LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO71817\

Data File : BM010884.D

Aca On : 18 Jul 2017 23:18 Instrument :
Operator : SJ/JU BNA_M
Sample - 14199-10 ClientSampleld :
Misc - 3570-SPP4-DUP
ALS Vial : 9 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-BM071217.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 4.634 292 297 306 rVB 181526 262910 1.34% 0.276%
2 5.081 366 373 383 rBY 2865782 4045828 20.62% 4 ._.250%
3 6.634 629 637 646 rBY 1775238 2673219 13.62% 2.808%
4 6.981 686 696 705 rBVY 5414154 8043553 41.00% 8.449%
5 7.440 767 774 782 rBVY 1185257 1790315 9.12% 1.880%

7.757 820 828 835 rVvB 4939691 7730321 39.40% 8.120%
8.587 961 969 976 rBV 4442804 6946050 35.40% 7.296%
10.198 1236 1243 1252 rBV 1485715 2410768 12.29% 2.532%
10.845 1344 1353 1360 rBV2 783515 1302571 6.64% 1.368%
12.704 1662 1669 1676 rBV 10641622 14842195 75.65% 15.590%

=
QO ~NO®

11 14.092 1899 1905 1913 rBV2 1959682 2933018 14.95% 3.081%
12 15.592 2153 2160 2175 rBV 7929548 10814850 55.12% 11.360%
13 16.845 2367 2373 2383 rVB2 2367695 3271482 16.67% 3.436%
14 19.503 2820 2825 2831 rBV 15255090 19620441 100.00% 20.609%
15 21.062 3085 3090 3096 rvVB 3168056 4111015 20.95% 4.318%

16 21.909 3230 3234 3237 rBv2 356007 426556 2.17% 0.448%
17 23.192 3446 3452 3459 rVB 2290090 3979621 20.28% 4._.180%

Sum of corrected areas: 95204713
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA M\DATA\BMO71817\
Data File : BM010884.D

Aca On - 18 Jul 2017 23:18

Operator : SJ/JU

Sample : 14199-10

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEMI\BNA M\METHODS\8270-BM071217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: BM010884.D

6.98
7.76 8.59

6.63

|

7.44

I

4.63

10.20

10.85

O
Time-->  3.00

A
LN A N B B e B L B B S N D B B B D B B B

350 4.00 450 500 5.50

6.00 6.50

7.00 7.50 8.00

8.50 9.00

9.50

T T T T
10.00 10.50 11.00 11.50

Abundance

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

0

TIC: BM010884.D

12.70

15.59

14.09 16.84

19150

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

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: BM010884.D

21.06

23.19

0

21.91
A

J

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 2550 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\BMO71817\
Data File : BM010884.D

Aca On 18 Jul 2017 23:18

Operator : SJ/JU

Sample : 14199-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM071217_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.63 2.94 ng 262910 1,4-Dichlorobenzene-d4 7.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 35
3 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 32
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 32
5 Butane, 1-(1-methylethoxy)- 116 C7H160 001860-27-1 32

Abundance Scan 296 (4.628 min): BM010884.D (-292) (-) m/z 43.00 100.00%
43.0
5000
101.0
73.2 420 4.40 4.60 4.80 5.00
Ol L ,| i 469 2079 2809 380 sz 59.10  59.70%
m/z--> 50 100 150 200 250 300 350
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRR S RS S
420 4.40 4.60 4.80 5.00
0
150 1010 m/z 101.00 21.30%
0 J'wwl""'¢"' L DL UL S SRR U
m/z--> 50 100 150 200 250 300 350
Abundance
59.0
420 440 460 4.80 500
5000 m/z 41.05 13.01%
86.0
s s e WL WL L
m/z--> 50 100 150 200 250 300 350
Abundance #4231: 3-Hydroxy-3-methyl-2-butanone
59.0 420 4.40 4.60 4.80 5.00
m/z 57.95 12.51%
5000
31.0
A 87.0
Ou‘u”uuwuu‘:|||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO71817\
Data File : BM010884.D

Aca On 18 Jul 2017 23:18

Operator : SJ/JU

Sample : 14199-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM071217_.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 unknown6.98 Concentration Rank 1

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

6.98 89.86 ng 8043550 1,4-Dichlorobenzene-d4 7.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI102 014203-19-1 16
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
4 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 696 (6.981 min): BM010884.D (-686) (-) m/z 132.00 100.00%
13p.0
68.1
5000
6.60 6.80 7.00 7.20 7.40
0 b A e 2L 2 m/z 68.10 56.51%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 R A AN A
69.0 6.60 6.80 7.00 7.20 7.40
m/z 66.10 43.51%
oL |II R T B B e B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132.0
SDARAS MRS RS LA
6.60 6.80 7.00 7.20 7.40
5000 m/z 134.00 34.24%
70.0
e L L U L U WL WL B B B AL S|
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13677: 3-Chloro-6-fluoro-pyrazine e R e
132.0 6.60 6.80 7.00 7.20 7.40
69.0 m/z 69.10 29_47%
5000
O'LH"”I"”I"”I"” LN B S WL S SR SRR AN RS S
m/z--> 50 100 150 200 250 300 350 400 450 500 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO71817\
Data File : BM010884.D

Aca On 18 Jul 2017 23:18

Operator : SJ/JU

Sample : 14199-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM071217_.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 Benzothiazole Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.85 10.81 ng 1302570 Naphthalene-d8 10.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzothiazole 135 C7H5NS 000095-16-9 96
2 Thienol3.2-clpvridine 135 C7H5NS 000272-14-0 76
3 1.2-Benzisothiazole 135 C7H5NS 000272-16-2 72
4 3-Allvlbenzothiazolium bromide 255 C10H10BrNS 016407-55-9 59
5 Adenine 135 C5H5N5 000073-24-5 47
Abundance Scan 1354 (10.851 min): BM010884.D (-1344) (-) m/z 135.00 100.00%
135.0
5000 108.0
69.0
45.0 10.60 10.80 11.00 11.20
Ol Lt '|..|..,....,... e e e || m/z 108.00  40.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14923: Benzothiazole
135.0
5000 108.0 " 10.60 10.80 11.00 11.20
69.0 m/z 68.95 30.32%
45.0 “ |
0,”.4hﬂhn“w.”.“u.“.d,”” A B R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
135.0
" 10.60 10.80 11.00 11.20
5000 m/z 82.00 18.87%
63.0 108.0
0 37.0 84.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14927: 1,2-Benzisothiazole L
135.0 10. 60 10 80 11. oo 11. 20
m/z 63.00 14 .49%
5000
108.0
69.0
45\ OH i ‘ N ‘ Al
0||||‘||‘|||||||||||||||||||||||||||||||||||||||||||||||| S— — —rr T S
m/z--> ﬁo 45 eb éo 160 150 150 160 180 200 220 240 2éo 2éo 10%0 1080 1100 1120
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO71817\
Data File : BM010884.D

Aca On 18 Jul 2017 23:18

Operator : SJ/JU

Sample : 14199-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM071217_.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 5 unknown21.91 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.91 2.08 ng 426556 Chrysene-di12 21.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. di... 390 C24H3804 027554-26-3 22
2 Cvclopentane. 1.2.4-trimethvl-. ... 112 C8H16 004850-28-6 14
3 Cvclohexaneamine. N-but-2-envlid... 167 C10H17NO 068048-01-1 14
4 t-Butvl hvdroaen phthalate 222 C12H1404 033693-84-4 14
5 Benzaldehyde, 3-(4-nitrophenoxym... 287 C15H13NO5 1000273-81-9 11
Abundance Scan 3234 (21.909 min): BM010884.D (-3230) (-) m/z 70.10 100.00%
7.1 149.0 261.2
5000
21.60 21.80 22.00 22.20
328.0 )
o f0L2 4Tl 83510 727149.00  90.59%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #154183: 1,2-Benzenedicarboxylic acid, diisooctyl ester
T MM\JW
5000 AR AU R
57.0 21 60 21. 80 22. oo 22.20
m/z 261.20 87 .55%
H‘H 104.0 279.0
Oluu“.‘.‘i“.“.‘.“‘.‘l“.”..‘.\.... — ”‘” L B
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
70.0
21.60 21.80 22.00 22.20
5000 m/z 112.05 41 .89%
27.0
112.0
R R B S L WA S S SR S LS
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33948: Cyclohexaneamine, N-but-2-enylidene-N-oxide
70.0 21.60 21.80 22.00 22.20
m/z 167.00 40.23%
5000 167.0
ol 2 | 122.0 1
m/z--> c') 5'0 1(')0 1%0 200 250 300 3&'30 4(')0 4&'30 5(')0 ! 21 60 21. 80 22. oo 22 20 !
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO71817\
Data File : BM010884.D

Acq On 18 Jul 2017 23:18

Operator : SJ/JU

Sample : 14199-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM071217 .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]
2-Pentanone, 4-hy... 4.63 2.9 ng 262910 1 7.44 1790320 20.0
unknown6 .98 6.98 89.9 ng 8043550 1 7.44 1790320 20.0
Benzothiazole 10.85 10.8 ng 1302570 2 10.20 2410770 20.0
unknown21.91 21.91 2.1 ng 426556 5 21.06 4111020 20.0
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