LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG100317\
Data File : BG029014.D

Aca On : 3 Oct 2017 20:40

Operator : SJ/JU

Sample : PB102887BL

Misc :

ALS Vial : 14 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-BG091217.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

4.140 88 94 103 rVB 98611 149210 3.92% 0.862%
4.739 190 196 204 rBV 135863 220499 5.79% 1.274%
rvB2 56161 94270 2.47% 0.544%
5.333 289 297 305 rBV 73502 118867 3.12% 0.687%
5.809 371 378 390 rBV 857866 1430482 37.54% 8.262%
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7.325 629 636 642 rBv2 45826 69986 1.84% 0.404%
7.401 642 649 667 rvv2 717715 1330241 34.91% 7.683%
7.771 705 712 723 rBV 778943 1427195 37.45% 8.243%
8.241 785 792 803 rVB 164804 288831 7.58% 1.668%
8.564 840 847 855 rvB 603890 1061954 27.87% 6.134%

=
QO ~NO®

11 9.410 981 991 1003 rBV 479182 903623 23.71% 5.219%
12 11.061 1263 1272 1279 rBV 200774 389298 10.22% 2.248%
13 13.482 1677 1684 1694 rBV 1404548 2203464 57.82% 12.727%
14 14.863 1912 1919 1933 rVB2 241287 406168 10.66% 2.346%
15 16.355 2161 2173 2185 rBV 1193731 1955105 51.31% 11.292%

16 17.613 2379 2387 2395 rBV 497820 803228 21.08% 4._.639%
17 20.204 2822 2828 2837 rBV 2989028 3810620 100.00% 22.009%
18 21.925 3114 3121 3130 rBV2 354568 650656 17.07% 3.758%

Sum of corrected areas: 17313697
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100317\
Data File : BG029014.D

Aca On : 3 Oct 2017 20:40

Operator : SJ/JU

Sample : PB102887BL

Misc :

ALS Vvial : 14 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA G\METHODS\8270-BG091217 .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: BG029014.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100317\
Data File : BG029014.D

Aca On : 3 Oct 2017 20:40

Operator : SJ/JU

Sample : PB102887BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG091217 .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 4-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.14 10.33 ng 149210 1,4-Dichlorobenzene-d4 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 53
2 5-Hexen-2-one 98 C6H100 000109-49-9 25
3 4-Penten-2-one. 3-methvl- 98 C6H100 000758-87-2 25
4 2-Vinvlethvl acetate 114 C6H1002 001576-84-7 17
5 Methyl 1-methylcyclopropyl ketone 98 C6H100 001567-75-5 10

Abundance Scan 94 (4.140 min): BG029014.D (-88) (-) m/z 43.10 100.00%
43.1
5000 /\
R ama e
3.80 4.00 4.20 4.40
et P& iso 8T 5323 7 39.10  10.14%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3224: 4-Penten-2-one, 4-methyl-
43.0
5000
3.80 4.00 4.20 4.40
m/z 83.10 9.63%
I"H""I"'p'8|(')"'lIIII rrrryrrTrTyTTTTT T T T T T T T T T T T T T T T
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
3.80 4.00 4.20 4.40
5000 m/z 55.10 8.35%
98.0
mes &% 100 %0 2o 20 W o o o o
Abundance #3222: 4-Penten-2-one, 3-methyl-
43.0 3.80 4.00 4.20 4.40
m/z 41.10 4.51%
5000
98.0
|"Mlﬁ"'u“"|'“' DY S S S SR S
mz-> 0 50 100 150 200 250 300 350 400 450 500 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100317\
Data File : BG029014.D

Aca On : 3 Oct 2017 20:40

Operator : SJ/JU

Sample : PB102887BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG091217 .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 2 3-Penten-2-one, 4-methyl- Concentration Rank 3

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

4.74 15.27 ng 220499 1,4-Dichlorobenzene-d4 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 94
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 91
4 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 91
5 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 86

Abundance Scan 196 (4.739 min): BG029014.D (-190) (-) m/z 55.10 100.00%
54.1 83.1
5000 /\\
440 460 4.80 5.00
99.1
...,....-|i"..".|',....,~ 220 a7 83,10 88.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3246: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 BRSNS SRR
39. 440 4.60 4.80 5.00
‘ T m/z 43.10 42 _.35%
"'PL"N”JII'”'Il'ﬁlq"W""P"'I”"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
83.0
55.0
440 4.60 4.80 5.00
5000 m/z 98.10 32.19%
29.0
99.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3400: 2-Pentene, 3,4-dimethyl-, (2)- s Sy
55.0 440 4.60 4.80 5.00
83.0 m/z 39.10 26.65%
5000
39/0
1.0 M ‘\ L 99.0 .
m/z--> 2'0 40 6|0 80 100 120 140 160 180 200 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100317\
Data File : BG029014.D

Aca On : 3 Oct 2017 20:40

Operator : SJ/JU

Sample : PB102887BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG091217 .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 3 Cyclotrisiloxane, hexamethyl- Concentration Rank 6

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

4.85 6.53 ng 94270 1,4-Dichlorobenzene-d4 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotrisiloxane. hexamethvl- 222 C6H1803Si3 000541-05-9 90
2 Arsenous acid. tris(trimethvlsil._. 342 C9H27As03Si13 055429-29-3 56
3 2-Ethvlacridine 207 C15H13N 055751-83-2 45
4 4-Cvclohexene-1.2-dicarboximide.... 207 C12H17NO2 028916-00-9 40
5 Cyclohexane-1,3-dione, 2-allylam... 207 C12H17NO2 104926-37-6 38

Abundance Scan 215 (4.851 min): BG029014.D (-209) (-) m/z 207.00 100.00%

20y.0
5000

%0 1330 460 480 5.00 5.20
1630
S Y P G - W .l.. e e || M7z 208.00 19 69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #79619: Cyclotrisiloxane, hexamethyl-
207.0

5000 e AT
4.60 4.80 500 5.20

m/z 209.10 16.47%

96.0
280 610 | 1330 1770‘ \
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
207.0

460 4.80 500 5.20
5000 m/z 191.00 10.47%

73.0 105.0 133.0
150 490 177.0 239.0 327.0

mmmﬂmwwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #66996: 2-Ethylacridine
207.0 4.60 4.80 5.00 5.20
m/z 96.00 8.96%
5000
e20 X0 14001060 | | A -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100317\
Data File : BG029014.D

Aca On : 3 Oct 2017 20:40

Operator : SJ/JU

Sample : PB102887BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG091217 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.33 8.23 ng 118867 1,4-Dichlorobenzene-d4 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 50
3 3-0Octanol 130 C8H180 000589-98-0 36
4 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 33
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33

Abundance Scan 297 (5.333 min): BG029014.D (-289) (-) m/z 43.10 100.00%
43.1
5000
101.1 RN LA RN AR
' 5.00 5.20 5.40 5.60
S ...|,.7.?.?....,|.... e e et et | m/z 59.10  62.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IR R UL
5.00 5.20 5.40 5.60
m/z 101.10 16.47%
101.0
wl
m/z--> 25 45 éo 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59.0
500 520 540 560
5000 m/z 58.10 13.76%
101.0
31.0
mwmmmvmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #13627: 3-Octanol
54.0 5.00 5.20 5.40 5.60
m/z 41.10 7.60%
5000
29.0 101.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100317\
Data File : BG029014.D

Aca On : 3 Oct 2017 20:40

Operator : SJ/JU

Sample : PB102887BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG091217 .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 Cyclotetrasiloxane, octamet... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
732 48ng 69986  1,4-Dichlorobenzene-d4 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Cvclotetrasiloxane. octamethvl- 296 C8H2404Si4  000556-67-2 91

2 Benzoic acid. 4-methvl-2-trimeth... 296 C14H2403Si2 1000153-59-3 59
3 2.5-Dihvdroxvacetophenone. bis(t... 296 C14H2403Si2 1000352-83-7 53
4 Benzene. 1l-phenvl-4-(2-cvano-2-p... 281 C21H15N 027869-56-3 42

5 27,47 -Dihydroxyacetophenone, bis... 296 C14H2403Si2 1000352-82-1 40

Abundance Scan 635 (7.319 min): BG029014.D (-629) (-) m/z 281.10 100.00%
281.1
5000
191.0 R EamE e R
731 102.9 1330 1629 249.0 7.00 7.20 7.40 7.60
e 02 1029 bbb W/Z 282.10  25.850%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141482: Cyclotetrasiloxane, octamethy!-
281.0
5000
7.00 7.20 7.40 7.60
m/z 283.00 18.48%
133.0
450 730 1030 7" 1630 1930 249.0
A e R A S B A B RA R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
281.0
73.0 7.00 7.20 7.40 7.60
5000 m/z 191.00 14 .40%
45.0 149.0 207.0
105.0 173.0 247.0
mmwmm’wmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #140708: 2,5-Dihydroxyacetophenone, bis(trimethylsilyl) ether
281.0 7.00 7.20 7.40 7.60
m/z 265.00 13.68%
5000
73.0
150 30 | 1050 13?015501800 223.0 251.0 || .
R s B e L o R dAfamsnasaEeE LSRRt B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG100317\
Data File : BG029014.D

Aca On : 3 Oct 2017 20:40

Operator : SJ/JU

Sample : PB102887BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG091217 .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 unknown7.77 Concentration Rank 1

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

7.77 98.83 ng 1427200 1,4-Dichlorobenzene-d4 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 712 (7.771 min): BG029014.D (-705) (-) m/z 132.10 100.00%
13p.1
5000 68.1 /\
96.1 USRS SRR LU AR
40.0 0071 2427 7.40 7.60 7.80 8.00 8.20
- L2809 m/z 68.10 48.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 RS RAASE RARSS R
7.40 7.60 7.80 8.00 820
m/z 66.10 33.77%
31.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132.0
740 7.60 7.80 8.00 8.20
5000 m/z 134.10 33.63%
150 39.0 63.0 104.0
Wﬁwﬁmﬁwﬁwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14491: 5-Aminoindole L LA LI L N O L N B
132.0 7.40 7.60 7.80 8.00 8.20
m/z 69.10 21.74%
5000
104.0
66.0
:!-"1'?'"'4I4'ﬂ'l"""hl""I'i"' T " ISR S S S N B B prrrTTTTT T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.40 7.60 7.80 8.00 8.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG100317\
Data File : BG029014.D

Acq On : 3 Oct 2017 20:40

Operator : SJ/JU

Sample : PB102887BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG091217 .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]
4-Penten-2-one, 4... 4.14 10.3 ng 149210 1 8.24 288831 20.0
3-Penten-2-one, 4... 4.74 15.3 ng 220499 1 8.24 288831 20.0
Cyclotrisiloxane, ... 4.85 6.5 ng 94270 1 8.24 288831 20.0
2-Pentanone, 4-hy... 5.33 8.2 ng 118867 1 8.24 288831 20.0
Cyclotetrasiloxan. .. 7.32 4.8 ng 69986 1 8.24 288831 20.0
unknown7 .77 7.77 98.8 ng 1427200 1 8.24 288831 20.0
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