LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107067.D

Aca On : 3 Jul 2018 2:57

Operator : JU/SJ

Sample = J3800-09

Misc :

ALS Vial : 35 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

5.190 482 485 495 rBvV 70782 79127 4._.52% 0.721%
5.601 552 555 568 rBvV 718093 696712 39.83% 6.350%
rBv2 441103 465557 26.61% 4.243%
6.736 744 748 751 rBV 1293924 1128624 64.52% 10.286%
6.954 782 785 789 rVB 357688 295766 16.91% 2.696%
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7.113 808 812 815 rBV 1273625 1107931 63.34% 10.097%
7.525 877 882 885 rBvV 868356 806131 46.08% 7.347%
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rBv3 8043 18192 1.04% 0.166%

8.242 1000 1004 1016 rBV 315260 326017 18.64% 2.971%

1 8.442 1035 1038 1040 rBvV 24548 21449 1.23% 0.195%
11 8.466 1040 1042 1049 rVB 23733 24602 1.41% 0.224%
12 9.313 1182 1186 1195 rBV 1547903 1407422 80.46% 12.827%
13 9.707 1249 1253 1260 rVB 62738 61307 3.50% 0.559%

14 10.001 1299 1303 1310 rBV 339825 320730 18.34% 2.923%
15 10.795 1434 1438 1448 rBvV 901191 859167 49.12% 7.830%

16 10.907 1455 1457 1463 rVB 28291 24398 1.39% 0.222%
17 10.960 1463 1466 1468 rBV 61303 47675 2.73% 0.434%
18 10.989 1468 1471 1475 rVvVv2 45566 60252 3.44% 0.549%
19 11.024 1475 1477 1480 rVvVv 61508 56109 3.21% 0.511%
20 11.054 1480 1482 1484 rVVv 36380 29663 1.70% 0.270%
21 11.095 1484 1489 1490 rVvVv 33289 36301 2.08% 0.331%
22 11.142 1493 1497 1500 rVV3 71830 78958 4_.51% 0.720%
23 11.177 1500 1503 1505 rVvVv 73967 63179 3.61% 0.576%
24 11.219 1508 1510 1515 rVB 48209 38350 2.19% 0.350%

25 11.495 1553 1557 1565 rVB 400277 349570 19.98% 3.186%

26 13.077 1822 1826 1829 rBV 1773136 1749260 100.00% 15.942%

27 13.954 1971 1975 1982 rBV 47915 56293 3.22% 0.513%
28 14.148 2004 2008 2017 rBV 376698 364586 20.84% 3.323%
29 14.577 2078 2081 2086 rBV2 22628 26406 1.51% 0.241%
30 14.895 2132 2135 2138 rVB 39837 39084 2.23% 0.356%
31 15.248 2192 2195 2200 rVB 31084 35333 2.02% 0.322%
32 15.648 2261 2263 2266 rBV 21342 20233 1.16% 0.184%
33 15.689 2266 2270 2276 rVB 187702 250927 14 .34% 2.287%
34 16.106 2339 2341 2346 rVB3 22423 27218 1.56% 0.248%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107067.D

Aca On : 3 Jul 2018 2:57

Operator : JU/SJ

Sample = J3800-09

Misc :

ALS Vial : 35 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: 10972529
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107067.D

Aca On : 3 Jul 2018 2:57

Operator : JU/SJ

Sample = J3800-09

Misc :

ALS Vial : 35 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

Abundance TIC: BF107067.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107067.D

Aca On : 3 Jul 2018 2:57

Operator : JU/SJ

Sample = J3800-09

Misc :

ALS Vial : 35 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 3

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

5.19 5.35 ng 79127 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 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 45
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 25
4 Propane. l-ethoxvy-2-methvl- 102 C6H140 000627-02-1 25
5 3-Hexanol 102 C6H140 000623-37-0 25

Abundance Scan 485 (5.190 min): BF107067.D (-482) (-) m/z 42.95 100.00%
43.0
59.0
5000
o 350 500 520 540 S50
83.1 : : : : :
0...,....,....,....','::-..,..-!I,....,7.2'.9..,.-...,...:,....,. m/z 59.00 62.60%
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 RN RN R
4.80 5.00 5.20 5.40 5.60
59.0 m/z 101.10 21.66%
0 20 | 510 | es0  830g19 0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
o 280 500 520 540 560
5000 m/z 58.00 16.28%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- A e
59.0 480 5.00 5.20 5.40 5.60
m/z 41.00 10.08%
5000
41.0
29.0 101.0
o o 1], s00 [] 730 860 |
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107067.D

Aca On : 3 Jul 2018 2:57

Operator : JU/SJ

Sample = J3800-09

Misc :

ALS Vial : 35 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 unknown6.74 Concentration Rank 1

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

6.74 76.32 ng 1128620 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
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 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 749 (6.742 min): BF107067.D (-744) (-) m/z 132.00 100.00%
132.0
5000
68.1
00 510 || g0 5k oho sk Tho
Obrrprrrr et e o S5 bl | M/Z 134.00  33.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 " PPN
M0 530 o m/z 68.10 31.76%
‘ 79.0 :
0..luuuuluuuluuuu‘l.‘...|‘..‘..|.‘.‘ll‘l..U.‘l‘....luu‘..luuuulu..‘.luuul"... -
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 18.89%
150 280 390 520 830 7709 900 1040 ..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- R
132.0 6.40 6.60 6.80 7.00

m/z 96.00 12 _.95%

5000
104.0
63.0

%DSM) 70 90.0 170
1N Iy \ | Al N 1

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

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107067.D

Aca On : 3 Jul 2018 2:57

Operator : JU/SJ

Sample = J3800-09

Misc :

ALS Vial : 35 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 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.96 2.73 ng 47675 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
4-(1.1-Dimethvlpropvlphenvl ace... 206 C13H1802 1000373-45-3 78
3 Carbamic acid. N-T1.1-bis(triflu... 413 C19H25F6NO2 296242-69-8 78
4 Phenol. 4-(1l.1-dimethvlpropvl)- 164 C11H160 000080-46-6 64
5 Phenol, 2-methyl-5-(1-methylethyl)- 150 C10H140 000499-75-2 64
Abundance Scan 1466 (10.960 min): BF107067.D (-1463) (-) m/z 135.10 100.00%
135.1
5000
410 770 1017'1 290.1 10.60 10.80 11.00 11.20
Ot e et e e e e e e e e e e e m/z 107.10 15.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66119: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135.0
5000
10.60 10.80 11.00 11.20
m/z 136.10 9.77%
ol 290 qo&méwo 1%02%0
m/z--> 20 Jo 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance
135.0
10.60 10.80 11.00 11.20
5000 m/z 41.00 6.37%
107.0 164.0
0l15.0 43.0 77.0 206.0
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 10.60 10.80 11.00 11.20
m/z 121.10 6.28%
5000
107.0
o 410 770 | 175.0 2060231025602810 315.0
IIII"''I""I""I""I""IIII IR SRR SR S DR A BN B SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 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 : BF107067.D

Aca On : 3 Jul 2018 2:57

Operator : JU/SJ

Sample = J3800-09

Misc :

ALS Vial : 35 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 Silane, chlorotripropyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.99 3.45 ng 60252 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. chlorotripropvl- 192 C9H21CISi 000995-25-5 72
2 5H-Pvrrolo(3.2-d)pvrimidine-2.4-_._._. 149 C6H7N5 1000244-21-4 59
3 Pvridine-3-carbonitrile. 1.2-dih... 191 C9H9N302 220098-92-0 38
4 Acetamide. N-(4-methviphenvl)- 149 C9H11NO 000103-89-9 37
5 o-Tolylbiguanide 191 C9H13N5 000093-69-6 37
Abundance Scan 1471 (10.989 min): BF107067.D (-1468) (-) m/z 149.10 100.00%
107.1 149.1
5000
191.1
55.0 ‘ LRI SRR ML I
79.1 220.1 10.60 10.80 11.00 11.20 11.40
0...,....',“...'.',.'...”,..'.'.','.'!.'.','...'|.|. |”|””|”=||””=” m/z 107.05 88.62%
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
2 m/z 121.05 60.96%
e L
b0 L Ml po, L 1920
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 191.10 30.66%
107.0
132.0
oL 280 530 80.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54039: Pyridine-3-carbonitrile, 1,2-dihydro-5-acetylamino... T RRa o
43.0 149.0 10.60 10.80 11.00 11.20 11.40
m/z 55.00 16.35%
5000
120.0 191.0
o , 630 800 h | 1690 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.60 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 : BF107067.D

Aca On : 3 Jul 2018 2:57

Operator : JU/SJ

Sample = J3800-09

Misc :

ALS Vial : 35 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 6 unknownll1l.02 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.02 3.21 ng 56109 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-(1.1-dimethvlethvl)- 150 C10H140 000088-18-6 30
2 1.5.6.7-Tetrahvdro-4-indolone 135 C8HONO 013754-86-4 27
3 Hexestrol 270 C18H2202 005635-50-7 27
4 Hexestrol 270 C18H2202 000084-16-2 27
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 27
Abundance Scan 1476 (11.019 min): BF107067.D (-1475) (-) m/z 121.05 100.00%

124.1 149.1
5000
41.0 91.0 191.1
|| || ! | N 10.80 11.00 11.20 11.40
)M | N G | m/z 149.05 92.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #23765: Phenol, 2-(1,1-dimethylethyl)-
135.0
107.0
5000 HRIR U SUNIL SN B

10.80 11.00 11.20 11.40
m/z 107.00 89.43%

410 770 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
79.0 107.0 135.0
M
R N RA e
10.80 11.00 11.20 11.40
5000 m/z 135.10 52.67%
52.0
28.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119445: Hexestrol
135.0 10.80 11.00 11.20 11.40
m/z 41.00 22 .24%
107.0
5000
J0 40 7o | | 650 2700 |4
e e e e e e e e e e e e R R RS s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 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 : BF107067.D

Aca On : 3 Jul 2018 2:57

Operator : JU/SJ

Sample = J3800-09

Misc :

ALS Vial : 35 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 1H-Pyrazolo[3,4-d]pyrimidin... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
11.10 2.08 ng 36301 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Pvrazolol3.4-dlpvrimidin-4-amine 135 C5H5N5 002380-63-4 50
2 Carbamic acid. N-T1l.l1-bis(triflu... 413 C19H25F6N0O2 296242-69-8 40
3 Hexestrol. O-trifluoroacetvl- 366 C20H21F303 1000365-31-7 39
4 Hexestrol 270 C18H2202 000084-16-2 39
5 Hexestrol 270 C18H2202 005635-50-7 39

Abundance Scan 1490 (11.101 min): BF107067.D (-1484) (-) m/z 135.05 100.00%
136.1
5000
107.0
410 770 \ l 163.1 10.80 11.00 11.20 11.40
ob—drbpp iy 4 m/z 107.00 30.93%
m/z--> 50 100 150 200 250 300 350
Abundance #15420: 1H-Pyrazolo[3,4-d]pyrimidin-4-amine
135.0
5000 D A ey
520 108.0 10.80 11.00 11.20 11.40
: : m/z 121.00 22.67%
| h 79.0
OI\IMI‘\IHIH\IW S— —— ——— —
m/z--> 50 100 150 200 250 300 350
Abundance
135.0
10.80 11.00 11.20 11.40
5000 m/z 163.10 16.07%
107.0
41.0 77.0 175.0 206.0 247.0 281.0 315.0
m/z--> 50 100 150 200 250 300 350
Abundance #194165: Hexestrol, O-trifluoroacetyl-
135.0 10.80 11.00 11.20 11.40
m/z 136.10 10.84%
5000 107.0
0 41.0 69.0 | | 1650 203.02310 295.0 337.0366.0
m/z--> 50 100 150 200 250 300 350 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 : BF107067.D

Aca On : 3 Jul 2018 2:57

Operator : JU/SJ

Sample = J3800-09

Misc :

ALS Vial : 35 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 Acetamide, N-(3-methylphenyl)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.14 4.52 ng 78958 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-(3-methvlphenvl)- 149 C9H11NO 000537-92-8 64
2 Acetamide. N-(4-methviphenvl)- 149 C9H11NO 000103-89-9 64
3 1-(6-Methvl-2-pvridvl)propan-2-one 149 C9H11NO 065702-08-1 64
4 p-Propionotoluidide 163 C10H13NO 002759-55-9 43
5 Phenol, 4-(2-methylpropyl)- 150 C10H140 004167-74-2 38

Abundance Scan 1497 (11.142 min): BF107067.D (-1493) (-) m/z 149.10 100.00%
107.1 149.1
121.1
5000
163.1 MA
41.0 550  77.0 910 135.1 1771 10.80 11.00 11.20 11.40
0...,....',"...'l.',.'-.'..'-',..'.-".,'.'!.-.'i'..'."|.,.-:l..,.'...',. m/z 107.05 91 _.17%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23629: Acetamide, N-(3-methylphenyl)-
107.0 wA
5000 SUMBARAVARAR AARAR AR S
149.0 10.80 11.00 11.20 11.40
43.0 m/z 121.10 53.36%
150 290 630 700910 | 130
miz--> 20 40 60 8 100 120 140 160 180
Abundance
107.0
10.80 11.00 11.20 11.40
5000 149.0 m/z 163.10 32.04%
43.0
15.0 29.0 63.0 9 910 132.0
miz--> 20 40 60 8 100 120 140 160 180
Abundance #23645: 1-(6-Methyl-2-pyridyl)propan-2-one
107.0 10.80 11.00 11.20 11.40
m/z 54.95 12.04%
5000
43.0
o | 650 190 g3 | 134070
mz-> 20 40 60 80 100 120 140 160 180 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 : BF107067.D

Aca On : 3 Jul 2018 2:57

Operator : JU/SJ

Sample = J3800-09

Misc :

ALS Vial : 35 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 5
R.T. EstConc Area Relative to ISTD R.T.
11.18 3.61 ng 63179 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbamic acid. N-T1l.1-bis(triflu... 413 C19H25F6N0O2 296242-69-8 78
2 Hexestrol 270 C18H2202 000084-16-2 64
3 Trichloroacetic acid. l-adamantyvy... 310 C13H17C1302 1000282-92-0 50
4 Hexestrol. O-trifluoroacetvl- 366 C20H21F303 1000365-31-7 50
5 Hexestrol 270 C18H2202 005635-50-7 50
Abundance Scan 1503 (11.177 min): BF107067.D (-1500) (-) m/z 135.10 100.00%
135.1
5000
4.0 770 10|7'1 10.80 11.00 11.20 11.40
Ottt e e e e m/z 107.05 15.45%
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 10.76%
107.0
o 410 770 | 175.0 2060231025602810 315.0
I""I""I""I""I""I""IIIII I DA B B D B B B
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
135.0
10.80 11.00 11.20 11.40
5000 m/z 41.00 6.08%
107.0
oL A0 770 165.0 2120 270.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152401: Trichloroacetic acid, 1-adamantylmethy! ester R EammE L
135.0 10.80 11.00 11.20 11.40
m/z 95.00 5.16%
5000
o MOGN)%O‘ | 165.0 193.0 310.0
miz-> 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\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107067.D

Aca On : 3 Jul 2018 2:57

Operator : JU/SJ

Sample = J3800-09

Misc :

ALS Vial : 35 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 1-(6-Methyl-2-pyridyl)propa... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.22 2.19 ng 38350 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-(6-Methvl-2-pvridvD)propan-2-one 149 C9H11NO 065702-08-1 72
2 2-Methvl-4-hvdroxvbenzoxazole 149 C8H7NO2 051110-60-2 50
3 6-Amino-1-methvlpurine 149 C6H7N5 005142-22-3 50
4 1H-Benzotriazole. 5-methoxv- 149 C7H7N30 027799-91-3 33
5 Phthalic acid, 2,7-dimethyloct-7... 426 C27H3804 1000315-49-4 28
Abundance Scan 1510 (11.219 min): BF107067.D (-1508) (-) m/z 149.10 100.00%
149.1
107.0 Uﬂ
5000 Ahﬂ
30 2% 770 a0 12111350 | 11,00 11,20 11.40 11.60
Orrrrprrrrprrrr e et et e e b e m/z 107.00 54.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23645: 1-(6-Methyl-2-pyridyl)propan-2-one
107.0 mﬂ
5000 BN IR RS R
43.0 11,00 11.20 11.40 11.60
m/z 150.10 12_.78%
) 66.0 790 920 || 19901340 1490
mizes 10 20 30 40 %0 8 75 8 90 100 110 150 130 130 120
Abundance
149.0
'1—v—v—v—|—v—v—v—v-|—v—v—
107.0 11.00 11.20 11.40 11.60
5000 ' m/z 55.00 11.96%
39.0 52.0 79.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23469: 6-Amino-1-methylpurine R B R Emma s
149.0 11.00 11.20 11.40 11.60
m/z 121.10 10.73%
5000 420
68.0
28.0 94.0 121.0
15.0
108.0
0"'P'”I'”'P"W'”'ifﬁl”'W'”gi?”l'”'P'”l”'W'”}P?RI”'W'”'I
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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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107067.D

Aca On : 3 Jul 2018 2:57

Operator : JU/SJ

Sample = J3800-09

Misc :

ALS Vial : 35 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 Dotriacontyl pentafluoropro... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.95 3.09 ng 56293 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dotriacontvl pentafluoropropionate 612 C35H65F502 1000351-81-4 91
2 Tetratriacontvl heptafluorobutvrate 691 C38H69F702 1000351-84-1 91
3 Octacosvl heptafluorobutvrate 606 C32H57F702 1000351-83-6 91
4 Triacontvl pentafluoropropionate 584 C33H61F502 1000351-80-0 91
5 Hexatriacontyl pentafluoropropio... 669 C39H73F502 1000351-89-0 91
Abundance Scan 1974 (13.948 min): BF107067.D (-1971) (-) m/z 57.00 100.00%
57.0
5000
1.1 LU BRI U
189.1 810 13.60 13.80 14.00 14.20
Ot r m/z 43.00 71.90%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #241397: Dotriaconty| pentafluoropropionate
57.0
5000 111.0 13.60 13.80 14.00 14.20
m/z 55.00 54_.78%
ol \H ! \ 4}?7 0 222.0 278.0 334.0 390.0 448.0 594.0
m/z--> 55 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57.0
13.60 13.80 14.00 14.20
5000 m/z 71.05 53.23%
111.0
ol 167.0222.0 278.0334.0390.0  476.0 672.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #241205: Octacosyl heptafluorobutyrate
57.0 13.60 13.80 14.00 14.20
m/z 83.05 49.60%
5000 1o
ol l \169.0 236.02920  392.0 588.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 1360 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107067.D

Aca On : 3 Jul 2018 2:57

Operator : JU/SJ

Sample = J3800-09

Misc :

ALS Vial : 35 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 12 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.89 2.14 ng 39084 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 87
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 86
4 Octacosane 394 C28H58 000630-02-4 80
5 Hexadecane 226 C16H34 000544-76-3 72
Abundance Scan 2134 (14.889 min): BF107067.D (-2132) (-) m/z 57.00 100.00%
57.0
5000
1510 1810 2231 2651 341.0 ' 14.60 14.80 15.00 15.20
ob—— m/z 71.10 74.91%
m/z--> 50 100 150 200 250 300
Abundance #141426: Heneicosane
57.0
85.0
5000 R AR SUNLE S SR
14.60 14.80 15.00 15.20
m/z 43.00 56.79%
29.0 113.0
0 \‘ “\ h\ H\ ‘hw h‘ u‘ “14%0‘16‘90 197.0 225.0 253.0 296.0
m/z--> 55 160 1éo 260 2%0 360
Abundance
57.0
' 14.60 14.80 15.00 15.20
5000 85.0 m/z 85.05 42_.17%
29.0
113.0 141 197.0
o——4tpll oy 0 o T
m/z--> 55 160 1éo 200 250 360
Abundance #141433: Pentadecane, 8-hexyl- R B B e
43.0 14.60 14.80 15.00 15.20
m/z 55.00 30.16%
71.0
5000
99.0 196.0
oL L4 T AO080 | oosozsposs00
m/z--> 50 100 150 200 250 300 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107067.D

Aca On : 3 Jul 2018 2:57

Operator : JU/SJ

Sample = J3800-09

Misc :

ALS Vial : 35 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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.11 2.17 ng 27218 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 53
2 Tridecane. 2-methvl- 198 C14H30 001560-96-9 50
3 Tetratetracontane 619 C44H90 007098-22-8 50
4 Hexadecane. l1l-i1odo- 352 C16H33l1 000544-77-4 50
5 Heptacosane 380 C27H56 000593-49-7 50
Abundance Scan 2342 (16.112 min): BF107067.D (-2339) (-) m/z 57.05 100.00%
57.0
5000
15.80 16.00 16.20 16.40
O m/z 71.10 77 .97%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129512: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 UL MR BN SULBULN BN
mmmmmmmm
113.0 m/z 43.00 66.73%
169.0
Oluu‘!. “ h\ H \‘ “ ‘ I\ ‘.‘..'.‘ ””26|7”0| R RARREREEREEEE SR
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
15.80 16.00 16.20 16.40
5000 m/z 85.10 41 .36%
155.0
oy e
m/z--> 0 55 160 1éo 200 250 300 350 400 4%0 560 séo 660
Abundance #241528: Tetratetracontane A E
57.0 15.80 16.00 16.20 16.40
m/z 83.05 37.38%
5000
130 169.0
ol A AT 17200 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0 N —
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 15. 80 16 00 16. 20 16. 40

8270-BF061918_.M Tue Jul 03 12:29:16 2018 Page: 15



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF070218\
Data File : BF107067.D

Acq On : 3 Jul 2018 2:57

Operator : JU/SJ

Sample - J3800-09

Misc :

ALS Vial : 35 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... 5.19 5.3 ng 79127 1 6.95 295766 20.0
unknown6.74 6.74 76.3 ng 1128620 1 6.95 295766 20.0
Phenol, 4-(1,1,3,... 10.96 2.7 ng 47675 4 11.49 349570 20.0
Silane, chlorotri... 10.99 3.5 ng 60252 4 11.49 349570 20.0
unknown1l1.02 11.02 3.2 ng 56109 4 11.49 349570 20.0
1H-Pyrazolo[3,4-d... 11.10 2.1 ng 36301 4 11.49 349570 20.0
Acetamide, N-(3-m... 11.14 4.5 ng 78958 4 11.49 349570 20.0
Carbamic acid, N-... 11.18 3.6 ng 63179 4 11.49 349570 20.0
1-(6-Methyl-2-pyr... 11.22 2.2 ng 38350 4 11.49 349570 20.0
Dotriacontyl pent... 13.95 3.1 ng 56293 5 14.15 364586 20.0
Heneicosane 14 .89 2.1 ng 39084 5 14.15 364586 20.0
Hexadecane, 2,6,1... 16.11 2.2 ng 27218 6 15.69 250927 20.0
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