LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG082019\
Data File : BG042376.D

Aca On : 21 Aug 2019 3:00

Operator : HP/JU

Sample : K4389-05

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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG081919.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 3.135 3 8 25 rvB 400634 812646 40.52% 5.251%
2 5.573 415 423 435 rBV 529341 931470 46.44% 6.019%
3 7.177 687 696 710 rBV 577825 1042505 51.98% 6.737%
4 7.295 712 716 725 rVB2 14665 29445 1.47% 0.190%
5 7.541 751 758 772 rBV 600380 1102887 54.99% 7.127%
6 8.011 831 838 846 rBV 221398 373209 18.61% 2.412%
7 8.335 886 893 903 rVB 466320 804616 40.12% 5.200%
8 9.175 1022 1036 1047 rBV 324473 615025 30.66% 3.974%
9 10.832 1309 1318 1334 rBV 285882 539324 26.89% 3.485%
10 13.288 1728 1736 1747 rBV 930292 1547565 77.16% 10.001%
11 13.458 1760 1765 1770 rBV5 15638 25651 1.28% 0.166%
12 14.098 1869 1874 1882 rBvV3 52682 123548 6.16% 0.798%
13 14.216 1889 1894 1901 rBV4 16274 31827 1.59% 0.206%
14 14.416 1922 1928 1933 rBVv4 37960 86019 4._.29% 0.556%
15 14.504 1939 1943 1948 rVvB2 76655 118566 5.91% 0.766%
16 14.586 1951 1957 1960 rBV6 18916 35608 1.78% 0.230%
17 14.668 1961 1971 1980 rBvV 486745 866602 43.21% 5.600%
18 14.762 1983 1987 1992 rVvVv4 23856 44263 2.21% 0.286%
19 15.332 2081 2084 2089 rVB 45570 61643 3.07% 0.398%

20 15.461 2102 2106 2113 rVB3 103320 159741 7.96% 1.032%

21 16.161 2220 2225 2236 rBV 737713 1296151 64.62% 8.376%
22 17.424 2435 2440 2445 rBV 541883 859428 42.85% 5.554%
23 20.033 2879 2884 2889 rBV 1530919 2005733 100.00% 12.961%
24 21.701 3162 3168 3173 rVB 578903 989539 49.34% 6.395%
25 24.956 3715 3722 3731 rVB 342534 971659 48.44% 6.279%

Sum of corrected areas: 15474670
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082019\
Data File : BG042376.D

Aca On : 21 Aug 2019 3:00

Operator : HP/JU

Sample : K4389-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG042376.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082019\
Data File : BG042376.D

Aca On : 21 Aug 2019 3:00

Operator : HP/JU

Sample : K4389-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2

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

3.13 43.55 ng 812646 1,4-Dichlorobenzene-d4 8.01
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 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 7 (3.129 min): BG042376.D (-3) (-) m/z 73.10 100.00%
7B
5000
3 P
” 147 208 320 3.30 3.40 350
bl bl AL a7 208 n/z 43.10 34.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 IS AR RN RN
43 9 3.20 3.30 3.40 3.50
- 87 m/z 87.10 28.97%
ol A Al L | 1o

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

>

Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 U S AR AR
3.20 3.30 3.40 3.50
5000 41 55 m/z 55.10 27.49%
29
ol L. \H Al 97 112 129 /\
S UL SIS SIS SRS BRI SIS UL S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4436: Pentane, 3-methoxy- T
73 3.20 3.30 3.40 3.50
m/z 71.10 12.00%
5000
45
29 ‘ 55
0 '|'U"\J"'“|' ARN A }P}"'l SRS DY NS SRR S

m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082019\
Data File : BG042376.D

Aca On : 21 Aug 2019 3:00

Operator : HP/JU

Sample : K4389-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2 unknown7.54 Concentration Rank 1

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

7.54 59.10 ng 1102890 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 758 (7.541 min): BG042376.D (-751) (-) m/z 132.00 100.00%
5000 /\_
68
wsa ]l 720 7.40 7.60 7.80
54 - - - -
Obrre et bt 228 L /7 68.10  33.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67
a1 o7 7.20 7.40 7.60 7.80
117 m/z 134.00 33.21%
o 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
®  m 720 7.40 7.60 7.80
5000 m/z 66.10 22 .34%
31 51
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14491: 5-Aminoindole
132 7.20 7.40 7.60 7.80
m/z 69.10 14.76%
5000
104
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:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082019\
Data File : BG042376.D

Aca On : 21 Aug 2019 3:00

Operator : HP/JU

Sample : K4389-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl14.10 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.10 2.85 ng 123548 Acenaphthene-d10 14 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Diethoxv-N-(4.5.6.7-tetrahvd... 346 C18H22N203S 1000311-37-1 38
2 2-Anthracenamine 193 C14H11N 000613-13-8 38
3 1.5-Hexadien-3-o0l. 3-methvl-6-(m... 280 C17H280S 097369-78-3 38
4 9-Phenanthrenamine 193 C14H1i1N 000947-73-9 35
5 2-Diethylamino-4-phenylthiooct-2... 302 C18H26N2S 1000090-57-0 32
Abundance Scan 1874 (14.098 min): BG042376.D (-1869) (-) m/z 193.15 100.00%
193
163
5000
69 o5
41 s AU BRI B BN
281 13.80 14.00 14.20 14.40
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #181077: 3,4-Diethoxy-N-(4,5,6, 7-tetrahydrobenzothiazol-2-...
193
5000 137
165 13.80 14.00 14.20 14.40
sp 79 109 m/z 69.10 32.15%
o 346
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #55484: 2-Anthracenamine
193
13.80 14.00 14.20 14.40
5000 165 m/z 95.10 29.94%
97
ol 51 70 | 115 139 |
m/z--> 20 4'0 6|0 8|0 100 150 140 1('30 15';0 200 220 24'10 260 280 3(')0 320 34'10
Abundance #127579: 1,5-Hexadien-3-ol, 3-methyl-6-(methyithio)-1-(2,6... R REaE e B RE ma
193 13.80 14.00 14.20 14.40

m/z 123.10 27 .91%

43
5000 69
109
135 175 262

25 \‘ HH”J LH“J “‘JMHJM‘ L\g't “M”” HZI:JI:SIZI??”” NI Tt

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 80 14. 00 14. 20 14. 40

D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082019\
Data File : BG042376.D

Aca On : 21 Aug 2019 3:00

Operator : HP/JU

Sample : K4389-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-cyclohexylid... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.50 2.74 ng 118566 Acenaphthene-d10 14 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 53
2 1-Indolinecarboxaldehvde. 2-hvydr... 193 C10H11NO3 013303-70-3 50
3 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 49
1-(2-Hvdroxvethvl)-1.2.5.5-tetra... 238 C16H300 1000298-97-4 40
5 2-Amino-4-ethylthiomethyl-6-pipe... 253 C11H19N5S 022362-22-7 38
Abundance Scan 1942 (14.498 min): BG042376.D (-1939) (- m/z 193.10 100.00%
193
5000 4 55 69 o7 109
a1 123 S b VAN A
137 152 164 208 14.20 14.40 14.60 14.80
178
o} m/z 69.10 41.57%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193
5000 43 99 L B UL UL UL

14.20 14.40 14.60 14.80
m/z 109.10  36.84%

123 137 149 163 179

0 207 222
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55181: 1-Indolinecarboxaldehyde, 2-hydroxy-5-methoxy-
193
R R R
14.20 14.40 14.60 14.80
5000 69 m/z 55.10 34.57%
122 136
‘ ‘ 149 165
0 o H‘H hh ‘H HM‘H‘ H‘H MH‘\ MH ‘M‘ ‘h ‘l“. |]:?|8| et
m/z--> 20 100 120 14 160 180 200 220
Abundance #67964. Decahydro 4,4,8,9,10-pentamethylnaphthalene R R R
193 14.20 14.40 14.60 14.80
m/z 41.10 33.42%
123
5000 69 95 109
137
151 208
S S— L N G
m/z--> 20 40 100 120 140 160 180 200 220 14 20 14. 40 14 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082019\
Data File : BG042376.D

Aca On : 21 Aug 2019 3:00

Operator : HP/JU

Sample : K4389-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2,11-Dioxabicyclo[4.4.1]Jund... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.46 3.69 ng 159741 Acenaphthene-d10 14 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.11-Dioxabicvclol4.4.1Tundeca-3... 222 C13H1803 070412-52-1 64
2 Butanoic acid. 2-methvl-. 3.7-di... 240 C15H2802 085409-36-5 50
3 (Phenvlthio)acetic acid. cvclobu... 222 C12H1402S 1000299-95-5 49
4 Bicvclol4.1.0lheptane-7-carboxam... 222 C11H14N20S 329912-72-3 47
5 3-Fluorobenzoic acid, 4-pentadec... 350 C22H35F02 1000280-60-9 47
Abundance Scan 2106 (15.461 min): BG042376.D (-2102) (-) m/z 123.10 100.00%
5000
M 55 69 81 95 109 207
| ‘ ‘ i o 15.20 15.40 15.60 15.80
151 193 : . . .
ol ..-,-'...'!',.'|!-'. .",||.-..'!',.~."..,|'..~.|',..~'..,.1.7.0.,.~..'.,:-'...,-..??‘,3. m/z 55.10 35.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #79089: 2,11-Dioxabicyclo[4.4.1]undeca-3,5-dien-10-one, 1,...
123
43
5000 179 L SURRU IS UL SURE
109 -~ 1520 15.40 15.60 15.80
m/z 109.10 34._.57%
miz--> "'z'o""4'o'"'éo""sb"'ic')é"izo"iié"iéé"iéé"éoé"ééd"éié
Abundance #94177: Butanoic acid, 2-methyl-, 3,7-dimethyl-6-octenyl este
81 95 123
g e 138 15.20 15.40 15.60 15.80
5000 100 m/z 95.10 33.72%
29 ‘
das Ll WALy | ) sieraes
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #78775: (Phenylthio)acetic acid, cyclobutyl ester B R BEEEE E e
123 15.20 15.40 15.60 15.80
m/z 69.10 33.22%
5000 222
55
2739 | 17 91 1?9 | 135 151 168180 194
m/z--> 20 40 60 80 100 120 140 160 180 200 250 240 1520 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG082019\
Data File : BG042376.D

Acq On : 21 Aug 2019 3:00

Operator : HP/JU

Sample - K4389-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG081919_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... 3.13 43.5 ng 812646 1 8.01 373209 20.0
unknown? .54 7.54 59.1 ng 1102890 1 8.01 373209 20.0
unknown14 .10 14.10 2.9 ng 123548 3 14.67 866602 20.0
2-Pentanone, 4-cy... 14.50 2.7 ng 118566 3 14.67 866602 20.0
2,11-Dioxabicyclo... 15.46 3.7 ng 159741 3 14.67 866602 20.0
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