LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106956.D

Aca On 29 Jun 2018 7:35

Operator : JU/SJ

Sample : J3693-06

Misc :

ALS Vial : 31 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 5.184 481 484 496 rBV 40856 47470 2.61% 0.354%
2 5.272 496 499 503 rvB 27243 25428 1.40% 0.189%
3 5.589 550 553 571 rVB 807340 751343 41.33% 5.596%
4 6.589 720 723 733 rBV 494904 463904 25.52% 3.455%
5 6.731 742 747 750 rBVY 1544130 1366539 75.18% 10.178%
6 6.954 781 785 791 rBB 458648 402219 22.13% 2.996%
7 7.107 807 811 815 rBVY 1322526 1203680 66.22% 8.965%
8 7.519 876 881 884 rBVY 1100811 1047630 57.63% 7.803%
9 8.236 999 1003 1013 rBV 484717 453900 24.97% 3.381%
10 9.307 1181 1185 1188 rBV 1867571 1643067 90.39% 12.238%
11 9.701 1246 1252 1257 rBV 103607 103444 5.69% 0.770%
12 9.901 1283 1286 1290 rBV 26849 21886 1.20% 0.163%
13 9.989 1298 1301 1310 rVB 435216 425669 23.42% 3.170%
14 10.401 1369 1371 1373 rVB 38958 26236 1.44% 0.195%
15 10.789 1433 1437 1440 rBVY 1023036 969114 53.31% 7.218%
16 10.871 1448 1451 1454 rBvV 29102 25672 1.41% 0.191%
17 10.901 1454 1456 1462 rVB 74358 65255 3.59% 0.486%

18 10.954 1462 1465 1467 rBV 152142 119748 6.59% 0.892%
19 10.989 1467 1471 1474 rVV2 148847 185954 10.23% 1.385%
20 11.024 1474 1477 1479 rVV2 161453 162632 8.95% 1.211%

21 11.048 1479 1481 1483 rVV 89724 68668 3.78% 0.511%
22 11.089 1483 1488 1489 rVv2 68721 85318 4.69% 0.635%
23 11.101 1489 1490 1493 rVV 64066 52601 2.89% 0.392%

24 11.136 1493 1496 1499 rVV3 142289 153968 8.47% 1.147%
25 11.171 1499 1502 1504 rVvVv 158878 130132 7.16% 0.969%

26 11.213 1507 1509 1514 rVB2 95386 75178 4.14% 0.560%
27 11.324 1525 1528 1531 rBV2 16512 19288 1.06% 0.144%
28 11.483 1552 1555 1562 rBV 435004 395410 21.75% 2.945%
29 13.071 1820 1825 1828 rBV 1967156 1817741 100.00% 13.539%
30 13.948 1971 1974 1980 rBV 75543 76194 4._.19% 0.568%

31 14.142 2003 2007 2013 rBV 566332 576931 31.74% 4._.297%
32 15.677 2263 2268 2278 rVB 340271 463903 25.52% 3.455%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106956.D

Aca On 29 Jun 2018 7:35

Operator : JU/SJ

Sample : J3693-06

Misc :

ALS Vial : 31 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 13426122
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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\HPCHEM1I\BNA F\DATA\BF062818\

BF106956.D

29 Jun 2018 7:35

JussJ

J3693-06

31 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEMI\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\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106956.D

Aca On 29 Jun 2018 7:35

Operator : JU/SJ

Sample : J3693-06

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 14

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

5.18 2.36 ng 47470 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 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 9

Abundance Scan 483 (5.178 min): BF106956.D (-481) (-) m/z 43.00 100.00%
43.0
59.1
5000
| 650 1°|1-° 480 5.00 520 540 5.60
e AL B R m/z 59.10 56.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS R L IR
59.0 480 500 520 540 5.60
0,
150 a0 1010 m/z 101.00 17 .44%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
480 500 520 540 5.60
5000 m/z 58.00 16.15%
101.0
150 310 58.0 490 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3158: 5-Hexen-2-one L L LA NLEL A B A B
43.0 480 5.00 520 5.40 5.60
m/z 41.00 8.25%
5000
55.0
27.0
15.0
| 7o 880 80
miz--> 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\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106956.D

Aca On 29 Jun 2018 7:35

Operator : JU/SJ

Sample : J3693-06

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.73 Concentration Rank 1

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

6.73 67.95 ng 1366540 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 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 747 (6.731 min): BF106956.D (-742) (-) m/z 132.10 100.00%
13R.1
5000 68.1
DRSS SRR
01 s0 || %0971 o 6.40 6.60 6.80 7.00
ST O | N W .- D N[ £ SN | N m/z 68.10 38.33%
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 LSRR SRR S BN
6.40 6.60 6.80 7.00
310 510 ‘ m/z 134.00 32.84%
| P H | !
mz-> 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 66.10 23.31%

150 280 390 520 830 779 900 1040, ..

wmmmmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- B B
132.0 6.40 6.60 6.80 7.00

m/z 69.10 15.74%

5000

104.0
63.0

%OSM) 70 90.0 urzo
| I \ | | 1 i

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\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106956.D

Aca On 29 Jun 2018 7:35

Operator : JU/SJ

Sample : J3693-06

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Acetamide, N-(2,6-dimethylp... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.90 3.30 ng 65255 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-(2.6-dimethviphenvl)- 163 C10H13NO 002198-53-0 52
2 2-Acetamidotropone 163 C9HONO2 006422-12-4 49
3 2H-1.2.3.4-Tetrazol-5-amine. N-T... 205 C9H11N50 1000337-56-1 47
4 1.2.4-Oxadiazol-5-amine. 3-I4-(c... 328 C15H16N603 1000351-08-7 47
5 2-Propanone, 1-(4-methoxyphenyl)- 164 C10H1202 000122-84-9 43
Abundance Scan 1456 (10.901 min): BF106956.D (-1454) (-) m/z 121.10 100.00%
124.1
5000
163.1
41.0 91.0 220 2 10.60 10.80 11.00 11.20
eeprrrefi bbbt bbbk e e 322 | m/z 107.05  48.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #32869: Acetamide, N-(2,6-dimethylphenyl)-
121.0
163.0
5000
10.60 10.80 11.00 11.20
43.0 m/z 163.10 32.74%
77.0
L ‘
m/z--> 20 45 eb 80 160 120 140 160 180 200 220 240 260 280 300 320
Abundance
121.0
10.60 10.80 11.00 11.20
m/z 177.10 14 .53%
5000 163.0 o
43.0 93.0
15.0
Tmmmmwmwmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #65432: 2H-1,2,3,4-Tetrazol-5-amine, N-[(2-methoxyphenylym... U ,A. )
121.0 10.60 10.80 11.00 11.20
m/z 122.00 10.95%
91.0
5000
177.0 905.0
390 &0 | 146.0
m/z--> %&65%@nm%mmmmmmmmmﬁm%' 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106956.D

Aca On 29 Jun 2018 7:35

Operator : JU/SJ

Sample : J3693-06

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.95 6.06 ng 119748 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
2 1l-n-Hexvladamantane 220 C16H28 022458-75-9 64
4-(1.1-Dimethvlpropvl)phenvl ace... 206 C13H1802 1000373-45-3 64
4 Phenol. 2-methvl-5-(1-methvlethvIl)- 150 C10H140 000499-75-2 64
5 Pentanoic acid, 5-hydroxy-, p-t-... 250 C15H2203 166273-37-6 64
Abundance Scan 1464 (10.948 min): BF106956.D (-1462) (-) m/z 135.05 100.00%
136.1
5000
41.0 77.0 10|7'0 220.2 10.60 10.80 11.00 11.20
SRRV S SN Y M o m/z 107.00 16.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66118: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135.0
5000
10.60 10.80 11.00 11.20
410 1070 m/z 136.10 9.74%
m/z--> ﬁo 40 eb éo 160 120 150 160 180 200 250
Abundance
135.0
10.60 10.80 11.00 11.20
5000 m/z 121.10 8.32%
550 90 107.0 1770 220.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65961: 4-(1,1-Dimethylpropyl)phenyl acetate
135.0 10.60 10.80 11.00 11.20
m/z 41.00 7.65%
5000
107.0 164.0
150 430 770 206.0
mz-> | 20 4 60 80 106 13 140 180 180 200 2% 10.60 10,80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106956.D

Aca On 29 Jun 2018 7:35

Operator : JU/SJ

Sample : J3693-06

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Phenol, 4-(1,1-dimethylprop... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.02 8.23 ng 162632 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1-dimethvilpropvi)- 164 C11H160 000080-46-6 53
2 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 52
3 Benzoic acid. 4-(bromomethvl)- 214 C8H7Bro2 006232-88-8 50
4 Hexestrol. O-heptafluorobutvrvl- 466 C22H21F703 1000365-31-9 50
5 1-Adamantanecarboxamide, N,N-dim... 207 C13H21NO 001502-00-7 50
Abundance Scan 1476 (11.019 min): BF106956.D (-1474) (-) m/z 135.10 100.00%
13b.1
5000
012 0, 1080 1100 1120 1140

m/z--> 20

40 60 80 100 120

159.1

140 160 180 200 220

Abundance

5000

#33622: Phenol, 4-(1,1-

dimethylpropyl)-
5.

135.0

107.0

41.0

77.0

164.0

m/z 121.10 65.79%

10.80 11.00 11.20 11.40

m/z 149.10

63.00%

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

Abundance
135.0
10.80 11.00 11.20 11.40
5000 m/z 107.00 57.07%
107.0
41.0
57.0 7.0 151.0
T T T T e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73132: Benzoic acid, 4-(bromomethyl)-
135.0 10.80 11.00 11.20 11.40
m/z 41.00 14 .43%
5000
107.0
90.0
90 630 7 ‘ 166.0  197.0214.0
L o e B B B e o o e L e o e R o R o R
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\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106956.D

Aca On 29 Jun 2018 7:35

Operator : JU/SJ

Sample : J3693-06

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Phenol, 2-(1,1-dimethylethy... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.05 3.47 ng 68668 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-(1.1-dimethvlethvl)-4-__. 164 C11H160 002409-55-4 59
2 Phenol. 2-(1.1-dimethvlethvl)-6-._.. 164 C11H160 002219-82-1 59
3 Phenol. 2-(1.1-dimethvlethvl)-5-.__. 164 C11H160 000088-60-8 53
4 6-Amino-1-methvlpurine 149 C6H7N5 005142-22-3 35
5 7-Methylthieno[3,2-b]pyridine 149 C8H7NS 013362-83-9 35
Abundance Scan 1481 (11.048 min): BF106956.D (-1479) (-) m/z 149.10 100.00%
1211 14b1
5000
191.2 HREURN LI SURBURE BUSLEULE B
55.0 91.0 | 220.1 10.80 11.00 11.20 11.40
Y S R O P NSRS m/z 121.10 83.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33650: Phenol, 2-(1,1-dimethylethyl)-4-methyl-
149.0
121.0
5000
10.80 11.00 11.20 11.40
91.0 m/z 107.10 56.88%
40 650 ' 4
|||||‘|‘||‘|‘||‘|‘|||‘.|||“‘||||||‘|“||‘l|‘||‘|‘| ||‘||]|-|‘6|'9| A Ra
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
121.0 149.0
10.80 11.00 11.20 11.40
5000 m/z 191.15 18.69%
91.0
150 410 650 166.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33646: Phenol, 2-(1,1-dimethylethyl)-5-methyl- A o A R
149.0 10.80 11.00 11.20 11.40
121.0 m/z 150.10 10.42%
5000
91.0
39.0
|1|5‘|.0||‘i‘||‘|‘||‘i“||6‘5|‘.|0||”|||“|||‘|“|‘|‘l|‘|ﬁ‘|‘| ||‘||]|-|‘6|.(|)| R ERERE
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\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106956.D

Aca On 29 Jun 2018 7:35

Operator : JU/SJ

Sample : J3693-06

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Carbamic acid, N-[1,1-bis(t... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.09 4.32 ng 85318 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbamic acid. N-T1l.1-bis(triflu... 413 C19H25F6N0O2 296242-69-8 72
2 Phenol. 2-methvl-5-(1-methvlethvl)- 150 C10H140 000499-75-2 72
3 4-tert-Butvilphenvl acetate 192 C12H1602 003056-64-2 72
4 Phenol. 4-(1.1-dimethvipropvl)- 164 C11H160 000080-46-6 72
5 Hexestrol, O-heptafluorobutyryl- 466 C22H21F703 1000365-31-9 64
Abundance Scan 1488 (11.089 min): BF106956.D (-1483) (-) m/z 135.10 100.00%
135.1
5000
107.0
410 770 10.80 11.00 11.20 11.40
e e 1880 e W/Zz 107.00  13.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #216795: Carbamic acid, N-[1,1-bis(trifluoromethyl)ethyl]-...
135.0
5000
10.80 11.00 11.20 11.40
m/z 136.10 10.31%
107.0
410 770 " L 175.0 2060231025602810 315.0
m/z--> 20 45 éo 80 160 120 140 160 180 200 220 240 260 280 300

Abundance
135.0

10 80 11.00 11.20 11.40

5000 41.00 6.42%
39.0 gso 0 W
mmmwwwwmwmww
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 flmﬁﬂMNJVU L\MJLMMWJVM
Abundance #54398: 4-tert-Butylpheny! acetate BN EEE RS S
135.0 10.80 11.00 11.20 11.40

m/z 95.00 4_59%

5000

150 430 770 1070 l 192.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 80 11. 00 11. 20 11. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106956.D

Aca On 29 Jun 2018 7:35

Operator : JU/SJ

Sample : J3693-06

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 10 Acetamide, N-(2,4-dimethylp... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.10 2.66 ng 52601 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-(2.4-dimethviphenvl)- 163 C10H13NO 002050-43-3 52
2 2-Propanone. 1-(4-methoxvphenvl)- 164 C10H1202 000122-84-9 25
3 cis-8-Isopropvilbicvclol4.3.01non... 164 C12H20 1000145-85-1 22
4 Benzenamine. 2.4-dimethvl- 121 C8H11N 000095-68-1 14
5 Fenipentol 164 C11H160 000583-03-9 14
Abundance Scan 1490 (11.101 min): BF106956.D (-1489) (-) m/z 121.10 100.00%
107.1121.1 163.1
5000
41.9 550 77.0 91.0 144.9 10.80 11.00 11.20 11.40
e et bbb | M7z 107.05  83.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #32864: Acetamide, N-(2,4-dimethylphenyl)-
121.0
163.0
5000
106.0 10.80 11.00 11.20 11.40
430 m/z 163.10 81.80%
150280 | 630 (79 9L0 1 43451480
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
121.0
10.80 11.00 11.20 11.40
5000 m/z 164.15 12.42%
164.0
270 B0 630 770 910 497, 135.0
mﬁmﬁmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #33774: cis-8-1sopropylbicyclo[4.3.0]non-3-ene
121.0 10.80 11.00 11.20 11.40
m/z 122.05 10.91%
5000
8o 93.0
41.0 -
164.0
ettt e 3501490
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106956.D

Aca On 29 Jun 2018 7:35

Operator : JU/SJ

Sample : J3693-06

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 11 unknownll.14 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

11.14 7.79 ng 153968 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenvlpropionic acid pentafluoro... 330 C16H11F502 062434-95-1 43
2 p-Propionotoluidide 163 C10H13NO 002759-55-9 38
3 Phenol. 2-methvl-4-(1.1.3.3-tetr... 220 C15H240 002219-84-3 38
4 37 .47-(Methvlenedioxv)acetophenone 164 C9H803 003162-29-6 35
5 3-Methyl-1l-adamantaneacetic acid 208 C13H2002 014202-13-2 35
Abundance Scan 1497 (11.142 min): BF106956.D (-1493) (-) m/z 107.05 100.00%

107.1
163.1
5000
135.1
410 770 10.80 11.00 11.20 11.40

UMM M N B U m/z 121.10 89.64Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #168845: Phenylpropionic acid pentafluorobenzy! ester
107.0
149.0
5000
181.0 10.80 11.00 11.20 11.40
0.0 m/z 163.10 78.01%
27.0 510 "1 | ‘ 330.0
T T [T e e T T [ T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
107.0
10.80 11.00 11.20 11.40
5000 m/z 149.05 54.08%
163.0
29.0 530 70 134.0
Wmmmmmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #77582: Phenol, 2-methyl-4-(1,1,3,3-tetramethylbutyl)-
149.0 10.80 11.00 11.20 11.40
m/z 135.10 23.68%
5000
41.0 010 121.0
650,900 | | 1910 2200
e e e A e T e A e i e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106956.D

Aca On 29 Jun 2018 7:35

Operator : JU/SJ

Sample : J3693-06

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 13 2-Methyl-4-hydroxybenzoxazole Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.21 3.80 ng 75178 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvl-4-hvdroxvbenzoxazole 149 C8H7NO2 051110-60-2 72
2 5H-Pvrrolo(3.2-d)pvrimidine-2.4-_._._. 149 C6H7N5 1000244-21-4 72
3 1-(6-Methvl-2-pvridvl)propan-2-one 149 C9H11NO 065702-08-1 72
4 1.3-Cvclopentadiene. 5.5-dimethv... 178 C13H22 1000163-88-0 59
5 Acetamide, 2-(4-cyclohexylphenox... 324 C20H24N202 1000263-95-6 50
Abundance Scan 1509 (11.213 min): BF106956.D (-1507) (-) m/z 149.10 100.00%
149.1
107.1
5000
%0 77 ir b mn o, 10831100 1120 1140 1160
e e e il L 22020 Fns77107.05  55.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23533: 2-Methyl-4-hydroxybenzoxazole
149.0
107.0
5000
10.80 11.00 11.20 11.40 11.60
520 19, m/z 150.10 12.00%
'"ETQJA'M'P”'JW'"PM"V"'P*"P"'P"'P"'P'
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
149.0
10.80 11.00 11.20 11.40 11.60
5000 m/z 55.00 10.88%
107.0
50 530 800 132.0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23645: 1-(6-Methyl-2-pyridyl)propan-2-one I EEammEmE L
107.0 10.80 11.00 11.20 11.40 11.60
m/z 121.10 10.28%
5000
43.0
149.0
'”I'”'“”“§%Q7%?”'I”"P'”W'”'I”"P"W"”I”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.80 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106956.D

Aca On 29 Jun 2018 7:35

Operator : JU/SJ

Sample : J3693-06

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 14 Trifluoroacetic acid, penta... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.95 2.64 ng 76194 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
4 1-Nonadecene 266 C19H38 018435-45-5 94
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 94
Abundance Scan 1974 (13.948 min): BF106956.D (-1971) (-) m/z 57.00 100.00%
51.0
5000 ,\-A,H pn ,\,\“,‘,JK\«“—/\WV
17712111 2830 13.60 13.80 14.00 14.20
m/z 55.00 99.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #164113: Trifluoroacetic acid, pentadecy! ester
57.0
5000 AR A B UM B
13.60 13.80 14.00 14.20
m/z 83.10 94 .84%
26,0 “ “ ‘\ \\ Hmoq 182.0 255.0  306.0
m/z--> 50 200 250 300 350 400
Abundance
57.0
97.0 LU SR BN SUMI I
13.60 13.80 14.00 14.20
5000 m/z 43.05 92 .29%
169.0
260 138.0 210.0 2550 406.0 VnMN%RM¢th~AmMMmﬂmuu~mm
m/z--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecy! ester L B o
43.0 13.60 13.80 14.00 14.20
83.0 m/z 69.05 82 .34%
5000
‘ ?250
J “ il mw‘\ } 1‘6601960
m/z--> 50 100 150 200 250 300 350 400 1360 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062818\
Data File : BF106956.D

Acq On 29 Jun 2018 7:35

Operator : JU/SJ

Sample - J3693-06

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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... 5.18 2.4 ng 47470 1 6.95 402219 20.0
unknown6.73 6.73 68.0 ng 1366540 1 6.95 402219 20.0
Acetamide, N-(2,6... 10.90 3.3 ng 65255 4 11.48 395410 20.0
Phenol, 4-(1,1,3,... 10.95 6.1 ng 119748 4 11.48 395410 20.0
Phenol, 4-(1,1-di... 11.02 8.2 ng 162632 4 11.48 395410 20.0
Phenol, 2-(1,1-di... 11.05 3.5 ng 68668 4 11.48 395410 20.0
Carbamic acid, N-... 11.09 4.3 ng 85318 4 11.48 395410 20.0
Acetamide, N-(2,4... 11.10 2.7 ng 52601 4 11.48 395410 20.0
unknownll.14 11.14 7.8 ng 153968 4 11.48 395410 20.0
2-Methyl-4-hydrox... 11.21 3.8 ng 75178 4 11.48 395410 20.0
Trifluoroacetic a... 13.95 2.6 ng 76194 5 14.14 576931 20.0
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