LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG091817\
Data File : BG028808.D

Aca On : 18 Sep 2017 23:38

Operator : SJ/JU

Sample = 15259-08

Misc :

ALS Vial : 18 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
1 5.394 300 307 316 rBV 20697 39272 1.16% 0.272%
2 5.858 378 386 397 rBV 287919 490582 14.52% 3.399%
3 7.439 648 655 665 rBV 202705 386749 11.44% 2.680%
4 7.821 712 720 730 rBV 509172 887459 26.26% 6.149%
5 8.291 792 800 806 rBV 107222 184577 5.46% 1.279%
6 8.614 847 855 864 rBV 428156 770767 22.81% 5.340%
7 9.460 991 999 1011 rBV2 355996 671088 19.86% 4 .650%
8 11.111 1272 1280 1289 rBV 136210 263515 7 .80% 1.826%
9 13.526 1681 1691 1702 rBV 1132612 1797987 53.21% 12.458%
10 13.772 1725 1733 1740 rBvV2 19320 35086 1.04% 0.243%
11 14.348 1824 1831 1837 rBvV 22524 38906 1.15% 0.270%
12 14.413 1837 1842 1847 rVB2 56074 79526 2.35% 0.551%

13 14.906 1920 1926 1934 rBV2 248321 423894 12.54% 2.937%
14 15.294 1985 1992 2002 rBV 144110 208794 6.18% 1.447%
15 15.670 2050 2056 2060 rBV 260710 355610 10.52% 2.464%

16 16.399 2173 2180 2193 rBV 1113938 1766622 52.28% 12.240%
17 17.227 2313 2321 2327 rBV 35679 49318 1.46% 0.342%
18 17.586 2377 2382 2387 rBV3 31057 41742 1.24% 0.289%
19 17.656 2387 2394 2404 rvv2 388088 627361 18.57% 4._.347%
20 18.302 2495 2504 2511 rBV3 71448 112439 3.33% 0.779%

21 19.883 2767 2773 2774 rVV 34880 42490 1.26% 0.294%
22 19.901 2774 2776 2782 rVB2 44116 60135 1.78% 0.417%
23 20.247 2829 2835 2844 rBV 2564762 3379205 100.00% 23.414%
24 21.411 3027 3033 3039 rBV2 50314 101099 2.99% 0.700%
25 21.563 3056 3059 3074 rVB2 13826 41462 1.23% 0.287%

26 21.980 3122 3130 3138 rBV 396696 749008 22.17% 5.190%
27 23.185 3329 3335 3344 rBvV4 32483 90810 2.69% 0.629%
28 25.453 3708 3721 3737 rBV3 225392 737100 21.81% 5.107%

Sum of corrected areas: 14432603
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091817\
Data File : BG028808.D

Aca On : 18 Sep 2017 23:38

Operator : SJ/JU

Sample : 15259-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\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: BG028808.D
2500000

2000000
1500000

1000000

7.82
500000 8.61 9.46

586 7.44
i 8.29 11.11
5.39

S L R

T T T T T
Time--> 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG028808.D
2500000 20.25

2000000

1500000

13.53 16.40
1000000

500000 17.66 21.98
14.91 15.67

15.29
13.77 1481 A I [L 17.2317p9 1830 19.89 21A156

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 TIC: BG028808.D
2500000

2000000

1500000

1000000

500000
25.45
23.18

e T e 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 : Z:\HPCHEM1\BNA G\DATA\BG091817\
Data File : BG028808.D

Aca On : 18 Sep 2017 23:38

Operator : SJ/JU

Sample : 15259-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\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

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 5

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

5.39 4.26 ng 39272 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 1.2-Butanediol 90 C4H1002 000584-03-2 23
3 3-Hexanol 102 C6H140 000623-37-0 23
4 Propane. l-ethoxvy-2-methvl- 102 C6H140 000627-02-1 12
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 306 (5.388 min): BG028808.D (-300) (-) m/z 43.10 100.00%
43.1
5000
101.1
| b7 2431 5.00 5.20 5.40 5.60 5.80
ittt e e m/z 59.10 62.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS RS L LR L
5.00 5.20 5.40 5.60 5.80
0
150 1010 m/z 58.10 17.79%
M ‘
m/z--> 20 Jo 65 80 160 120 140 160 180 200 220 240
Abundance
59.0
31.0 5.00 5.20 5.40 5.60 5.80
5000 m/z 101.10 14 .99%
90.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #4419: 3-Hexanol |‘|IIIAI|IIII|IIII|IIII|II
54.0 5.00 5.20 5.40 5.60 5.80
m/z 41.10 13.54%
5000
31.0
m/z--> 60 80 100 120 140 160 180 200 220 240 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091817\
Data File : BG028808.D

Aca On : 18 Sep 2017 23:38

Operator : SJ/JU

Sample : 15259-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\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

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 unknown7.82 Concentration Rank 1

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

7.82 96.16 ng 887459 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 720 (7.821 min): BG028808.D (-712) (-) m/z 132.10 100.00%
13p.1
5000 68.1 A
96.1 USRS SR RS R
40.0 54.1 ‘ | 01 | 3 7.40 7.60 7.80 8.00 8.20
reprerrprrer e B e e el | mM/Z . 68.10  44.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 [rrr Ty T
7.40 7.60 7.80 8.00 8.20
33.0 105.0 m/z 66.10 32.05%
51\'0 |y 7?.0 | 86.0 ‘ ‘\ !
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
132.0
7.40 7.60 7.80 8.00 8.20
5000 m/z 134.10 31.10%

15,0 27.0 39.0 51.0 839 770 90.0 1040, .o
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

E —

Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- T B B e R
132.0 740 7.60 7.80 8.00 8.20
m/z 69.10 20.59%
5000
2.0 57.0 69.0
| ‘ 89.0 103.0 ‘
SRR PP VS P T | SN O U L G 1 W——
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 740 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091817\
Data File : BG028808.D

Aca On : 18 Sep 2017 23:38

Operator : SJ/JU

Sample : 15259-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\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

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 3-tert-Butyl-4-hydroxyanisole Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14._.41 3.75 ng 79526 Acenaphthene-d10 14.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-tert-Butvl-4-hvdroxvanisole 180 C11H1602 000121-00-6 62
2 3" .5"-Dimethoxvacetophenone 180 C10H1203 039151-19-4 62
3 Phenol. 3-(l1l.1-dimethvlethvI)-4-.__. 180 C11H1602 000088-32-4 62
4 27 .47 -Dimethoxvacetophenone 180 C10H1203 000829-20-9 52
5 Ethanone, 1-(3,4-dimethoxyphenyl)- 180 C10H1203 001131-62-0 52

Abundance Scan 1842 (14.413 min): BG028808.D (-1837) (-) m/z 165.10 100.00%
57.1 16p.1
5000
1931 2212 14.00 14.20 14.40 14.60 14.80
m/z 57.10 81.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45446: 3-tert-Butyl-4-hydroxyanisole
165.0
137.0
5000
14.00 14.20 14.40 14.60 14.80
770 m/z 180.10 55.69%
150 410 s9.0 | 1050 |
..‘.l....l....l....”l...‘.l.”.‘.‘.|“l‘...‘|..”..|....|‘....  ERERERREE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
165.0
M_ 2
14.00 14.20 14.40 14.60 14.80
5000 137.0 m/z 137.10 33.76%
43.0 770 1070
15.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45478: Phenol, 3-(1,1-dimethylethyl)-4-methoxy- e
165.0 14.00 14.20 14.40 14.60 14.80
m/z 41.10 32.55%
5000 1370
41.0 77‘.0 107.0
\‘ [ - 1 n " L ‘ |
m/z--> 20 Jo 60 80 160 150 1&0 160 180 200 220 240 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091817\
Data File : BG028808.D

Aca On : 18 Sep 2017 23:38

Operator : SJ/JU

Sample : 15259-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\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

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 unknownl5.29 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.29 9.85 ng 208794 Acenaphthene-d10 14.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)-Ouinolinone. 4-phenvl- 221 C15H11NO 005855-57-2 41
2 5-Ethvl-5-(3-o0xv-1-cvclohexenvl)... 250 C12H14N204 035305-10-3 35
3 1H-1.2.3-Triazole. 4.5-diphenvl- 221 C14H11N3 005533-73-3 30
4 Oxazole. 4.5-diphenvl- 221 C15H11NO 004675-18-7 27
5 Propynone, 3-(2-aminophenyl)-1-p... 221 C15H11NO 1000311-26-1 25
Abundance Scan 1991 (15.288 min): BG028808.D (-1985) (-) m/z 57.10 100.00%
57.1
221.2
5000 179.1
| 11091 1371 J | 15.00 15.20 15.40 15.60
39 203.2 . : ) .
,....',ﬂ-..‘. ||| |I|| |.|l .I|“ m]ul ..u|| |]1P.. AN I ”|||””|””|2|5|9'|2| m/z 221.20 77 .85%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #78345: 2(1H)-Quinolinone, 4-phenyl-
221.0
2000 1650 193.0 1500 15.20 15.40 15.60
m/z 179.10 44 _78%
390 60 %9 mso 190 |
| \ I

IR o o B o AN T e e s S s SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance

221.0

A
L L L L B

15.00 15.20 15.40 15.60
5000 m/z 165.10 31.91%

95.0 193.0
55.0 77.0 123.0 150.0

250.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #78284: 1H-1,2,3-Triazole, 4,5-diphenyl- M
221.0 15.00 15.20 15.40 15.60
m/z 41.20 26.03%
5000
165.0
77.0 118.0

280 %10 | 950 | 1390 198.0

R B R B B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091817\
Data File : BG028808.D

Aca On : 18 Sep 2017 23:38

Operator : SJ/JU

Sample : 15259-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\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

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 2,2,4-Trimethyl-1,3-pentane... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.67 16.78 ng 355610 Acenaphthene-d10 14.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 56
2 Propanoic acid. 2-methvl-., 2-eth... 286 C16H3004 074367-30-9 56
3 Propanoic acid. 2-methvl-. 1-(1.... 286 C16H3004 074381-40-1 56
4 3-Cvclopentvlpropionic acid. 2-t... 226 C13H2203 1000293-46-9 53
5 Boronic acid, ethyl-, bis(2,2-di... 214 C12H27B02 067753-47-3 50
Abundance Scan 2056 (15.670 min): BG028808.D (-2050) (-) m/z 71.10 100.00%
711
43.1
5000
M1 e " 1540 15,60 15:80 1600
et b b g2 2452 0L 267 Tnyz 43.10  57.27%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #132814: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate

71.0
43.0

5000
15.40 15.60 15.80 16.00

m/z 56.10 12.20%

98.0
Ll LT 1430 17304980 mw

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

43.0

71.0 15.40 15.60 15.80 16.00
5000 m/z 41.10 10.54%

110.0 155.0
Twwwmwwwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #132857: Propanoic acid, 2-methyl-, 1-(1,1-dimethylethyl)-...
71.0 15.40 15.60 15.80 16.00
m/z 55.10 9.30%
5000
43.0
o 111.0 159.0 2430
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091817\
Data File : BG028808.D

Aca On : 18 Sep 2017 23:38

Operator : SJ/JU

Sample : 15259-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\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

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 7 7,9-Di-tert-butyl-l1-oxaspir... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.30 3.58 ng 112439 Phenanthrene-d10 17.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7.9-Di-tert-butvl-1-oxaspiro(4.5... 276 C17H2403 082304-66-3 93
2 Ethanone. 1-(5.6.7.8-tetrahvdro-... 220 C14H2002 071596-88-8 60
3 9-Acetvlphenanthrene 220 C16H120 002039-77-2 38
4 2.6-Bis(l.1-dimethvlethv)-4-met... 262 C18H300 004278-82-4 38
5 2,4-Diamino-6-nitroquinazoline 205 C8H7N502 007154-34-9 38
Abundance Scan 2504 (18.302 min): BG028808.D (-2495) (-) m/z 205.10 100.00%
206.1
57.1
5000 1771
91.0
135.1
32.2261.2 2550 18.00 18.20 18.40 18.60
: m/z 57.10 71.75%
m/z--> 50 100 150 200 250 300 350
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 70.20%
135.0 H ‘ 32 02610
——— IwH\ m H\H ‘\\m M\ MH\ \HH\ \Hh \H\I li “ H : | —— ——
m/z--> 50 100 300 350
Abundance
43.0 205.0

A A_a
LI L L L L LB |

18.00 18.20 18.40 18.60
5000 1770 m/z 55.10 43 .33%

91.0 121.0149.0

m/z--> 50 100 150 200 250 300 350

Abundance #77653: 9-Acetylphenanthrene
205.0 18.00 18.20 18.40 18.60
m/z 177.10 38.25%
177.0
5000
88.0
150 80 | 122000 |
m/z--> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091817\
Data File : BG028808.D

Aca On : 18 Sep 2017 23:38

Operator : SJ/JU

Sample : 15259-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\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

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 8 13H-Dibenzo[a,i]carbazole Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
21.41 2.70 ng 101099 Chrysene-di12 21.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 13H-Dibenzola.ilcarbazole 267 C20H13N 000239-64-5 50
2 Propanamide. N-ethvl-N-(3-methvl... 267 C18H21NO 1000308-21-3 50
3 Ethanol. 2-12-12-T4-(1.1.3.3-tet... 338 C20H3404 002315-62-0 38
4 4_.5-Ethvlene-8.9-dimethoxv-4.5-d... 267 C17H17NO2 107208-75-3 38
5 7H-Dibenzo(a,g)carbazole 267 C20H13N 000207-84-1 38

Abundance Scan 3033 (21.411 min): BG028808.D (-3027) (-) m/z 267.20 100.00%
26.2
5000 el
135.1
| | 189 s,y | gmssasoasso | 2100 2120 2140 2160 210
bl B L ST SRS ] 200 SO0 S m/z 45.10 52.89%
m'z--> 50 100 150 200 250 300 350
Abundance #116631: 13H-Dibenzo[a,i]carbazole
267.0
5000
21.00 21.20 21.40 21.60 21.80
133.0 m/z 135.10 36.53%
630 1060 | 1630  211.0239.0 |
T e T
mz--> 50 100 150 200 250 300 350
Abundance
120.0 267.0
21.00 21.20 21.40 21.60 21.80
5000 m/z 57.10 21.00%
91.0
290 65.0 160.0 194'0222.0
e e e
mz--> 50 100 150 200 250 300 350
Abundance #175380: Ethanol, 2-[2-[2-[4-(1,1,3,3-tetramethylbutyl)phe...
267.0 21.00 21.20 21.40 21.60 21.80
m/z 89.10 17.21%
5000
89.0
45.0 133.0
161.0
m‘ wJ‘ T \\“lu”uu “\ | 205.0 237.0 295.0 338.0
T e T T e e S
mz--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60 21.80

8270-BG091217.M Tue Sep 19 14:22:22 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091817\
Data File : BG028808.D

Aca On : 18 Sep 2017 23:38

Operator : SJ/JU

Sample : 15259-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\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

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 9 unknown23.19 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.19 2.42 ng 90810 Chrysene-d12 21.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-TI2-TI2-I2-Ip-(1.1.3.3-... 382 C22H3805 002315-63-1 38
2 3.6.9.12.15-Pentaoxabicvclol15.3... 312 C16H2406 065112-36-9 38
3 2-T2-T2-T2-T2-(tert-Butvldimethy... 352 C16H3606Si 1000352-10-3 27
4 5-(2.4-Dimethviphenv)-3-(5-nitr... 311 C17H13NO5 309293-98-9 23
5 Thebaine 311 C19H21NO3 000115-37-7 22
Abundance Scan 3336 (23.191 min): BG028808.D (-3329) (-) m/z 311.15 100.00%
311
45.1
5000 135.1
89.0
75.0205.0 261.3 3550 22.80 23.00 23.20 23.40 23.60
e e m/z 45.10 70.09%
m/z--> 50 100 150 200 250 300 350
Abundance #203410: Ethanol, 2-[2-[2-[2-[p-(1,1,3,3-tetramethyloutyl)...
311.0
5000 8.0
45.0 1350 22.80 23.00 23.20 23.40 23.60
m/z 135.10 42 .56%
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m/z--> 50 100 150 200 250 300 350
Abundance
45.0
89.0 22.80 23.00 23.20 23.40 23.60
5000 m/z 57.10 31.88%
119.0 o 312.0
148.0 224.0 269.0
m/z--> 50 100 150 200 250 300 350
Abundance #184948: 2-[2-[2-[2-[2-(tert-Butyldimethylsilyloxy)ethoxy]...
48.0 22.80 23.00 23.20 23.40 23.60
m/z 89.00 31.84%
89.0
5000
119.0
150 | | \ \ x\ L1 [0 2070 2510 2950
m/z--> 50 100 150 200 250 300 350 22.80 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091817\
Data File : BG028808.D

Acq On : 18 Sep 2017 23:38

Operator : SJ/JU

Sample - 15259-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091217 .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]
2-Pentanone, 4-hy... 5.39 4.3 ng 39272 1 8.29 184577 20.0
unknown? .82 7.82 96.2 ng 887459 1 8.29 184577 20.0
3-tert-Butyl-4-hy... 14.41 3.8 ng 79526 3 14.91 423894 20.0
unknownl15.29 15.29 9.8 ng 208794 3 14.91 423894 20.0
2,2,4-Trimethyl-1_.. 15.67 16.8 ng 355610 3 14.91 423894 20.0
7,9-Di-tert-butyl... 18.30 3.6 ng 112439 4 17.66 627361 20.0
13H-Dibenzo[a,i]c... 21.41 2.7 ng 101099 5 21.98 749008 20.0
unknown23.19 23.19 2.4 ng 90810 5 21.98 749008 20.0
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