LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107066.D

Aca On : 3 Jul 2018 2:30

Operator : JU/SJ

Sample = J3800-08

Misc :

ALS Vial : 34 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 F\METHODS\8270-BF061918 .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 5.190 482 485 496 rBV 62326 71670 4_.01% 0.587%
2 5.601 552 555 572 rBV 766810 722405 40.37% 5.914%
3 6.601 722 725 736 rBV 459542 492838 27.54% 4.035%
4 6.737 744 748 751 rBVY 1381835 1215851 67.95% 9.953%
5 6.954 782 785 789 rBV 407901 338610 18.92% 2.772%
6 7.113 808 812 815 rBV 1349217 1204883 67.33% 9.864%
7 7.525 877 882 885 rBV 979796 907355 50.71% 7.428%
8 7.760 916 922 929 rBV 32405 35513 1.98% 0.291%
9 8.242 1000 1004 1015 rBV 379476 386493 21.60% 3.164%
10 9.313 1182 1186 1189 rBvV 1771141 1586440 88.66% 12.987%
11 9.648 1241 1243 1249 rVB 28356 19176 1.07% 0.157%
12 9.707 1249 1253 1259 rBV 82997 81778 4_.57% 0.669%

13 10.001 1299 1303 1313 rVB 422252 388156 21.69% 3.178%
14 10.795 1434 1438 1446 rBvV 963483 921399 51.49% 7.543%

15 10.860 1446 1449 1455 rvv2 20609 32391 1.81% 0.265%
16 10.907 1455 1457 1463 rVV 53025 44596 2.49% 0.365%
17 10.960 1463 1466 1468 rVV 133372 99570 5.56% 0.815%

18 10.989 1468 1471 1475 rVvV2 103246 137895 7.71% 1.129%
19 11.025 1475 1477 1480 rVvVv 137915 128575 7.19% 1.053%

20 11.054 1480 1482 1484 rVVv 77486 60303 3.37% 0.494%
21 11.095 1484 1489 1490 rVvVv 57560 66413 3.71% 0.544%
22 11.107 1490 1491 1493 rVV 53320 37957 2.12% 0.311%

23 11.142 1493 1497 1500 rVV3 123953 138299 7.73% 1.132%
24 11.177 1500 1503 1505 rVvVv 149292 118804 6.64% 0.973%

25 11.219 1508 1510 1513 rVB 82973 64259 3.59% 0.526%
26 11.377 1533 1537 1541 rBV3 25170 25862 1.45% 0.212%
27 11.495 1553 1557 1563 rVB 458993 390356 21.81% 3.196%
28 12.966 1804 1807 1814 rVB2 20324 28173 1.57% 0.231%

29 13.077 1822 1826 1829 rBV 1828949 1789430 100.00% 14.649%
30 14.148 2004 2008 2014 rBV 440391 399853 22.35% 3.273%

31 15.689 2265 2270 2278 rVB 207954 280103 15.65% 2.293%

Sum of corrected areas: 12215406
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\

BF107066.D
3 Jul 2018 2:30
JussJ
J3800-08
34 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061918_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107066.D

Aca On : 3 Jul 2018 2:30

Operator : JU/SJ

Sample = J3800-08

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 8

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

5.19 4.23 ng 71670 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 485 (5.190 min): BF107066.D (-482) (-) m/z 43.00 100.00%
43.0
59.0
5000
1011 B ARRE RN AR R L
| 83.0 | 480 5.00 520 5.40 5.60
ot e m/z 59.00 61.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR RS UL LS L
480 5.00 520 5.40 5.60
59.0 m/z 101.10 21.37%
0 20 | eso 820 50 %0
miz--> A N N A N A N R
Abundance
43.0
480 500 520 540 5.60
5000 m/z 58.00 14 .80%
101.0
15.0 58.0
0 28.0 69.0 84.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4119: BUtyl aldoxime, 3—methy|—, syn- LI L L L B L BB B
54.0 480 5.00 520 5.40 5.60
m/z 41.00 8.89%
41.0
5000
86.0
0 ‘\ 500\\\ 69\0 ‘ 1010
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107066.D

Aca On : 3 Jul 2018 2:30

Operator : JU/SJ

Sample = J3800-08

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.74 Concentration Rank 1

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

6.74 71.81 ng 1215850 1,4-Dichlorobenzene-d4 6.95
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 10
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 749 (6.742 min): BF107066.D (-744) (-) m/z 132.00 100.00%
132.0
5000
68.1
00 510 || 5o 5k oho ok Tho
Obrrprrrrprrrr et e 830 Ll Tm/z 134.00  34.01%
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 AR SR S AR
6.40 6.60 6.80 7.00
310 510 ‘ m/z 68.10 32.92%
0 L1 H 1 L 1
LA L LR L IR IR IR NN INRARE LA AR BRSNS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.00 19.66%

150 280 39.0 520 830 770 900 1040, ..
1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14145: 4-Chloro-2-fluoro-pyrimidine P e

132.0 6.40 6.60 6.80 7.00
m/z 69.10 12.72%

97.0
5000
70.0
52.0
310 86.0 116.0

0..,....,....,....,..a.,‘.‘...,a...,‘..‘.‘l,....,...l,....,..l.,....,‘...,... R o AR B

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107066.D

Aca On : 3 Jul 2018 2:30

Operator : JU/SJ

Sample = J3800-08

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknownl10.91 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.91 2.28 ng 44596 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-methvl-N-(4-methvlp... 163 C10H13NO 000612-03-3 47
2 p-Sec-butviphenvl acetate 192 C12H1602 003245-24-7 43
3 Oxalic acid. 2-isopropviphenvl p... 250 C14H1804 1000309-56-1 43
4 2H-1.2.3.4-Tetrazol-5-amine. N-T... 205 C9H11N50 1000337-56-1 43
5 Acetamide, N-(2,5-dimethylphenyl)- 163 C10H13NO 002050-44-4 38
Abundance Scan 1458 (10.913 min): BF107066.D (-1455) (-) m/z 121.05 100.00%
1201
5000
163.1
a0 770 ‘ | 2o 10160 10,80 1100 1120
R L o o R e s A m/z 107.10 42 .98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #32878: Acetamide, N-methyl-N-(4-methylphenyl)-
121.0
5000 163.0
10.60 10.80 11.00 11.20
43.0 91.0 m/z 163.10 34.72%
65.0 {
] T Y AR MMEASSUGMEN MMM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
121.0
10.60 10.80 11.00 11.20
5000 m/z 177.10 15.43%
150.0
o150 430 710 4550 192.0
m/z--> 25 Jo éo 86 100 150 150 1éo 180 200 250 250
Abundance #102180: Oxalic acid, 2-isopropylphenyl propyl ester e AR ,n. Ea
121.0 10.60 10.80 11.00 11.20
m/z 122.00 10.52%
5000 430
91.0
0 ] 65.0 | Ll i 16‘30 250.0
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 1('30 180 200 22'0 24'10 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107066.D

Aca On : 3 Jul 2018 2:30

Operator : JU/SJ

Sample = J3800-08

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.96 5.10 ng 99570 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
2 4-tert-Butvilphenvl acetate 192 C12H1602 003056-64-2 64
4-(1.1-Dimethvlpropvl)phenvl ace... 206 C13H1802 1000373-45-3 64
4 Benzoic acid. 4-methoxv-. diethy... 220 C12H17BO3 146681-61-0 59
5 Hexestrol 270 C18H2202 000084-16-2 53
Abundance Scan 1466 (10.960 min): BF107066.D (-1463) (-) m/z 135.05 100.00%
136.1
5000
41.0 270 1°|7'1 9202 10.60 10.80 11.00 11.20
b prr e e et e e e m/z 107.05 14_26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66119: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135.0
5000
10.60 10.80 11.00 11.20
m/z 136.10 10.25%
oL 200 70 770 wore ) 1750 2060
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
135.0
10.60 10.80 11.00 11.20
5000 m/z 41.00 6.73%
ol 150 430 oo 770 070 152.0 192.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65961: 4-(1,1-Dimethylpropyl)phenyl acetate R L A o B o o
136.0 10.60 10.80 11.00 11.20
m/z 121.05 5.48%
5000
107.0 164.0
0 15.0 43 0 77 0 ‘ ‘ ‘ ‘ ‘ ‘ 20?.0
mz> 20 40 60 80 100 130 140 180 180 200 230 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107066.D

Aca On : 3 Jul 2018 2:30

Operator : JU/SJ

Sample = J3800-08

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Silane, chlorotripropyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.99 7.07 ng 137895 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. chlorotripropvl- 192 C9H21CISi 000995-25-5 80
2 5H-Pvrrolo(3.2-d)pvrimidine-2.4-_._._. 149 C6H7N5 1000244-21-4 64
3 2-Methvl-4-hvdroxvbenzoxazole 149 C8H7NO2 051110-60-2 64
4 Pvridine-3-carbonitrile. 1.2-dih... 191 C9H9N302 220098-92-0 46
5 Butanamide, N-(4-methylphenyl)-3... 191 C11H13NO2 002415-85-2 38
Abundance Scan 1471 (10.989 min): BF107066D(1468)() m/z 149.10 100.00%
107.0
5000
191.2
55.0 LRI SRR ML I
77.0 1311 220.2 10.60 10.80 11.00 11.20 11.40
IS R TN PR NP NNPIY O NN N m/z 107.00 83.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #55060: Silane, chlorotripropyl-
149.0
79.0 107.0
5000

10.60 10.80 11.00 11.20 11.40
m/z 121.10 55.17%

27.0 ‘ ‘
b 80 L o 120 MM
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
149.0

10. 60 10. 80 11. 00 11. 20 11.40

5000 m/z 191.20 30.67%
107.0
132.0
Y | [ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23533: 2-Methyl-4-hydroxybenzoxazole A REmel an B S

149.0 10.60 10.80 11.00 11.20 11.40
m/z 55.00 18.46%

107.0
270 |||,

Ol bl e A e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 10. 60 10. 80 11. OO 11. 20 11. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107066.D

Aca On : 3 Jul 2018 2:30

Operator : JU/SJ

Sample = J3800-08

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 7 unknownll.02 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.02 6.59 ng 128575 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-(1.1-dimethvlethvl)- 150 C10H140 000088-18-6 43
2 Phenol. 2-(1.1-dimethvlethv)-5-._. 164 C11H160 000088-60-8 35
3 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 27
4 Phenol. 2-methvl-5-(1-methvlethvIl)- 150 C10H140 000499-75-2 27
5 Phenol, 4-(1-methylpropyl)- 150 C10H140 000099-71-8 25
Abundance Scan 1476 (11.019 min): BF107066.D (-1475) (-) m/z 121.10 100.00%
1211 149.1
5000
41.0 L S L S I B
| |7P 103/0 | 1%12m2 10.80 11.00 11.20 11.40
0...,....','...'.' .I'.'..'ll'..'.'.,'.!.'.ll...lll....l.... S S m/z 149.10 88 70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23765: Phenol, 2-(1,1-dimethylethyl)-
135.0
107.0
5000 LR UL SULILE UL i
10.80 11.00 11.20 11.40
410 m/z 107.00 79.62%
77.0
o.1.5.?.‘...\,\..‘?.8,%...«,..\».,.:.h,...x,.l..z-.q....
m/z--> 20 60 80 100 120 140 160 180 200 220
Abundance
149.0
121.0
10.80 11.00 11.20 11.40
5000 m/z 135.10 38.70%
91.0
150 20 es0 166.0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23712: Phenol, p-tert-butyl-
135.0 10.80 11.00 11.20 11.40
m/z 41.05 18.59%
5000
107.0
41.0 0
0 150\\59%‘\\1420
m/z--> 20 60 80 100 120 140 160 180 200 220 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107066.D

Aca On : 3 Jul 2018 2:30

Operator : JU/SJ

Sample = J3800-08

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 8 unknownll.05 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.05 3.09 ng 60303 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclohexadiene. 1.3.5.5.6.6-... 164 C12H20 1000150-39-4 43
2 lIsoxazole. 4.5-dihvdro-5-T(4-met... 191 C11H13NO2 1000362-14-0 30
3 Phthalic acid. non-5-vn-3-vIl pro... 330 C20H2604 1000315-18-1 25
4 Pvridine-3-carbonitrile. 1.2-dih... 191 C9H9N302 220098-92-0 25
5 Pyridine, 2,4,6-trimethyl- 121 C8H11N 000108-75-8 22
Abundance Scan 1481 (11.048 min): BF107066.D (-1480) (-) m/z 149.10 100.00%
1211 1491
5000
w0 70 1080 L1 ea | 100 1100 1120 1140
oY S Y] ISR ST PR T1 VT Y S N m/z 121.10 98.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33783: 1,3-Cyclohexadiene, 1,3,5,5,6,6-hexamethy!-
149.0
5000 LR B UL SR I
10,80 11.00 11.20 11.40
a0 91 0107 0 m/z 107.00  76.05%
0,|2§+p,,\I‘,,‘IHI\IIMIZSIJQHM “...w,‘.1.3.3.?..‘..1,6?0..,....,....,..
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
121.0
10.80 11.00 11.20 11.40
5000 m/z 55.00 16.16%
191.0
ol 29.0 5.0 "9 1030
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #169301: Phthalic acid, non-5-yn-3-yl propy! ester R S B B e
149.0 10.80 11.00 11.20 11.40
m/z 191.10 16.01%
5000
191.0
. 41.0 760 930 1220 2%0 A
m/z--> 20 40 60 80 100 150 140 160 180 2(')0 220 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107066.D

Aca On : 3 Jul 2018 2:30

Operator : JU/SJ

Sample = J3800-08

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 9 Hexestrol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.10 3.40 ng 66413 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexestrol 270 C18H2202 000084-16-2 72
2 Carbamic acid. N-T1.1-bis(triflu... 413 C19H25F6NO2 296242-69-8 56
3 1-Adamantanecarboxvlic acid. 2-a... 314 C21H3002 1000282-94-3 50
4 Hexestrol. O-trifluoroacetvl- 366 C20H21F303 1000365-31-7 45
5 3-Methoxybenzoic acid, 2,5-dichl... 296 C14H10CI1203 1000325-55-5 40
Abundance Scan 1490 (11.101 min): BF107066.D (-1484) (-) m/z 135.10 100.00%
13b.1
5000
107.1
163.1
40 770 | 10.80 11.00 11.20 11.40
- m/z 107 .05 31.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119449: Hexestrol
135.0
5000
107.0 10.80 11.00 11.20 11.40
m/z 121.10 24 .09%
0 410 770 1650 2120 270.0
m/z--> ﬁo Jo éo 85 160 150 150 1éo 180 200 220 240 260 280 360 '
Abundance
135.0
10,80 11.00 11.20 11.40
5000 m/z 163.10 19.51%
107.0
| 410 770 175.0 206.0231.0256.0281.0 315.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #156753: 1-Adamantanecarboxylic acid, 2-adamanty! ester
135.0 10.80 11.00 11.20 11.40
m/z 136.10 10.31%
5000
MOGH)%O | 1&0 ﬂmm%o
m/z--> ﬁo Jo éo 85 160 150 150 160 180 200 220 240 260 280 360 ' 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107066.D

Aca On : 3 Jul 2018 2:30

Operator : JU/SJ

Sample = J3800-08

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 10 Acetamide, N-(3-methylphenyl)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.14 7.09 ng 138299 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-(3-methvlphenvl)- 149 C9H11NO 000537-92-8 64
2 5H-Pvrrolo(3.2-d)pvrimidine-2.4-... 149 C6H7N5 1000244-21-4 64
3 2-Methvl-4-hvdroxvbenzoxazole 149 C8H7NO2 051110-60-2 47
4 3-Methvl-4-(3.7.7-trimethvl-2-ox... 220 C14H2002 1000189-10-9 38
5 p-Propionotoluidide 163 C10H13NO 002759-55-9 38

Abundance Scan 1497 (11.142 min): BF107066.D (-1493) (-) m/z 149.10 100.00%
107.1 149.1
5000
550 77.0 10.80 11.00 11.20 11.40
131 177.1 . . . .
M PO SOORN NPT\ OV o SO 201 n77 107.05  92.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23629: Acetamide, N-(3-methylphenyl)-
107.0
5000
149.0 10.80 11.00 11.20 11.40
43.0 m/z 121.05 57.82%
150 0 amo |
m/z--> 20 40 éo 80 100 120 140 160 180 200 220
Abundance
149.0
10.80 11.00 11.20 11.40
5000 m/z 163.10 30.60%
107.0
132.0
oL 280 530 800
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23533: 2-Methyl-4-hydroxybenzoxazole
149.0 10.80 11.00 11.20 11.40
m/z 55.00 13.25%
107.0
5000
520 790
o...ﬁ79.U”W.,”..h.”.,ﬂu.;..”,.ﬂ”,.......w....“. ikl A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107066.D

Aca On : 3 Jul 2018 2:30

Operator : JU/SJ

Sample = J3800-08

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 11 Pentanoic acid, 5-hydroxy-,... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.18 6.09 ng 118804 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. 5-hvdroxv-. p-t-... 250 C15H2203 166273-37-6 78
2 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
4-(1.1-Dimethvlpropvlphenvl ace... 206 C13H1802 1000373-45-3 78
4 Hexestrol 270 C18H2202 000084-16-2 72
5 4-tert-Butylphenyl acetate 192 C12H1602 003056-64-2 64
Abundance Scan 1503 (11.177 min): BF107066.D (-1500) (-) m/z 135.05 100.00%
13b.1
5000
41.0 770 10|7'1 20,1 10.80 11.00 11.20 11.40
Obrrrprr e e e e e || M/ 107.05 15 38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #102346: Pentanoic acid, 5-hydroxy-, p-t-butylphenyl ester
135.0
5000
10.80 11.00 11.20 11.40
m/z 136.10 10.25%
41.0 107.0
0 ., 170 | | | 1770 219.0  250.0
m/z--> 20 Jo 60 85 160 120 140 160 180 200 220 240
Abundance
135.0
10.80 11.00 11.20 11.40
5000 m/z 41.05 6.17%
oL 200 57.0 77 1070 175.0 mm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 L{m_NﬁﬁMNAANWV
Abundance #65961: 4-(1,1-Dimethylpropyl)phenyl acetate L o
136.0 10.80 11.00 11.20 11.40
m/z 95.05 4 _59%
5000
107.0 164.0
150 430 770 ‘ ‘ 2%0
mz-> 20 40 60 8 100 150 140 160 180 200 230 240 || | 10'80 1100 1120 1140
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107066.D

Aca On : 3 Jul 2018 2:30

Operator : JU/SJ

Sample = J3800-08

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 12 5H-Pyrrolo(3,2-d)pyrimidine... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.22 3.29 ng 64259 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-Pvrrolo(3.2-dYpvrimidine-2.4-... 149 C6H7N5 1000244-21-4 72
2 Acetamide. N-(3-methvlphenvl)- 149 C9H11NO 000537-92-8 72
3 2-Methvl-4-hvdroxvbenzoxazole 149 C8H7NO2 051110-60-2 72
4 6-Amino-1-methvlpurine 149 C6H7N5 005142-22-3 53
5 Phthalic acid, isobutyl tridec-2... 400 C25H3604 1000315-44-3 43
Abundance Scan 1510 (11.219 min): BF107066.D (-1508) (-) m/z 149.10 100.00%
14h.1
107.0
5000
00 ™0 70 o | Pl 100 1150 11140 1160
Ol e e et by || /2 107.00 54 . 70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23475: 5H-Pyrrolo(3,2-d)pyrimidine-2,4-diamine
149.0
5000
107.0 11.00 11.20 11.40 11.60
m/z 55.00 12.88%
28.0 530 680 800 g4 1320
O'W'“'|“'ﬁ'“%%P“lm"v'“]'“”b"w'ﬁ'l“wh'}%%9"l'“l“"L'“l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
107.0
11,00 11,20 11.40 11.60
5000 m/z 121.05 12.51%
149.0
43.0
15.0 27.0 650 "0 910 120.0132.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23533: 2-Methyl-4-hydroxybenzoxazole RS RE S e e S S
149.0 11.00 11.20 11.40 11.60
m/z 150.10 11.84%
107.0
5000
39.0 52.0 9.0
o 270 || | 850 | 940 | 1200 1350 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11,00 11,20 11.40 11.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF070218\
Data File : BF107066.D

Acq On : 3 Jul 2018 2:30

Operator : JU/SJ

Sample - J3800-08

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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... 5.19 4.2 ng 71670 1 6.95 338610 20.0
unknown6 .74 6.74 71.8 ng 1215850 1 6.95 338610 20.0
unknown10.91 10.91 2.3 ng 44596 4 11.50 390356 20.0
Phenol, 4-(1,1,3,... 10.96 5.1 ng 99570 4 11.50 390356 20.0
Silane, chlorotri... 10.99 7.1 ng 137895 4 11.50 390356 20.0
unknownl1l.02 11.02 6.6 ng 128575 4 11.50 390356 20.0
unknownl1l.05 11.05 3.1 ng 60303 4 11.50 390356 20.0
Hexestrol 11.10 3.4 ng 66413 4 11.50 390356 20.0
Acetamide, N-(3-m... 11.14 7.1 ng 138299 4 11.50 390356 20.0
Pentanoic acid, 5... 11.18 6.1 ng 118804 4 11.50 390356 20.0
5H-Pyrrolo(3,2-d)... 11.22 3.3 ng 64259 4 11.50 390356 20.0
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