.80 ng 2092110  1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 cvclohexare g4 ceHl2 000110-82-7 91

2 Cvanic acid. 2-methvlpropvl ester 99 C5H9NO

001768-25-8 64
000763-29-1 50
003524-73-0 47
000096-37-7 45

3 1-Pentene. 2-methvl- 84 C6H12
4 1-Hexene. 5-methvl- 98 C7H14
5 Cyclopentane, methyl- 84 C6H12
Abundance Scan 46 (3.057 min): BM011390.D (-41) (-)
56.0
84.0
5000
o 132.9 206.9 281.0
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1434: Cyclohexane
56.0
84.0
5000 270
2.0
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41.0
5000
84.0
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1465: 1-Pentene, 2-methyl-
56.0
5000
27.0 84.0
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280

m/z

56.00 100.00%

Y

3.00 320 3.40

m/z

-

83.95 60.06%

I
3.00 320 3.40

m/z

41.00 56.51%

—

3.00 320 3.40

m/z

55.00 35.37%

=

3.00 320 3.40

m/z

69.00 26 .40%

—

I
3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM083117\
Data File : BM011390.D

Aca On : 01 Sep 2017 02:09

Operator : SJ/JU

Sample : 14963-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM083117_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.13 4.53 ng 739707 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 2.5-Dimethvl-4-hvdroxv-3-hexanone 144 C8H1602 000815-77-0 40
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 28
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 16

Abundance Scan 58 (3.128 min): BM011390.D (-56) (-) m/z 73.00 100.00%
73.0
5000 43.0
300 320 340
e RA9 1850 2079 2809 n/z 43.00  48.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4386: Butane, 2-methoxy-2-methyl-
73.0
5000 A N S
43.0 3.00 320 3.40
' m/z 55.00 29.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
4.0 "o 2k sk
5000 m/z 87.00 24 .68%
102.0 126.0
mﬁmﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13286: 2,2,4—Trimethy|—3—pentano| LI B L B R
73.0 3.00 320 3.40
m/z 44.95 11.93%
41.0
5000
150/ | ‘ 07.0
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM083117\
Data File : BM011390.D

Aca On : 01 Sep 2017 02:09

Operator : SJ/JU

Sample : 14963-08

Misc :

ALS Vial : 16 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.

5.09 3.60 ng 588677 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 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 Butanedioic acid. methvl-., dimet... 160 C7H1204 001604-11-1 28
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 392 (5.093 min): BM011390.D (-383) (-) m/z 43.00 100.00%
43.0
5000

101.0 B S N R R
192.9 2211 4.80 5.00 5.20 5.40

m/z 59.00 49_.17%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L L L L L LB L LB
4.80 5.00 520 5.40
0
150 ‘ 1010 m/z 58.00 17.48%
yl J
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
T T T
4.80 5.00 520 5.40
5000 m/z 101.00 15.35%

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

Abundance #29622: Butanedioic acid, methyl-, dimethy! ester R R b

59.0 4.80 5.00 5.20 5.40

m/z 41.00 8.16%
5000
129.0
101.0
290

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM083117\
Data File : BM011390.D

Aca On : 01 Sep 2017 02:09

Operator : SJ/JU

Sample : 14963-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM083117_.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 unknown7.52 Concentration Rank 1

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

7.52 91.45 ng 14945800 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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 805 (7.522 min): BM011390.D (-796) (-) m/z 132.00 100.00%
13p.0
5000 68.0
w0 | oo 750 740 780 780
0 208.9 219 Tn/z 68.00 41.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U L L IR
7.20 7.40 7.60 7.80
m/z 134.00 33.18%
Er ‘
] )l
m/z--> ﬁo 46 eb ab 160 120 140 1é0 180 200 220 240 2éo 2éo
Abundance
132.0
720 7.40 7.60 7.80
5000 m/z 66.00 27 .48%

70.0

mwmm‘wwwmwmr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14006: 5-Aminoindole A
132.0 7.20 7.40 7.60 7.80
m/z 68.95 15.74%

5000

104.0

66.0
140 440

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BM011390.D

Aca On : 01 Sep 2017 02:09

Operator : SJ/JU

Sample : 14963-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM083117_.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 Benzothiazole Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.45 3.14 ng 777165 Naphthalene-d8 10.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzothiazole 135 C7H5NS 000095-16-9 94
2 1.2-Benzisothiazole 135 C7H5NS 000272-16-2 91
3 Thienol2.3-clpvridine 135 C7H5NS 000272-12-8 78
4 3-Allvlbenzothiazolium bromide 255 C10H10BrNS 016407-55-9 72
5 2-Fluoro-4-cyanotoluene 135 C8H6FN 170572-49-3 64
Abundance Scan 1473 (11.451 min): BM011390.D (-1465) (-) m/z 134.95 100.00%
134.9
5000 /\
107.9
5.0 " 11:20 11.40 11.60 11.80
45.0
,....-",.'.L.-.',-|..|..,....,....,... e e e rraees | m/z 107.90  33.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14922: Benzothiazole
135.0
5000 LR SRS UL B B
108.0 umnmnmnm
69.0 m/z 69.00 18.48%
45.0 “ |
gl | oai |
m/z--> ﬁo Jo éo éo 160 150 150 160 180 200 220 240 2éo 2§o
Abundance
135.0
11.20 11.40 11.60 11.80
5000 m/z 63.00 10.92%
108.0
69.0
45.0
mmmwwwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14929: Thieno[2,3-c]pyridine A REEEE BE R L
135.0 11.20 11.40 11.60 11.80
m/z 82.00 9.63%
5000
108.0
389 %30 8a0 | |
m/z--> % b&)%l&ﬁomlmmomzmmoﬁz% 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 : BM011390.D

Acq On : 01 Sep 2017 02:09

Operator : SJ/JU

Sample - 14963-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM083117 .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]
Cyclohexane 3.06 12.8 ng 2092110 1 7.99 3268550 20.0
Butane, 2-methoxy... 3.13 4.5 ng 739707 1 7.99 3268550 20.0
2-Pentanone, 4-hy... 5.09 3.6 ng 588677 1 7.99 3268550 20.0
unknown? .52 7.52 91.5 ng 14945800 1 7.99 3268550 20.0
Benzothiazole 11.45 3.1 ng 777165 2 10.80 4954880 20.0
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