LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091117\
Data File : BG028647.D

Aca On : 11 Sep 2017 18:31

Operator : SJ/JU

Sample : 15167-08

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:\HPCHEM1\BNA G\METHODS\8270-BG090717.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

5.444 311 316 322 rBV2 37781 65302 1.56% 0.406%
5.909 386 395 406 rBV 341680 594307 14.21% 3.695%
rBv 189296 360140 8.61% 2.239%
7.871 719 729 743 rBV 622631 1128474 26.98% 7.016%
8.335 800 808 819 rBvV 132704 247019 5.91% 1.536%
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8.658 853 863 872 rBV 583433 1059991 25.34% 6.590%
9.428 987 994 1000 rBV2 32525 62614 1.50% 0.389%
9.504 1000 1007 1015 rVB 482304 889773 21.27% 5.532%
11.155 1279 1288 1303 rVB 168092 333823 7.98% 2.075%
13.564 1687 1698 1705 rBV 1461933 2240548 53.56% 13.930%

=
QO ~NO®

11 14.945 1925 1933 1943 rBvV2 285518 473510 11.32% 2.944%
12 16.437 2179 2187 2196 rBV 1267760 1984730 47.45% 12.339%
13 17.695 2395 2401 2408 rBV2 419274 658712 15.75% 4 _095%
14 18.335 2505 2510 2515 rBV2 146776 199943 4.78% 1.243%
15 20.280 2835 2841 2851 rBV 3204927 4183092 100.00% 26.007%

16 22.025 3131 3138 3147 rVB 453094 824792 19.72% 5.128%
17 25.533 3724 3735 3748 rVB 251357 777739 18.59% 4 _.835%

Sum of corrected areas: 16084509
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091117\
Data File : BG028647.D

Aca On : 11 Sep 2017 18:31

Operator : SJ/JU

Sample : 15167-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance

3000000

TIC: BG028647.D

2500000
2000000
1500000

1000000

7.87 8.66

9.50
500000 5.01

7.49
5.44 8,34 943

11.16
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400 450 500 550 6.00 650 7.00 750 800 850 9.00

Time-->

9.50 10.00 10.

T T T T T
50 11.00 11.50 12.00 12.50 13.00

Abundance

3000000

TIC: BG028647.D

2500000

2000000

1500000] 13.56

16.44

1000000

500000 17.69
14.94

18.34

0

20.28

22.02

Time-->  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 20.50 21.00 21.50 22.00 22.50

Abundance

3000000

TIC: BG028647.D

2500000

2000000

1500000

1000000

500000
25.53

O R e e

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091117\
Data File : BG028647.D

Aca On : 11 Sep 2017 18:31

Operator : SJ/JU

Sample : 15167-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_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 4

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

5.44 5.29 ng 65302 1,4-Dichlorobenzene-d4 8.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2-Hexanone. 3-hvdroxv-3.5-dimethvl- 144 C8H1602 006321-14-8 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 28
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 315 (5.438 min): BG028647.D (-311) (-) m/z 43.05 100.00%
43.0
59.1
5000
m e | s sk Sho Sho
ol 7 98 Th/z 59.10  60.66%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS LR LR SRR
520 5.40 5.60 5.80
59.0 m/z 101.10 15.33%
27\'0 L1l 83.0 10:}.0
R L S L UL UL L B BRI W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
59.0
" '5.20 540 560 5.80
5000 m/z 41.10 12 .45%
43.0
101.0
83.0
R L S L UL UL L B BRI W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8344: 3-Hexanol, 4-methyl-
59.0 520 5.40 5.60 5.80

m/z 58.10 11.59%

5000 41.0
87.0

0 ZMT L “ 73.0

T
m/z--> 20 40 60 80 100 120 140 160 180 5.20 5.40 5.60 5.80

8270-BG090717.M Tue Sep 12 13:22:51 2017 Page: 3



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091117\
Data File : BG028647.D

Aca On : 11 Sep 2017 18:31

Operator : SJ/JU

Sample : 15167-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_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 unknown7.87 Concentration Rank 1

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

7.87 91.37 ng 1128470 1,4-Dichlorobenzene-d4 8.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 729 (7.871 min): BG028647.D (-719) (-) m/z 132.10 100.00%
13R.1
5000 68.1
o1 san || TR 7k sb0 5k
Obrrprrrrrrrrr el bbbl e 820 L4070 Wl Tm/z 68.10 47.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 L L I L
7.60 7.80 8.00 8.20
2.0 510 m/z 66.10 31.54%
0 [y H 1N 1
LA AR AR SRS UL AR RS NS RN RS LU S SN BARAE SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
T ko 8k 8%
5000 m/z 134.10 30.56%
104.0
ol 140 270 300 510 06.0 770 g90 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- A B R
132.0 7.60 7. 80 8. OO 8. 20
m/z 69.10 19.63%

5000
. 570 690
H ‘ 890 1030
1T . 1y 1150
SN 10RO ST T PR -2 | .

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.60 7.80 8.00 8.20

o
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091117\
Data File : BG028647.D

Aca On : 11 Sep 2017 18:31

Operator : SJ/JU

Sample : 15167-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_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 Phenol, 2-methoxy- Concentration Rank 5

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

9.43 5.07 ng 62614 1,4-Dichlorobenzene-d4 8.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-methoxv- 124 C7H802 000090-05-1 72
2 Ethanone. 1-(1l-cvclohexen-1-vI)- 124 C8H120 000932-66-1 56
3 Meauinol 124 C7H802 000150-76-5 49
4 Ethanone. 1-(2-methvl-1-cvclopen... 124 C8H120 003168-90-9 47
5 2-Cyclopenten-1-one, 2,3,4-trime... 124 C8H120 028790-86-5 45

Abundance Scan 994 (9.428 min): BG028647.D (-987) (- m/z 109.10 100.00%
81.1 109.1
124.1
5000
431 931 S (5 N
| || 63.0 | 910 | 9.00 9.20 9.40 9.60 9.80
o PR APV FPROPIN Y Mt M ' m/z 81.10 96.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10420: Phenol, 2-methoxy-
109.0 124.0
81.0
5000
9.00 9.20 9.40 9.60 9.80
270 300 530 m/z 124.10 63.97%
ok .,}?19,..:‘:,...:H....;W‘u..,??:?,...u, :...,??19,....} et
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43.0 81.0
109.0 9.00 9.20 9.40 9.60 9.80
5000 124.0 m/z 53.10 26.05%
270 53.0
65.0 91.0
e A A A AR RS AR RS RARRA AR RSN LARRS AR SRR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10408: Mequinol
109.0 1540 9.00 9.20 9.40 9.60 9.80
81.0 m/z 43.10 21.66%
5000
53.0
27.0 39‘-0 65.0 95.0
o SSMEEEST SN SN S PSS/ S I SR | HENAS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091117\
Data File : BG028647.D

Aca On : 11 Sep 2017 18:31

Operator : SJ/JU

Sample : 15167-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_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 7,9-Di-tert-butyl-l1-oxaspir... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.34 6.07 ng 199943 Phenanthrene-d10 17.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7.9-Di-tert-butvl-1-oxaspiro(4.5... 276 C17H2403 082304-66-3 99
2 9-Acetvilphenanthrene 220 C16H120 002039-77-2 50
3 1.3-Pentadiene. 1.1-diphenvl-. (2)- 220 C17H16 015295-31-5 42
4 1-Ethvl-2-methvIiphenanthrene 220 C17H16 061983-53-7 38
5 3-Acetylphenanthrene 220 C16H120 002039-76-1 30

Abundance Scan 2511 (18.341 min): BG028647.D (-2505) (-) m/z 205.10 100.00%

205.1

5000

18.00 18.20 18.40 18.60

0 m/z 57.10 68.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124430: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57.0
205.0
5000
175.0 18.00 18.20 18.40 18.60
91.0 m/z 217.20 63.57%
135.0 ‘ ‘ 232.0 261.0
ob— RARR .‘.‘ l‘l .‘ ‘.‘. .‘ ‘i”.“. ‘.‘ HHI ‘.‘ ‘.“‘. \;\ ‘I‘ Iy ‘.Hl‘ : bl .“lml‘. .‘lhl .‘.“l‘. - ‘l‘. -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
205.0
R mEE E L
177.0 18.00 18.20 18.40 18.60
5000 m/z 175.10 43 .59%
88.0

151.0
o150 430 650 110.0

wwwmmmmwﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77703: 1,3-Pentadiene, 1,1-diphenyl-, (2)- R o e
205.0 18.00 18.20 18.40 18.60
m/z 55.05 40.62%

5000

91.0 115.0 165.0

270 510 141.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG091117\
Data File : BG028647.D

Acq On : 11 Sep 2017 18:31

Operator : SJ/JU

Sample - 15167-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG090717 .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... 5.44 5.3 ng 65302 1 8.34 247019 20.0
unknown? .87 7.87 91.4 ng 1128470 1 8.34 247019 20.0
Phenol, 2-methoxy- 9.43 5.1 ng 62614 1 8.34 247019 20.0
7,9-Di-tert-butyl... 18.34 6.1 ng 199943 4 17.69 658712 20.0
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