LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117847.D

Aca On : 18 Nov 2019 20:45

Operator :© JU

Sample - K5865-11

Misc :

ALS Vial : 22 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-BF111319.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 2.199 14 19 27 rVB 778729 1039711 5.24% 1.585%
2 3.669 262 269 278 rBV 310034 465653 2.35% 0.710%
3 4.563 408 421 424 rBV 8943152 19842520 100.00% 30.248%
4 5.175 508 525 528 rBVY 5452677 12735231 64.18% 19.414%
5 6.534 752 756 766 rBV 957249 940701 4.74% 1.434%
6 6.922 818 822 825 rBVY 1639452 1306736 6.59% 1.992%
7 7.081 845 849 852 rVB 3540869 3107192 15.66% 4_.737%
8 7.240 872 876 879 rBV 358443 291079 1.47% 0.444%
9 7.481 910 917 920 rBVY 2751943 2344374 11.81% 3.574%
10 8.210 1037 1041 1043 rBvV 1758110 1528421 7.70% 2.330%

11 9.286 1220 1224 1227 rBV 5307690 4479225 22.57% 6.828%
12 9.675 1288 1290 1295 rBV 419154 432892 2.18% 0.660%
13 9.969 1336 1340 1344 rVV 2146367 1731384 8.73% 2.639%
14 10.398 1411 1413 1416 rVB 305018 218614 1.10% 0.333%
15 10.875 1491 1494 1502 rVB2 354729 513138 2.59% 0.782%

16 11.322 1567 1570 1573 rBV 345339 298391 1.50% 0.455%
17 11.463 1590 1594 1596 rBV 1946855 1612203 8.12% 2.458%
18 11.486 1596 1598 1601 rVvVv 773974 628810 3.17% 0.959%
19 11.751 1640 1643 1646 rVB 267118 225153 1.13% 0.343%
20 11.963 1677 1679 1681 rBV 218740 205166 1.03% 0.313%

21 11.992 1681 1684 1687 rVB 286837 259190 1.31% 0.395%
22 12.075 1695 1698 1701 rBV2 190056 210177 1.06% 0.320%
23 12.551 1776 1779 1782 rVvv2 270018 254124 1.28% 0.387%
24 12.680 1797 1801 1806 rVvVv 862507 715904 3.61% 1.091%
25 12.910 1834 1840 1846 rBV 885391 1023010 5.16% 1.559%

26 13.051 1860 1864 1872 rVB 4462878 4125085 20.79% 6.288%
27 13.951 2014 2017 2027 rVB3 369432 547867 2.76% 0.835%
28 14.110 2039 2044 2047 rBV2 1803184 2081610 10.49% 3.173%
29 14.133 2047 2048 2054 rVB 430036 378647 1.91% 0.577%
30 15.174 2222 2225 2228 rBV 285512 404413 2.04% 0.616%

31 15.557 2287 2290 2293 rVB 213334 228514 1.15% 0.348%
32 15.621 2297 2301 2305 rBV 1052508 1424191 7.18% 2.171%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117847.D

Aca On : 18 Nov 2019 20:45

Operator :© JU

Sample - K5865-11

Misc :

ALS Vial : 22 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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF111319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 65599326
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117847.D

Aca On : 18 Nov 2019 20:45

Operator : JU

Sample : K5865-11

Misc :

ALS Vial :© 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF111319.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: BF117847.D
456

8000000

6000000 517

4000000 7.08
7.48

2000000 6.92

R I R O e
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF117847.D

8000000

6000000
9.29

13.05

4000000

9.97 11.46

2000000 8.21
12.6812.91

10.40 10.87

04
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF117847.D

8000000

6000000

4000000

14.11

2000000

77—

T I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117847.D

Aca On : 18 Nov 2019 20:45

Operator :© JU

Sample - K5865-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.20 15.91 ng 1039710 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12

Abundance Scan 19 (2.199 min): BF117847.D (-14) (-) m/z 73.00 100.00%
7B
5000 43 ]\
55 87 D —
2.20 2.30 2.40 2.50 2.60
OBl L 59, .|..‘5,0..??,'..-..?1....,.?“?.,... m/z 43.00 36.46%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 25.77%
o ,ﬁg 35 ,L‘| 50 | 67 ||, 80
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73
41 55 87 2.20 2.30 2.40 2.50 2.60
5000 m/z 87.10 25.48%
29
oo M el e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl- R Raasamans LR R
73 2.20 2.30 2.40 2.50 2.60
m/z 41.00 11.56%
5000 43
58
0"|"”|"Hh“"'H*"|”"|'”'|'*”|"'w""w"
m/z--> 10 20 30 40 50 60 70 80 90 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117847.D

Aca On : 18 Nov 2019 20:45

Operator :© JU

Sample - K5865-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 4-Penten-2-one, 4-methyl- Concentration Rank 5

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

3.67 7.13 ng 465653 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 86
2 5-Hexen-2-one 98 C6H100 000109-49-9 50
3 Methvl 1-methvlcvclopropvl ketone 98 C6H100 001567-75-5 37
4 4-Penten-2-one. 3-methvl- 98 C6H100 000758-87-2 32
5 2-Pentanone, 3-methylene- 98 C6H100 004359-77-7 12

Abundance Scan 269 (3.669 min): BF117847.D (-262) (-) m/z 43.00 100.00%
43
5000
38| 4055 6167 77| o8 340 360 380 4.00
3 AN X O SV L AN AN NN < S m/z 83.00 13.43%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3224: 4-Penten-2-one, 4-methyl-
43
5000 UREBE RSN RS L S

3.40 3.60 3.80 4.00
m/z 39.00 11.84%

83
21 33 | 49 55 6369 77 | 91 98

] SRERSECSSNENEY AN S0 PN v A M M. M.
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3158: 5-Hexen-2-one
43
P e R
3.40 3.60 3.80 4.00
5000 m/z 55.00 6.81%
55
27
15
ol L 38| a0 | e 7 778 %
L L B T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3272: Methyl 1-methylcyclopropy! ketone
43 3.40 3.60 3.80 4.00
m/z 41.00 5.27%
5000
55
29 83 98
ol 38l 49, 62 60 77 | |
m/z--> 10 20 30 40 50 60 70 80 90 100 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117847.D

Aca On : 18 Nov 2019 20:45

Operator :© JU

Sample - K5865-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 3 3-Penten-2-one, 4-methyl- Concentration Rank 1

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

4.56 303.70 ng 19842500 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 80
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 78

Abundance Scan 420 (4.557 min): BF117847.D (-408) (-) m/z 83.00 100.00%
55 83
5000 43 08
s
420 4.40 4.60 4.80
0 ...,....,....,..?7:‘,-':..‘.‘?l.'::.?l..??,...7?,.!..?1....~,...., m/z 55.00 85.76%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 43 A P R R
29 98 420 4.40 4.60 4.80
‘ m/z 43.00 37.81%
0 .|.‘ 37| Ay 49I | | 61 67 77 | 89 L
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance #3169: 3-Hexen-2-one
83
55 420 440 460 480
5000 43 m/z 98.00 37.58%
98
29
. 23] 37l|| 49| 636 77 | o1 |
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- R
55 83 420 4.40 4.60 4.80
m/z 39.00 29.24%
41
5000 7 o8
15 ‘ 69
0 ...,..t.,..::M.34.ag:..4%J:l.,??.hﬁ..??,ul..?%...4...., S —
m/z--> 10 20 30 40 50 70 80 90 100 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117847.D

Aca On : 18 Nov 2019 20:45

Operator :© JU

Sample - K5865-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

5.17 194.92 ng 12735200 1,4-Dichlorobenzene-d4 6.92
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 17
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Acetone 58 C3H60 000067-64-1 10
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 524 (5.169 min): BF117847.D (-508) (-) m/z 43.00 100.00%
43
59
5000
101 D B
480 5.00 5.20 5.40 5.60
83
o...,....,....,....','::..?.1.~!~I,...‘??....,.~...,...:,....,.1.1.‘?,....,....,...., m/z 59.00 60.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 A N R IR
480 5.00 5.20 5.40 5.60
m/z 101.00 23.79%
2 |l 8 g3 10t
) R R SR AN ARAR RRARA RAREA RARAN AARAN AALA SALRS SRS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime
43
480 5.00 520 540 5.60
5000 m/z 58.00 16.90%
101
15 58
28 69 84 ‘
S ) R R SN AN AL RRARA RAREA AN AARAN LALA RALRS ARSI RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T e
59 480 5.00 5.20 5.40 5.60
m/z 41.00 9.74%
5000 41
68
0 150 . 126 147
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117847.D

Aca On : 18 Nov 2019 20:45

Operator :© JU

Sample - K5865-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 2-Cyclohexen-1-one, 3-methyl- Concentration Rank 8

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

7.24 4_.46 ng 291079 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexen-1-one. 3-methvl- 110 C7H100 001193-18-6 91
2 2-Cvclohexen-1-one. 3.5-dimethvl- 124 C8H120 001123-09-7 64
3 1H-Pvrazole. 1-methvl- 82 C4H6N2 000930-36-9 53
4 2-Cvclohexen-1-one. 6-(l-hvdroxv... 168 C10H1602 087791-00-2 40
5 1H-Pyrazole, 3-methyl- 82 C4H6N2 001453-58-3 38

Abundance Scan 876 (7.240 min): BF117847.D (-872) (-) m/z 82.00 100.00%
8p
5000 110
39 54
67 7.00 7.20 7.40 7.60
0..,....,...:L':...i':.-..,..'..,.7.4.-., e~ | m/z 110.00  37.13%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #5850: 2-Cyclohexen-1-one, 3-methyl-
8
5000 110 N AR ASE LRSS R
54 7.00 7.20 7.40 7.60
39 m/z 54.00 28 .42%
27 67 74 95
Ottt e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10557: 2-Cyclohexen-1-one, 3,5-dimethyl-
8
IIIII""I/'\"'I""IIII
7.00 7.20 7.40 7.60
5000 m/z 39.00 27 .12%
39
27 o4 124
0 1 ““46 \“\ 6\7 74 il 95 109
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1150: 1H-Pyrazole, 1-methyl-
8 7.00 7.20 7.40 7.60
m/z 53.00 9.07%
5000
08 a2 54
0“|“Hﬁ'“”%”“Fw“w'“'w'“l“'w'“'w'”l“'w'”'w'“l
m/z--> 20 30 40 50 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117847.D

Aca On : 18 Nov 2019 20:45

Operator :© JU

Sample - K5865-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Hexadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.40 2.53 ng 218614 Acenaphthene-d10 9.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Tridecane. 6-propvl- 226 C16H34 055045-10-8 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Tetradecane 198 C14H30 000629-59-4 86
5 Pentadecane 212 C15H32 000629-62-9 86
Abundance Scan 1413 (10.398 min): BF117847.D (-1411) (-) m/z 57.00 100.00%
g7
43
71
5000 85
113 127140 155 10.00 10.20 10.40 10.60 10.80
0 ...,....I,':..' ,..':.,-....',....,...?‘,‘9...,.179.1?.2..1?,7....,2.2.6..,.. m/z 43.00 74.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83026: Hexadecane
43 97 41
5000 U AR AR
mmmmmmmmmm
- 113 m/z 71.05 67.02%
s T 127 141 155 169 183 197 211 226
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240
Abundance #83030: Tridecane, 6-propyl-
48 57
71 USRI ISR SN
10.00 10.20 10.40 10.60 10.80
5000 85 m/z 85.10 43.40%
99 1 183
0 ...,....,....,....,....,...1?,....17‘.1.1..,1.‘?5?.,...1.9,7....,2.2.6..,..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94346: Heptadecane NS NN LA LI
57 10.00 10.20 10.40 10.60 10.80
43 71 m/z 41.00 36.53%
85
5000
29 99
| 13127141185 240
o 25 L L e THTIAL1%5 160183107 011 240 ikt ated
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1000 1020 1040 1060 1080
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117847.D

Aca On : 18 Nov 2019 20:45

Operator :© JU

Sample - K5865-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.87 6.37 ng 513138 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Tridecane 184 C13H28 000629-50-5 93
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Pentadecane 212 C15H32 000629-62-9 87

Abundance Scan 1493 (10.869 min): BF117847.D (-1491) (-) m/z 57.00 100.00%

g7
5000 85

10.60 10.80 11.00 11.20

. J113135155 184 216 240

) S | B m/z 43.00 77.92%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000

10 60 10. 80 11. OO 11. 20

29 m/z 71.05 64.44%

|44 [T, 160 197 20

Ob—t—h T T T
m/z--> 50 100 150 200 250 300 350
Abundance #48835: Tridecane
57
T e e
10.60 10.80 11.00 11.20
5000 m/z 85.05 41 ._.85%
85
29
O —
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane R e e Al
57 10.60 10.80 11.00 11.20
m/z 41.00 38.20%
5000
85
29
ol (113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117847.D

Aca On : 18 Nov 2019 20:45

Operator :© JU

Sample - K5865-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Dodecane, 2-methyl-6-propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

11.32 3.70 ng 298391 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 64
2 Dodecane. 1l-iodo- 296 C12H251 004292-19-7 58
3 Pentadecane 212 C15H32 000629-62-9 58
4 Nonadecane 268 C19H40 000629-92-5 58
5 Hexadecane 226 C16H34 000544-76-3 58

Abundance Scan 1570 (11.322 min): BF117847.D (-1567) (-) m/z 57.00 100.00%

57
43

5000

125 R
141157 182 201510000 oy 277907 11.00 11.20 11.40 11.60

0! m/z 43.00 73.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83051: Dodecane, 2-methyl-6-propy!-
43 97
5000 LA L L L L L L LB L |
11.00 11.20 11.40 11.60
m/z 71.05 63.62%
140 182
ol 155 205 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #140552: Dodecane, 1-iodo-
57
T T T T
11.00 11.20 11.40 11.60
5000 43 85 m/z 41.00 45.94%
99
21 | o 27 1?5169 197
0.”P.”P”.PJW.HW.”w”.wnnldup.”.”.P”..”w.”q”.q
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71393: Pentadecane e A REEEEEasS
57 11.00 11.20 11.40 11.60
43 m/z 85.05 44 . 71%
5000 85
0 \T ‘ H Il 9\9 | 127141 169184 212
e e e e e e e e e e RN E R S RS e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117847.D

Aca On : 18 Nov 2019 20:45

Operator :© JU

Sample - K5865-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Tridecane, 7-hexyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.75 2.79 ng 225153 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Eicosane 282 C20H42 000112-95-8 90
4 Nonadecane 268 C19H40 000629-92-5 90
5 Tetradecane 198 C14H30 000629-59-4 90
Abundance Scan 1643 (11.751 min): BF117847.D (-1640) (-) m/z 57.05 100.00%
g7
5000 85
113 141 11.40 11.60 11.80 12.00
ol b bl 757, 101163182200 242 268 | ‘m/z 43.10 72.95%
m/z--> 50 100 150 200 250 300 350
Abundance #117640: Tridecane, 7-hexyl-
57
29
5000 85 R DR UL SO UGS
11/40 11,60 11.80 12.00
182 m/z 71.05 67.17%
113
oL Ly ,.|,.,1f11|,,,|l, 2 2 26
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
11.40 11,60 11.80 12.00
5000 m/z 85.05 46.04%
85
o 2910 13 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane L o B
57 11.40 11.60 11.80 12.00
m/z 41.00 36.38%
5000
85
29
o ‘\“ TR 141 169 197 225 253 282
m/z--> 50 100 150 200 250 300 350 11.40 11,60 11.80 1200
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117847.D

Aca On : 18 Nov 2019 20:45

Operator :© JU

Sample - K5865-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Phenanthrene, 1-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.96 2.55 ng 205166 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 93
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 93
3 Anthracene. 1-methvl- 192 C15H12 000610-48-0 93
4 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 93
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91

Abundance Scan 1679 (11.963 min): BF117847.D (-1677) (-) m/z 192.00 100.00%

192

5000

94 1 11.60 11.80 12.00 12.20
50 63 81 111 150 - . : -
o 132 205 223 247260 | "m/z 191.00  57.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54746: Phenanthrene, 1-methyl-
192
5000
11.60 11.80 12.00 12.20
165 m/z 189.00 29.84%
0 2639 63 82 9 115 139152 | 178
A T TTTT IIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54735: Anthracene, 2-methyl-
192
11.60 11.80 12.00 12.20
5000 m/z 190.00 15.75%
165
L5 39 63 %% 115 139150 h\
A R BN n E o e e e o N N R R R N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54732: Anthracene, 1-methyl-
192 11.60 11.80 12.00 12.20
m/z 193.00 15.23%
5000
15 3952 70 | | 115 139152 \ 178 h
A N Bl N R e e o e o e N SRR R R N T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117847.D

Aca On : 18 Nov 2019 20:45

Operator :© JU

Sample - K5865-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Phenanthrene, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.99 3.22 ng 259190 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 97
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 96
3 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 95
4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 94
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 94
Abundance Scan 1684 (11.992 min): BF117847.D (-1681) (-) m/z 192.00 100.00%
192
5000
165 ) 1190 1500 1990 19 40
39 63 8295 113105 151 208 224 239 256 11.60 11.80 12.00 12.20 12.40

0 AR AR RN m/z 191.00 53.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54750: Phenanthrene, 2-methyl-

5000
11.60 11.80 12.00 12.20 12.40

m/z 189.00 27 .32%

94

115 139152

ol T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54735: Anthracene, 2-methyl-
192
11.60 11.80 12.00 12.20 12.40
5000 m/z 193.00 16.96%
165
L1539 63 8396 115 139152
A IIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54753: Phenanthrene, 1-methyl- A B B R
192 11.60 11.80 12.00 12.20 12.40
m/z 190.00 13.36%
5000
165
0 39 63 82 96 115 139152 178
A T TT 1T TTTT I TT 1T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117847.D

Aca On : 18 Nov 2019 20:45

Operator :© JU

Sample - K5865-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 1H-Cyclopropa[l]phenanthren... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.07 2.61 ng 210177 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Cvclopropal l'lphenanthrene.la.... 192 C15H12 000949-41-7 64
2 la.9b-Dihvdro-1H-cvclopropalalan... 192 C15H12 006109-24-6 60
3 Anthracene. 1l-methvl- 192 C15H12 000610-48-0 60
4 Phenanthrene. l-methvl- 192 C15H12 000832-69-9 60
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 60

Abundance Scan 1697 (12.069 min): BF117847.D (-1695) (-) m/z 192.00 100.00%

192

5000

11.80 12.00 12.20 12.40

50 63 82 96 150 13915 210 227241 258

0 R R AR R m/z 191.10 57.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54763: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro-
192
5000
11.80 12.00 12.20 12.40
165 m/z 189.00 33.81%
0 30 63 839 115 139152 | 178
- IIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54760: 1a,9b-Dihydro-1H-cyclopropa[a]anthracene
192
11.80 12.00 12.20 12.40
5000 m/z 190.00 22.31%
165
Loz % 2% s e | )
AR AL RAR A REREE R nn Ee s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54739: Anthracene, 1-methyl-
192 11.80 12.00 12.20 12.40
m/z 165.00 20.17%
5000
165
o 44 63 8 9 115 139152 | q,g
- IIIIIIIIIIIIIIIII IIIIIII IIIIIIII UL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 80 12. 00 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117847.D

Aca On : 18 Nov 2019 20:45

Operator :© JU

Sample - K5865-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.55 3.15 ng 254124 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Heneicosane 296 C21H44 000629-94-7 95
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 64
4 Tetradecane 198 C14H30 000629-59-4 62
5 Eicosane 282 C20H42 000112-95-8 62

Abundance Scan 1779 (12.551 min): BF117847.D (-1776) (-) m/z 57.00 100.00%

57

5000

12.20 12.40 12.60 12.80

226 252 288

0’ m/z 43.00 69.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83028: Hexadecane
57
5000 85 L L TTT T[T T T T[T T T
12 20 12. 40 12 60 12.80
m/z 71.10 68.19%
R B A T B L e L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
R e RS B
85 12.20 12.40 12.60 12.80
5000 m/z 85.10 49.33%
4
113
0 ‘ Ll g M1 169 197 255 253268 296
.”P”q”.,””P”.P”wnnluupnq.”.””..u.”.”.q””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- R EEEE B
57 12.20 12.40 12.60 12.80
m/z 206.10 34.38%
5000 85
4
0 L L I “ 141156 183 211 239 267 296
R RN L e L L e RAAR) AREARARARNSEE S EaSEae
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117847.D

Aca On : 18 Nov 2019 20:45

Operator :© JU

Sample - K5865-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 15 Heptadecyl heptafluorobutyrate Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.95 5.26 ng 547867 Chrysene-di12 14.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
2 5-Eicosene. (E)- 280 C20H40 074685-30-6 91
3 1-Nonadecene 266 C19H38 018435-45-5 87
4 1-Octadecene 252 C18H36 000112-88-9 87
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 76

Abundance Scan 2017 (13.951 min): BF117847.D (-2014) (-) m/z 57.00 100.00%
57
83 230
5000
13.60 13.80 14.00 14.20
- ] 20 310 30372 m/z 43.05 86.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
5000 AR AR B S
111 13.60 13.80 14.00 14.20
29 H “ m/z 55.00 73.72%
169
oL AL T 028 e ass
m/z--> 50 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
55
83 13.60 13.80 14.00 14.20
5000 m/z 83.05 67 .84%
29 111
oL AL e oo a0
m/z--> 50 100 150 200 250 300 350 400
Abundance #115906: 1-Nonadecene B B .
43 o7 13.60 13.80 14.00 14.20
69 m/z 230.00 67.18%
5000
125
oL15. I L ,154 182 210 238 266
m/z--> 5'0 1(')0 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111819\
Data File : BF117847.D

Acq On : 18 Nov 2019 20:45

Operator : JU

Sample - K5865-11

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319_.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]
Butane, 2-methoxy... 2.20 15.9 ng 1039710 1 6.92 1306740 20.0
4-Penten-2-one, 4... 3.67 7.1 ng 465653 1 6.92 1306740 20.0
3-Penten-2-one, 4... 4.56 303.7 ng 19842500 1 6.92 1306740 20.0
2-Pentanone, 4-hy... 5.17 194.9 ng 12735200 1 6.92 1306740 20.0
2-Cyclohexen-1-on. .. 7.24 4.5 ng 291079 1 6.92 1306740 20.0
Hexadecane 10.40 2.5 ng 218614 3 9.97 1731380 20.0
Heptadecane 10.87 6.4 ng 513138 4 11.46 1612200 20.0
Dodecane, 2-methy... 11.32 3.7 ng 298391 4 11.46 1612200 20.0
Tridecane, 7-hexyl- 11.75 2.8 ng 225153 4 11.46 1612200 20.0
Phenanthrene, 1-m... 11.96 2.5 ng 205166 4 11.46 1612200 20.0
Phenanthrene, 2-m... 11.99 3.2 ng 259190 4 11.46 1612200 20.0
1H-Cyclopropa[l]p--. 12.07 2.6 ng 210177 4 11.46 1612200 20.0
Heneicosane 12.55 3.1 ng 254124 4 11.46 1612200 20.0
Heptadecyl heptaf... 13.95 5.3 ng 547867 5 14.11 2081610 20.0

8270-BF111319.M Tue Nov 19 16:09:01 2019 Page: 18



