LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040617\
Data File : BG026577.D

Aca On > 6 Apr 2017 22:21

Operator : SJ/MA

Sample : 12532-06

Misc :

ALS Vial : 10 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-BG032017.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

5.147 344 350 361 rBV 149882 237046 2.53% 0.536%
5.617 424 430 443 rBvY 974291 1567988 16.75% 3.548%
rBv 631633 1085097 11.59% 2.455%
7.573 756 763 774 rBV 1862166 3306967 35.34% 7.482%
8.043 834 843 849 rBV 538145 929309 9.93% 2.103%
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8.366 888 898 907 rBV 1997667 3467308 37.05% 7.845%
9.201 1032 1040 1051 rBV 1314200 2415518 25.81% 5.465%
10.840 1308 1319 1330 rBV 712448 1298018 13.87% 2.937%
11.257 1384 1390 1397 rVB2 85246 142260 1.52% 0.322%
11.398 1405 1414 1424 rBV 86499 165427 1.77% 0.374%

=
QO ~NO®

11 13.272 1726 1733 1744 rBV 4310581 6767176 72.31% 15.311%
12 14.559 1946 1952 1957 rVvV 137116 217099 2.32% 0.491%
13 14.647 1961 1967 1978 rVvB2 1111591 1746405 18.66% 3.951%
14 15.029 2027 2032 2038 rVB2 76908 115970 1.24% 0.262%
15 16.128 2211 2219 2238 rBV 2299602 3580434 38.26% 8.101%

16 17.379 2426 2432 2445 rBV2 1401325 2159841 23.08% 4._.887%
17 19.659 2814 2820 2826 rBV 96920 131257 1.40% 0.297%
18 19.976 2868 2874 2885 rBV 6561398 9358716 100.00% 21.175%
19 21.627 3148 3155 3166 rBV 1648628 2759642 29.49% 6.244%
20 24.806 3686 3696 3714 rVB2 949705 2746037 29.34% 6.213%

Sum of corrected areas: 44197515
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040617\
Data File : BG026577.D

Aca On 6 Apr 2017 22:21

Operator : SJ/MA

Sample : 12532-06

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG026577.D
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Abundance TIC: BG026577.D
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Abundance TIC: BG026577.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040617\
Data File : BG026577.D

Aca On : 6 Apr 2017 22:21

Operator : SJ/MA

Sample : 12532-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
Quant Title : 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.15 5.10 ng 237046 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Guanidine 59 CH5N3 000113-00-8 50
3 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 33
4 2.5.8.11-Tetraoxadodecane 178 C8H1804 000112-49-2 33
5 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 33

Abundance Scan 351 (5.153 min): BG026577.D (-344) (-) m/z 43.05 100.00%
43.0
5000
101.1
e EEARNEEEA R
480 5.00 520 5.40
O et Bl 280 "m/z 59.10  85.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 D L R S B

480 5.00 520 5.40
m/z 101.10 35.05%

‘ 101.0
o,‘w,‘”o,,‘,,, R SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
59.0
T T
4.80 5.00 5.20 5.40
5000{ 18.0 m/z 58.05  22.98%
40.0
o U L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #122483: Succinic acid, heptyl 2-methoxyethy! ester R B e R
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.96%
5000 101.0
159.0
29.0
0....,.M.JJ..H;.J?.ﬁ...W....1??f,ﬂ...,.5289.%?99”.,...???9
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040617\
Data File : BG026577.D

Aca On : 6 Apr 2017 22:21

Operator : SJ/MA

Sample : 12532-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2 unknown7.57 Concentration Rank 2

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

7.57 71.17 ng 3306970 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 762 (7.567 min): BG026577.D (-756) (-) m/z 132.05 100.00%
132.1
5000
68.1
96.1 A S SRR
401 54.1 7.20 7.40 7.60 7.80 8.00
o! s 23 m/z 68.10  34.62%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A I UL L
7.20 7.40 7.60 7.80 8.00
310 5L0 m/z 134.10 32.65%
Una ‘Jhl'H'l'l'L""l""l"“ L N S W
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 67.0 m/z 66.10 21.86%
41.0 97.0
117.0
81.0
L L S U UL L B L A BB W
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl e
57.0 132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 13.48%
74.0
5000 9o 1180
0||||||||‘|‘|‘|‘|||‘M|||“|||H“||‘|“|||‘H| ||EI-5|8.0|||||]|-8|9.|0||| R RN BRI
m/z--> 40 100 120 140 160 180 200 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040617\
Data File : BG026577.D

Aca On : 6 Apr 2017 22:21

Operator : SJ/MA

Sample : 12532-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
Quant Title : 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 4 unknownll.26 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.26 2.19 ng 142260 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-FormvIl-N"-methvlsemithiocarbazide 133 C3H7N30S 058064-52-1 35
2 4-Methoxvcoumarin 176 C10H803 020280-81-3 35
3 5.6-Dihvdro-2-methvl-1.4-dithiin... 176 C6H802S2 035756-29-7 22
4 2-Thiazolamine. 4-phenvl- 176 C9H8N2S 002010-06-2 22
5 8H-[1,2,5]-Thiadiazolo[3,4-E]ben... 176 C7H4N4S 019546-85-1 14

Abundance Scan 1390 (11.257 min): BG026577.D (-1384) (-) m/z 74.05 100.00%

74.0 176.1

5000
/\IIIIIIIIIIIIIIIIIII
11.00 11.20 11.40 11.60
0 m/z 176.10 88.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14572: N-Formyl-N-methylsemithiocarbazide
74.0
5000 LI LI L L L LB B B L
28.0 133.0 11.00 11.20 11.40 11.60
105.0 m/z 133.10 54 _.42%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
176.0
148.0 11.00 11.20 11.40 11.60
0
5000 1180 m/z 120.00 44 .82%
77.0
51.0
0 27.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #42759: 5,6-Dihydro-2-methyl-1,4-dithiine-3-carboxylic acid R
59.0 176.0 11.00 11.20 11.40 11.60
' m/z 55.10 38.66%
5000
130.0
180 o4, 130
o] S T O ' P —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040617\
Data File : BG026577.D

Aca On : 6 Apr 2017 22:21

Operator : SJ/MA

Sample : 12532-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
Quant Title : 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 5 unknownl11.40 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.40 2.55 ng 165427 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Methoxv-1-tetralone 176 C11H1202 006836-19-7 32
2 2-Methvl-1.3-dithiacvclopentane 120 C4H8S2 005616-51-3 25
3 1.3-Dithiane 120 C4H8S2 000505-23-7 22
4 1.2-Dithiane 120 C4H8S2 000505-20-4 22
5 5,6-Dihydro-2-methyl-1,4-dithiin... 176 C6H802S2 035756-29-7 14
Abundance Scan 1414 (11.398 min): BG026577.D (-1405) (-) m/z 176.10 100.00%
741 1201 176.1
5000
A 11,00 11.20 1140 11.60 11.80
o Add e o E80e w51 s 90, 06%
m/z--> 50 100 150 200 250 300 350
Abundance #42311: 7-Methoxy-1-tetralone
176.0
120.0
5000 AL DL DU BN B
148.0 11.'00 11.'20 11.'40 11.|60 11.I80
m/z 120.10 86.85%
77.0
0...39‘..0|‘ .“.“. \l‘ IHIMI\ .“‘.“‘l.‘.‘..|....|....|....|.
m/z--> 50 100 150 200 250 300 350
Abundance
120.0
11,00 11.20 1140 11.60 11.80
5000 50.0 m/z 55.10 55.78%
920
27.0
N L s L WL L WL B
m/z--> 50 100 150 200 250 300 350
Abundance #9231: 1,3-Dithiane
120.0 11.00 11.20 11.40 11.60 11.80
m/z 59.10 35.16%
5000 45.0
74.0
ol—— .HJ.‘."‘J.Jululuu ——— — —
m/z--> 50 100 150 200 250 300 350 11.00 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040617\
Data File : BG026577.D

Aca On : 6 Apr 2017 22:21

Operator : SJ/MA

Sample : 12532-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M
Quant Title : 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 unknownl4.56 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .56 2.49 ng 217099 Acenaphthene-d10 14.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophane. propvl- 130 C7H14S 001551-34-4 14
2 17-Octadecene-9.11-divnoic acid.... 304 C19H2803 006084-79-3 14
3 Bis(dimethvlthiocarbamvl) sulfide 208 C6H12N2S3 000097-74-5 14
4 Butane(dithioic) acid. methyl ester 134 C5H10S2 013831-08-8 12
5 4-0-Methyl-d-arabinose 164 C6H1205 1000129-77-8 12
Abundance Scan 1952 (14.559 min): BG026577.D (-1946) (-) m/z 55.10 100.00%
58.1 87.0
1520 208.1
5000
120.0
||| \ \ 14.20 14.40 14.60 14.80
Obrrrprrreielb bbb e b e e Tm/Zz 87.05  92.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #13581: Thiophane, propyl-
87.0
5000 L DA B BN I
14.20 14.40 14.60 14.80
41.0 130.0 m/z 208.10 64.08%
e T S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0 91.0
14.20 14.40 14.60 1480
5000 117.0 161.0 m/z 152.00 57.41%

185.0
221.0245.0 289.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #68048: Bis(dimethylthiocarbamyl) sulfide  Rmas e R B
88.0 14.20 14.40 14.60 14.80
m/z 88.10 51.65%
5000
208.0
JJ150 420 1 1200 176.0
i RAAR S taaas sa L R S ERmme m e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040617\
Data File : BG026577.D

Acq On 6 Apr 2017 22:21

Operator : SJ/MA

Sample - 12532-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG032017 .M
Quant Title : 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]
2-Pentanone, 4-hy... 5.15 5.1 ng 237046 1 8.04 929309 20.0
unknown? .57 7.57 71.2 ng 3306970 1 8.04 929309 20.0
unknownll.26 11.26 2.2 ng 142260 2 10.84 1298020 20.0
unknownl11.40 11.40 2.5 ng 165427 2 10.84 1298020 20.0
unknownl14 .56 14.56 2.5 ng 217099 3 14.65 1746410 20.0
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