LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062618\
Data File : BF106860.D

Aca On : 27 Jun 2018 8:37

Operator : JU/SJ

Sample : J3693-01

Misc :

ALS Vial : 46 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 5.190 481 485 493 rBV 33979 40030 3.07% 0.474%
2 5.596 551 554 568 rBB 537241 513830 39.44% 6.090%
3 6.595 721 724 736 rBV 358635 326325 25.05% 3.868%
4 6.737 743 748 751 rBV 936319 862656 66.21% 10.224%
5 6.954 782 785 789 rBV 280649 239260 18.36% 2.836%
6 7.113 808 812 815 rBV 881013 752191 57.73% 8.915%
7 7.525 877 882 885 rBV 667453 638020 48.97% 7.562%
8 8.237 1000 1003 1009 rBV 276105 262596 20.15% 3.112%
9 8.972 1121 1128 1134 rBV 44056 59110 4 .54% 0.701%
10 9.072 1142 1145 1152 rVB 24797 25218 1.94% 0.299%
11 9.213 1165 1169 1176 rVB4 30356 38108 2.92% 0.452%
12 9.313 1182 1186 1189 rBVY 1183056 1034539 79.40% 12.261%
13 9.378 1195 1197 1205 rVB5 13128 21709 1.67% 0.257%
14 9.701 1249 1252 1261 rVB 17542 18489 1.42% 0.219%
15 9.995 1299 1302 1308 rBvV2 285744 263784 20.25% 3.126%
16 10.189 1332 1335 1338 rBvV 21225 20198 1.55% 0.239%
17 10.283 1348 1351 1354 rVB 32877 28367 2.18% 0.336%
18 10.613 1402 1407 1411 rVB 39335 34565 2.65% 0.410%
19 10.795 1434 1438 1441 rBvV 694880 677397 51.99% 8.028%
20 10.907 1454 1457 1460 rVB 34575 29258 2.25% 0.347%
21 10.960 1463 1466 1468 rBV 67439 52605 4.04% 0.623%
22 10.989 1468 1471 1475 rVvVv2 72430 87211 6.69% 1.034%
23 11.025 1475 1477 1480 rVvVv 70059 61379 4.71% 0.727%
24 11.054 1480 1482 1484 rVB 32085 24938 1.91% 0.296%
25 11.142 1493 1497 1500 rVB3 49574 55503 4.26% 0.658%
26 11.178 1500 1503 1505 rVvVv 56018 48029 3.69% 0.569%
27 11.219 1508 1510 1513 rVB 33307 26967 2.07% 0.320%
28 11.489 1552 1556 1562 rBV 327923 275882 21.17% 3.270%
29 12.872 1789 1791 1796 rBV3 13231 13665 1.05% 0.162%
30 13.077 1821 1826 1829 rBV 1344658 1302921 100.00% 15.442%
31 13.619 1915 1918 1921 rBV 41568 34671 2.66% 0.411%
32 13.954 1972 1975 1982 rBV 38630 41676 3.20% 0.494%

33 14.142 2003 2007 2011 rBV 354401 325663 24.99% 3.860%
34 15.683 2263 2269 2275 rVB 150467 200664 15.40% 2.378%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062618\
Data File : BF106860.D

Aca On : 27 Jun 2018 8:37

Operator : JU/SJ

Sample : J3693-01

Misc :

ALS Vial : 46 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: 8437424
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062618\
Data File : BF106860.D

Aca On : 27 Jun 2018 8:37

Operator : JU/SJ

Sample : J3693-01

Misc :

ALS Vial : 46 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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062618\
Data File : BF106860.D

Aca On : 27 Jun 2018 8:37

Operator : JU/SJ

Sample : J3693-01

Misc :

ALS Vial : 46 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 9

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

5.19 3.35 ng 40030 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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 40
3 3-Hexanol 102 C6H140 000623-37-0 33
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 32
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 485 (5.190 min): BF106860.D (-481) (-) m/z 43.00 100.00%
43.0
59.0
5000
1011 SRR RS UL R
| 83.0 | 480 5.00 520 5.40 5.60
e T L o o O m/z 59.00 62.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 2B 5o 520 S0 Sk
0
150 a0 1010 m/z 101.10 22 .93%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 480 500 520 540 5.60
5000 m/z 58.00 17.21%
20.0 101.0
15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol LI L L L B L BB B
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 9.98%
5000 310 73.0
| ‘ L N 84.0 101.0
miz--> 10 20 3'0 & %0 60 70 80 90 100 110 480 500 520 540 5.60

8270-BF061918_.M Wed Jun 27 15:49:01 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062618\
Data File : BF106860.D

Aca On : 27 Jun 2018 8:37

Operator : JU/SJ

Sample : J3693-01

Misc :

ALS Vial : 46 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 72.11 ng 862656 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 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 749 (6.742 min): BF106860.D (-743) (-) m/z 132.00 100.00%
132.0
5000
68.1
200 s40 || 96|-1 | 6.40 6.60 6.80 7.00
rperrrrrree b e e e et e e e e m/z 134.00 33.18%
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 LR U S U
6.40 6.60 6.80 7.00
310 510 ‘ m/z 68.10 29.47%
| 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 67.0 m/z 66.00 18.25%
41.0 97.0
53.0
79.0 117.0
wmwmwwmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- —
132.0 6.40 6.60 6.80 7.00

m/z 69.10 11.98%

5000

63.0
15.0 280 390 520 m 77‘0 90\9 10‘\101160 ‘

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\BF062618\
Data File : BF106860.D

Aca On : 27 Jun 2018 8:37

Operator : JU/SJ

Sample : J3693-01

Misc :

ALS Vial : 46 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 unknown8.97 Concentration Rank 4

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

8.97 4_.50 ng 59110 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrrololl.2-alpvrazine-1.4-dione... 154 C7H10N202 019179-12-5 43
2 Bicvclol2.2.21octane-1-carboxvli... 154 C9H1402 000699-55-8 43
3 2(1H)-Pvridinethione 111 C5H5NS 002637-34-5 35
4 Octahvdronaphthalen-4a-ol 154 C10H180 055693-34-0 32
5 2(1H)-Pyridinone, 3-hydroxy- 111 C5H5NO2 016867-04-2 18

Abundance Scan 1128 (8.972 min): BF106860.D (-1121) (-) m/z 111.10 100.00%
1111
154.1
67.0
5000 81.1
411 55.0 125.1
| | 97.0 8.60 8.80 9.00 9.20 9.40
”W””P”W””Phﬁl”PhL”lP”W””P”W””PJW””P”W””P' m/z 154.10 12.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27314: Pyrrolo[1,2-a]pyrazine-1,4-dione, hexahydro-
83.0 111.0 154.0
41.0 0.0
5000 55.0 -----,-........‘.A..
98.0 8.60 8.80 9.00 9.20 9.40
' 126.0 m/z 67.00 64 .25%
RN R R AR R R R R | ll"'I"N'I""Il"'l"‘l'I':'I-'3'9I'0'"I""I"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
109.0 154.0
67.0 125.0 8.60 8.80 9.00 9.20 9.40
5000 39.0 g0 m/z 109.10 59.74%
53.0 '
14,0 260 93.0 139.0
mwmmmmmmrrmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6076: 2(1H)-Pyridinethione
67.0 111.0 8.60 8.80 9.00 9.20 9.40
m/z 81.10 39.87%
5000
51.0
, 39.0 83.0
...,1.4.9,...‘.,...‘l‘,‘..‘..‘l..‘l N T 9.?.-9....lw...,....,....,....,....,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062618\
Data File : BF106860.D

Aca On : 27 Jun 2018 8:37

Operator : JU/SJ

Sample : J3693-01

Misc :

ALS Vial : 46 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 unknown9.21 Concentration Rank 10

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

9.21 2.89 ng 38108 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acrvlic acid. 3-(1l-methvlcvclopr... 126 C7H1002 1000149-48-7 43
2 Cvclopropanecarboxvlic acid. 2.2... 168 C10H1602 015259-78-6 27
3 p-Anisidine. 3-nitro-. 168 C7H8N203 000577-72-0 25
4 2-Cvclohexen-1-one. 2-hvdroxv-4.... 168 C10H1602 064637-01-0 22
5 Bicyclo[3.3.1]nonane-1-carboxyli... 168 C10H1602 017530-63-1 22

Abundance Scan 1169 (9.213 min): BF106860.D (-1165) (-) m/z 168.10 100.00%
81.0 111.0 168.1
5000 67.0 1351
41.0
il - 850 500 920 9.0 S50
e m/z 81.05 97.81%
m/z--> 20 40 60 80 100 120 140 160
Abundance #11203: Acrylic acid, 3-(1-methylcyclopropyl)-, E
81.0
111.0
98.0
5000 40 8.80 9.00 9.20 9.40 9.60
210 ‘T'O s m/z 111.00  85.03%
— ...l....lg%g.l....l ey .|.“....|....|....
m/z--> 20 40 60 80 100 120 140 160
Abundance
123.0
81.0
8.80 9.00 9.20 9.40 9.60
41.0 0
5000 168.0 m/z 123.10 57.61%
67.0 107.0 153.0
27,0 54,0 94,0 139.0
miz--> 20 40 60 80 100 120 140 160
Abundance #37072: p-Anisidine, 3-nitro-,
168.0 8.80 9.00 9.20 9.40 9.60
65.0 920 m/z 125.10 50.88%
5000 520 79.0
153.0
28.0 107.0
280 il AL .“l“- , ,M; ol 1220 1380 ,\ e
m/z--> 20 40 60 80 100 120 140 160 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062618\
Data File : BF106860.D

Aca On : 27 Jun 2018 8:37

Operator : JU/SJ

Sample : J3693-01

Misc :

ALS Vial : 46 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 unknownl10.28 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.28 2.15 ng 28367 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Chlorobenzoic acid. 2-(l-adama... 318 C19H23CIl02 1000292-27-9 43
2 Cvclopentanespiro-2°-bicvcloll.1... 162 C12H18 114310-66-6 38
3 Imidazoll.2-alpvridin-2(3H)-one 134 C7H6N20 003999-06-2 38
4 Benzoic acid. 2-hvdroxv-6-methyl... 180 C10H1203 006555-40-4 30
5 Benzenamine, N,N,3-trimethyl- 135 C9H13N 000121-72-2 30
Abundance Scan 1350 (10.278 min): BF106860.D (-1348) (-) m/z 134.10 100.00%
1341
79.0
5000 530 162.1
: 180.1
39.0 65. 119.0 SR E A SRR ARE
Il || 10.00 10.20 10.40 10.60
,...w....,. I e L A B m/z 79.00 61.38%
miz--> 20 60 80 100 120 140 160 180
Abundance #159694: 2-Chlorobenzoic acid, 2-(1-adamantyl)ethy! ester
135.0 162.0
5000 RS SRR BN SUNE
10.00 10.20 10.40 10.60
0
790 930 1, m/z 162.10 51.57%
27.0 41.0 55.0 ol 1149.0 183.0
mz> 30 40 e s Wo o 1o o 1o
Abundance
79.0
162.0 R AR A R S
94.0 10.'00 10.'20 10.'40 10.|60
m/z 135.10 49 .49%
5000
133.0
41.0 119.0
65.0
miz-> 20 40 60 80 100 120 140 160 180
Abundance #15188: Imidazo[1,2-a]pyridin-2(3H)-one
134.0 10.00 10.20 10.40 10.60
52.0 79.0 m/z 137.10 41 .77%
5000
39.0
\\m el \\ 9401?\80 |
1l m\
miz--> 20 4I 1(')0 12'0 14'10 1('30 15';0 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062618\
Data File : BF106860.D

Aca On : 27 Jun 2018 8:37

Operator : JU/SJ

Sample : J3693-01

Misc :

ALS Vial : 46 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 Tributyl phosphate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.61 2.62 ng 34565 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tributvl phosphate 266 C12H2704P 000126-73-8 90
2 Phosphoric acid. dibutvl 1.1-dim... 352 C13H25F404P 1000298-93-9 43
3 Butvl diethvl phosphate 210 C8H1904P 1000298-58-0 38
4 Phosphoric acid. dipropvl nonvl ... 308 C15H3304P 1000309-01-0 36
5 Tripropyl phosphate 224 C9H2104P 000513-08-6 9
Abundance Scan 1407 (10.613 min): BF106860.D (-1402) (-) m/z 99.00 100.00%
9d.0
5000
57.0 155.0 AU N
L 125.0 211.1 10.20 10.40 10.60 10.80 11.00
N e m/z 155.00 18.54%
m/z--> 50 100 150 200 250 300 350
Abundance #115148: Tributyl phosphate
99.0
I
5000 LN AR SUNL I
10.20 10.40 10.60 10.80 11.00
57.0 155.0 m/z 57.00 15.21%
I S O Y =7 S
m/z--> 50 100 150 200 250 300 350
Abundance
99.0
10.20 10.40 10.60 10.80 11.00
5000 m/z 41.05 13.72%
41.0 155.0
73.0 125.0 225.0251.0  297.0 337.0
m/z--> 50 100 150 200 250 300 350
Abundance #69823: Buty! diethyl phosphate B o
99.0 10.20 10.40 10.60 10.80 11.00
127.0 155.0 m/z 125.00 9.94%
5000
m/z--> 50 100 150 200 250 300 350 10.20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062618\
Data File : BF106860.D

Aca On : 27 Jun 2018 8:37

Operator : JU/SJ

Sample : J3693-01

Misc :

ALS Vial : 46 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-(2,6-dimethylp... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.91 2.12 ng 29258 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-(2.6-dimethviphenvl)- 163 C10H13NO 002198-53-0 52
2 3" .4"-Acetoxvlide 163 C10H13NO 002198-54-1 50
3 2-Acetamidotropone 163 C9HONO2 006422-12-4 49
4 Acetamide. N-methvIl-N-(4-methvlp... 163 C10H13NO 000612-03-3 47
5 Oxalic acid, isobutyl 2-isopropy... 264 C15H2004 1000309-56-2 43
Abundance Scan 1458 (10.913 min): BF106860.D (-1454) (-) m/z 121.10 100.00%
121.1
5000 107.1
163.1
41.0 77.0 91 0 135.1 trrd 10.60 10.80 11.00 11.20
S vl VR s T M .|,. m/z 107.05 44 _99%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32869: Acetamide, N-(2,6-dimethylphenyl)-
121.0
163.0
5000 RN NS IR
106.0 10.60 10.80 11.00 11.20
43.0 m/z 163.10 34 .43%
77.0 91.0
630 | 1 | \ 1480 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
106.0 121.0
43.0 10.60 10.80 11.00 11.20
5000 163.0 m/z 177.10 16.13%
77.0
15.0 91.0
630 146.0
miz--> 20 40 60 80 100 120 140 160 180 i |
Abundance #33136: 2-Acetamidotropone e e
121.0 10.60 10.80 11.00 11.20
m/z 122.10 9.69%
5000 163.0
43.0 93.0
oo | G0 | | e |
m/z--> 20 40 60 80 100 120 140 160 180 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062618\
Data File : BF106860.D

Aca On : 27 Jun 2018 8:37

Operator : JU/SJ

Sample : J3693-01

Misc :

ALS Vial : 46 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 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.96 3.81 ng 52605 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
2 Carbamic acid. N-T1.1-bis(triflu... 413 C19H25F6NO2 296242-69-8 72
4-(1.1-Dimethvlpropvl)phenvl ace... 206 C13H1802 1000373-45-3 64
4 1-Adamantanecarboxvlic acid chlo... 198 C11H15CIO 002094-72-6 59
5 4-tert-Butylphenyl acetate 192 C12H1602 003056-64-2 56
Abundance Scan 1466 (10.960 min): BF106860.D (-1463) (-) m/z 135.10 100.00%
135.1
5000
410 770 10|7'1 220.2 10.60 10.80 11.00 11.20
'”P”'L”W””P'AP”J”'"”P”W”'W””P”"”W””P”W'”W' m/z 107.10 16.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
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 10.38%
170, | | 770 163.0 2°§0
m/z--> ﬁo 40 60 80 160 120 140 160 180 200 220 240 260 280 300
Abundance
135.0
10.60 10.80 11.00 11.20
5000 m/z 121.10 7.14%
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 #65961: 4-(1,1-Dimethylpropyl)phenyl acetate
135.0 10.60 10.80 11.00 11.20
m/z 41.00 6.29%
5000
107.0 164.0
15.0 430 770\ ‘ | ‘ | 20\60
miz-> 20 40 60 85 100 120 140 150 180 200 230 240 260 230 30 | | 10,60 10.80 1100 1120

8270-BF061918_.M Wed Jun 27 15:49:06 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062618\
Data File : BF106860.D

Aca On : 27 Jun 2018 8:37

Operator : JU/SJ

Sample : J3693-01

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Silane, chlorotripropyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.99 6.32 ng 87211 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. chlorotripropvl- 192 C9H21CISi 000995-25-5 50
2 Pvridine-3-carbonitrile. 1.2-dih... 191 C9H9N302 220098-92-0 38
3 Butanamide. N-(4-methvlphenvl)-3._.. 191 C11H13NO2 002415-85-2 38
4 Phenol. 2-(1.1-dimethvlethv)-5-_... 164 C11H160 000088-60-8 35
5 Butanamide, N-(2-methylphenyl)-3... 191 C11H13NO2 000093-68-5 35
Abundance Scan 1471 (10.989 min): BF106860.D (-1468) (-) m/z 149.10 100.00%
107.1 149.1
5000
191.2
55.0
77.0 1311 220.2 10.60 10.80 11.00 11.20 11.40
| LY RN YRR RS i S N N m/z 107.05 89.61%
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 121.10 56.03%
o Ly L
oo LA o ] a0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43.0 149.0
10.60 10.80 11.00 11.20 11.40
5000 m/z 191.20 31.10%
120.0 191.0
T T ....q3;9.§2'?... [rrrr T T %69'9 SR SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53714: Butanamide, N-(4-methylphenyl)-3-oxo- R e e
107.0 10.60 10.80 11.00 11.20 11.40
m/z 55.00 18.27%
5000 191.0
43.0 133.0
77.0
15.0 | m ‘M L | 158.0 |
m/z--> 2'0 40 6|0 8|0 1(')0 120 14'10 160 180 200 220 10,60 10.80 11.00 11.20 11.40

8270-BF061918_.M Wed Jun 27 15:49:07 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062618\
Data File : BF106860.D

Aca On : 27 Jun 2018 8:37

Operator : JU/SJ

Sample : J3693-01

Misc :

ALS Vial : 46 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 Phenol, p-tert-butyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.02 4.45 ng 61379 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 58
2 Phenol. 4-(1.1-dimethvipropvl)- 164 C11H160 000080-46-6 50
3 Hexestrol. O-heptafluorobutvrvl- 466 C22H21F703 1000365-31-9 50
4 Hexestrol. O-acetvl- 312 C20H2403 1000374-87-8 50
5 Hexestrol 270 C18H2202 005635-50-7 47
Abundance Scan 1476 (11.019 min): BF106860.D (-1475) (-) m/z 121.05 100.00%
12f.1
5000
55.0
91.o| | 19|1-1 10.80 11.00 11.20 11.40
gt m/z 149.05  87.34%
m/z--> 50 100 150 200 250 300 350
Abundance #23712: Phenol, p-tert-butyl-
135.0
5000
10.80 11.00 11.20 11.40
470 95.0 ‘ m/z 107.05 78.62%
‘ ol | H L1
m/z--> 50 100 150 200 250 300 350 '
Abundance
135.0
10.80 11.00 11.20 11.40
5000 m/z 135.10 66.99%
41.0 95.0 165.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #230198: Hexestrol, O-heptafluorobutyryl-
135.0 10.80 11.00 11.20 11.40
m/z 55.00 20.40%
5000
410 910/ 169.0 2110  272.0303.0 395.0
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\HPCHEMI1\BNA F\DATA\BF062618\
Data File : BF106860.D

Aca On : 27 Jun 2018 8:37

Operator : JU/SJ

Sample : J3693-01

Misc :

ALS Vial : 46 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 unknownll.14 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

11.14 4.02 ng 55503 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvl-4-hvdroxvbenzoxazole 149 C8H7NO2 051110-60-2 47
2 Benzene. l-ethoxv-4-ethvl- 150 C10H140 001585-06-4 43
3 3-(4-ButhoxvbenzvIithio)-1.2.4-(4... 263 C13H17N30S 057736-49-9 38
4 Phenol. 2-(1.1-dimethvlethvI)-5-_... 164 C11H160 000088-60-8 38
5 BH-Pyrrolo(3,2-d)pyrimidine-2,4-._.. 149 C6H7N5 1000244-21-4 38
Abundance Scan 1497 (11.142 min): BF106860.D (-1493) (-) m/z 149.10 100.00%

107.1 149.1
5000
580 770 177.2 10.80 11.00 11.20 11.40

SOV S PR I JL...H.”HH...”...”,”.W.” m/z 107.10 94.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #23533: 2-Methyl-4-hydroxybenzoxazole
149.0
107.0
5000
10.80 11.00 11.20 11.40
520 m/z 121.05 60.00%
79.0
”.ﬂkﬂ.“.”h”.wﬂh.p.”,nﬂw.”...” T
m/z--> 2 60 80 100 120 140 160 180 200 220 240 260
Abundance
107.0
10.80 11.00 11.20 11.40
5000 m/z 163.10 28.80%
150.0
77.0
27.0
51.0 129.0
T T T e e e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #112981: 3-(4-Buthoxybenzylthio)-1,2,4-(4H)-triazole
107.0 10.80 11.00 11.20 11.40
m/z 135.05 19.21%
5000 163.0
550 770 | 1350 | 220.0 263.0
R o R RN R RS R n e s By e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.80 11.00 11.20 11.40

8270-BF061918_.M Wed Jun 27 15:49:08 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062618\
Data File : BF106860.D

Aca On : 27 Jun 2018 8:37

Operator : JU/SJ

Sample : J3693-01

Misc :

ALS Vial : 46 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 Carbamic acid, N-[1,1-bis(t... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

11.18  3.48ng 48029  Phenanthrene-di0 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Carbamic acid. N-I1.1-bis(triflu... 413 C19H25F6NO2 296242-69-8 72
2 Tricvclol3.3.1.1(3.7)1decane-1-c... 494 C18H18F1202 1000141-65-1 50

3 Hexestrol 270 C18H2202 000084-16-2 50
4 Hexestrol. O-trifluoroacetvl- 366 C20H21F303 1000365-31-7 45
5 o-Anisic acid, tridec-2-ynyl ester 330 C21H3003 1000292-57-9 45
Abundance Scan 1503 (11.178 min): BF106860.D (-1500) (-) m/z 135.10 100.00%
136.1
5000
41.0 9. 10.80 11.00 11.20 11.40
B o o S o m/z 107 .05 16.26%
m/z--> 50 100 150 200 250 300 350 400 450
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 10.64%
41.0 91.0 206.0 247.0284.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance
135.0
10.80 11.00 11.20 11.40
5000 m/z 41.00 6.14%

41.0 79.0
243.0 475.0 M W
T T T T e R e e e e
m/z--> 50 100 150 200 250 300 350 400 450 hLWJhVW“MﬂMVv

Abundance #119447: Hexestrol R ma RS
135.0 10.80 11.00 11.20 11.40
m/z 95.00 4 _30%
5000
77.0
SRR ¥ PSR W, — b e el
m/z--> 50 100 150 200 250 300 350 400 450 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062618\
Data File : BF106860.D

Aca On : 27 Jun 2018 8:37

Operator : JU/SJ

Sample : J3693-01

Misc :

ALS Vial : 46 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 Ethanol, 2-butoxy-, phospha... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.62 2.13 ng 34671 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv-. phosphate (3:1) 398 C18H3907P 000078-51-3 91
2 Butane. 1.1"-Toxvbis(2.1-ethaned... 218 C12H2603 000112-73-2 27
3 Succinic acid. di(2-butoxvethvl)... 318 C16H3006 1000325-84-7 25
4 3-Cvclopentvlpropionic acid. 4-m... 242 C14H2603 1000354-33-2 25
5 trans-2,3-Epoxyoctane 128 C8H160 028180-70-3 22
Abundance Scan 1918 (13.619 min): BF106860.D (-1915) (-) m/z 57.05 100.00%
57.0
5000 125.0
199.0
3 1550 ‘ | 2550 299 " 13.40 13.60 13.80 14.00
e m/z 45.00 69.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #210990: Ethanol, 2-butoxy-, phosphate (3:1)
57.0
5000 1250 RIS AN SUNIL SR B
13.40 13.60 13.80 14.00
199.0 m/z 56.00 66.27%
H 15f0 299.0
270, | 810 | | |20 ) 355.0 399.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
13.40 13.60 13.80 14.00
5000 m/z 85.10 55.60%
101.0
27.0 131.0
mz-> 50 100 150 200 250 300 350 400
Abundance #159465: Succinic acid, di(2-butoxyethyl) ester
57.0 101.0 13.40 13.60 13.80 14.00
m/z 125.00 43.20%
5000
145.0
201.0 245.0
/L) D 0 O N 1.1 N [ N |
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062618\
Data File : BF106860.D

Aca On : 27 Jun 2018 8:37

Operator : JU/SJ

Sample : J3693-01

Misc :

ALS Vial : 46 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 15 Heptafluorobutyric acid, n-... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.95 2.56 ng 41676 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 91
2 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 90
5 n-Tetracosanol-1 354 C24H500 000506-51-4 87
Abundance Scan 1974 (13.948 min): BF106860.D (-1972) (-) m/z 57.00 100.00%
57.0
97.1
5000
183.0 RN AU BRI U
| | 207.0 13.60 13.80 14.00 14.20
- s m/z 43.00 84 .83%
m/z--> 50 100 150 200 250 300 350
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester
57.0
97.0
5000 RN AU BRI UG
13.60 13.80 14.00 14.20
1660 m/z 83.00 84.05%
26.0 :
2 L ,\h 0 %00 2410 3920
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
83.0 RN BRI U
13.60 13.80 14.00 14.20
5000 m/z 55.00 80.34%
L1 W
182.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #205392: Trichloroacetic acid, hexadecy! ester A Ba T o
43.0 13.60 13.80 14.00 14.20
83.0 m/z 69.00 71.93%
5000
Pzao
H'J'J"u'hﬂ'kl$%q }?qngiq U SO SR RN AU BRI U
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062618\
Data File : BF106860.D

Acq On : 27 Jun 2018 8:37

Operator : JU/SJ

Sample - J3693-01

Misc :

ALS Vial : 46 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 3.4 ng 40030 1 6.95 239260 20.0
unknown6 .74 6.74 72.1 ng 862656 1 6.95 239260 20.0
unknown8 .97 8.97 4.5 ng 59110 2 8.24 262596 20.0
unknown9 .21 9.21 2.9 ng 38108 3 10.00 263784 20.0
unknown10.28 10.28 2.1 ng 28367 3 10.00 263784 20.0
Tributyl phosphate 10.61 2.6 ng 34565 3 10.00 263784 20.0
Acetamide, N-(2,6... 10.91 2.1 ng 29258 4 11.49 275882 20.0
Phenol, 4-(1,1,3,... 10.96 3.8 ng 52605 4 11.49 275882 20.0
Silane, chlorotri... 10.99 6.3 ng 87211 4 11.49 275882 20.0
Phenol, p-tert-bu... 11.02 4.5 ng 61379 4 11.49 275882 20.0
unknownll.14 11.14 4.0 ng 55503 4 11.49 275882 20.0
Carbamic acid, N-... 11.18 3.5 ng 48029 4 11.49 275882 20.0
Ethanol, 2-butoxy... 13.62 2.1 ng 34671 5 14.14 325663 20.0
Heptafluorobutyri... 13.95 2.6 ng 41676 5 14.14 325663 20.0
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