LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022218\
Data File : BF103168.D
Aca On : 22 Feb 2018 17:56 Instrument :
Operator : SJ/JU E?Afs el
- _ lentosampleld :
a?ggle - J1639-01 1-1-2-DENSE-GRADE-AGG-RCA
ALS Vial : 7 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:\HPCHEM1I\BNA F\METHODS\8270-BF022218.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 2.146 5 10 26 rvB 869319 1270159 8.90% 2.897%
2 3.604 252 258 270 rBV 333397 526146 3.69% 1.200%
3 4.516 401 413 416 rBV 5462027 14263614 100.00% 32.533%
4 5.134 507 518 521 rBVY 4198299 9731098 68.22% 22.195%
5 5.710 612 616 620 rBV 172614 147394 1.03% 0.336%
6 6.498 745 750 761 rBV2 683269 714748 5.01% 1.630%
7 6.869 810 813 817 rBVY 1117203 946714 6.64% 2.159%
8 7.028 836 840 843 rBVY 2572833 2265240 15.88% 5.167%
9 7.192 865 868 877 rBV 224888 192518 1.35% 0.439%
10 7.434 904 909 912 rBVY 1987927 1791282 12.56% 4.086%

11 8.151 1028 1031 1035 rBV 1249365 1194377 8.37% 2.724%
12 9.228 1210 1214 1217 rBV 3239693 2830711 19.85% 6.456%
13 9.622 1275 1281 1288 rBV 226726 235828 1.65% 0.538%
14 9.910 1326 1330 1334 rBV 1315687 1133159 7.94% 2.585%
15 10.328 1394 1401 1404 rBV2 163593 189327 1.33% 0.432%

16 11.169 1541 1544 1549 rVB 252600 203062 1.42% 0.463%
17 11.398 1580 1583 1587 rBV 896497 848208 5.95% 1.935%
18 12.980 1848 1852 1856 rBV 1810961 1788437 12.54% 4_.079%
19 13.839 1995 1998 2001 rBV 496771 413759 2.90% 0.944%
20 14.045 2029 2033 2040 rVB 807933 815908 5.72% 1.861%

21 14.168 2051 2054 2058 rBV 443714 382856 2.68% 0.873%
22 14.210 2058 2061 2063 rVvVv 697390 565840 3.97% 1.291%
23 14.239 2063 2066 2068 rVvVv 193376 193286 1.36% 0.441%
24 14.263 2068 2070 2073 rVB 236141 180983 1.27% 0.413%
25 14.886 2173 2176 2187 rVB4 202061 385047 2.70% 0.878%

26 15.539 2283 2287 2293 rVB 503196 634323 4._.45% 1.447%

Sum of corrected areas: 43844024
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF022218\

Data File : BF103168.D

Aca On : 22 Feb 2018 17:56

Operator : SJ/JU

ﬁ?gg'e - J1639-01 1-1-2-DENSE-GRADE-AGG-RCA
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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: BF103168.D
4152
5000000

5.13
4000000

3000000
7.03

2000000 743

.15
1000000 6.50 A\
A

. N . _ s

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: BF103168.D

5000000

4000000

9.23
3000000

2000000 12.98

8.15 9.91
1000000 11.40

9.62 10.33 11,(17

3
-
1S

L D L L

T T T
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF103168.D

5000000
4000000
3000000

2000000

14.044 21

1000000 15.54
13.84 |14, 126 14.89

O

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF022218\

Data File : BF103168.D

Aca On : 22 Feb 2018 17:56

Operator : SJ/JU

ﬁ?gg'e - J1639-01 1-1-2-DENSE-GRADE-AGG-RCA
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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.

2.15 26.83 ng 1270160 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 11 (2.152 min): BF103168.D (-5) (-) m/z 73.00 100.00%

n
5000 43
55 87

220 230 240 2.50 2.60

b e 8O W/z 43.00  40.98%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LU L LB L LB BN B
2.20 2.30 2.40 2.50 2.60
‘ 55 87 m/z 54.95 31.37%
”.“.”,””,”nh”.WMH.P.”P.”JAH,”.W.HW.“.P.”P.”,””
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 e R
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 87.05 23.72%
29
65 97 112 129
wwwmmmmm
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl- R A A aaas mases

73 220 230 2.40 2.50 2.60
m/z 40.95 13.22%

5000 A\
43
2 15 2 53 g | s

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 240 2.50 2.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF022218\

Data File : BF103168.D

Aca On : 22 Feb 2018 17:56

Operator : SJ/JU

ﬁ?gg'e - J1639-01 1-1-2-DENSE-GRADE-AGG-RCA
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 7

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

3.60 11.12 ng 526146 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 86
2 4-Penten-2-one. 3-methvl- 98 C6H100 000758-87-2 40
3 5-Hexen-2-one 98 C6H100 000109-49-9 38
4 Methvl 1-methvlcvclopropvl ketone 98 C6H100 001567-75-5 27
5 4-Hexen-2-one 98 C6H100 025659-22-7 9

Abundance Scan 257 (3.599 min): BF103168.D (-252) (-) m/z 42.95 100.00%
a3
5000
55 83 320 340 3.60 3.80 4.00
Sl A9 63 69 77 | 98 "m/z 83.00 10.25%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3224: 4-Penten-2-one, 4-methyl-
43
5000 R I AR LA
3.20 3.40 3.60 3.80 4.00
m/z 39.00 8.79%
21 37, | 49 55 63 69 77 8\3 91 98

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43
3.20 3.40 3.60 3.80 4.00
5000 m/z 55.00 6.42%
27 55 98
37 49 61 67 77 83
LI o o o o L e S ELAR AN i o o e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3160: 5-Hexen-2-one
43 3.20 3.40 3.60 3.80 4.00
m/z 40.95 4.65%
5000
55
15 21 37| a9 65 71 77 83 98
LA o o B e LA B e o i o e
m/z--> 10 20 30 40 50 60 70 80 90 100 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF022218\

Data File : BF103168.D

Aca On : 22 Feb 2018 17:56

Operator : SJ/JU

ﬁ?gg'e - J1639-01 1-1-2-DENSE-GRADE-AGG-RCA
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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.

4.52 301.33 ng 14263600 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 86
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86

Abundance Scan 414 (4.522 min): BF103168.D (-401) (-) m/z 83.00 100.00%
55 83
5000 43 98
e
420 4.40 4.60 4.80
...,....,....,..??Ll:..‘.‘?l.'::.?l..‘??,...77.,.:..,....~,.... m/z 55.00 97.96%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 43 SNBSS R AR
29 98 420 4.40 4.60 4.80
m/z 98.00 36.17%
“\‘ 37\‘\\\ 49\ ‘ ! 61 67 7 ! 89 .
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
83
% BN R AR
43 420 4.40 4.60 4.80
5000 m/z 43.00 35.84%
29
98
37 49 62 69
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- s e
5 83 420 4.40 4.60 4.80
m/z 39.00 23.82%
41
5000 7 o8
15 ‘ 69
T "|"t' |'"*h'%4"il"%?“‘*l'l§?'hh "??l” l"?%" T AR R U
m/z--> 10 20 30 40 50 60 70 80 90 100 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF022218\

Data File : BF103168.D

Aca On : 22 Feb 2018 17:56

Operator : SJ/JU

ﬁ?gg'e - J1639-01 1-1-2-DENSE-GRADE-AGG-RCA
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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.

5.13 205.58 ng 9731100 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 517 (5.128 min): BF103168.D (-507) (-) m/z 43.00 100.00%
43
59
5000
s T80 500 520 840
..,....,....,...37.',':~...,??~!~.,..‘?7.,..??,??..,.??:,L...,. m/z 59.00 66.33%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L LR UL UL
59 480 500 520 540
m/z 101.00 19.83%
25 3 37 ‘ 83 g3 0%
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 41 m/z 58.00 18.60%
31
69 87
15 53 98
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- R i R
59 4.80 5.00 5.20 5.40
m/z 41.00 9.09%
5000
41
29 101
U |"JHN""“*‘”"|??¢*i ""|??"|"8§'|""|M"'|' SRS N
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF022218\

Data File : BF103168.D

Aca On : 22 Feb 2018 17:56

Operator : SJ/JU

ﬁ?gg'e - J1639-01 1-1-2-DENSE-GRADE-AGG-RCA
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Bicyclo[4.2.0]Jocta-1,3,5-tr... Concentration Rank 15

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

5.71 3.11 ng 147394 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.2.0locta-1.3.5-triene 104 C8HS8 000694-87-1 96
2 Stvrene 104 C8HS8 000100-42-5 96
3 1.3.5.7-Cvclooctatetraene 104 C8H8 000629-20-9 96
4 Butanedioic acid. phenvl- 194 C10H1004 000635-51-8 64
5 1,3,7-Octatrien-5-yne 104 C8HS8 016607-77-5 38

Abundance Scan 616 (5.710 min): BF103168.D (-612) (-) m/z 104.00 100.00%
104
5000 78
a1 U UL L L R
39 | 63 | 8 o8 5.40 5.60 5.80 6.00
SRS MSRSHN |1 RSSO ISR 111 IS BT NS m/z 103.00 50.80%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4882: Bicyclo[4.2.0]octa-1,3,5-triene
104
5000 8 R UL R U SR
51 5.40 560 5.80 6.00
39 m/z 78.00 43.06%
63
e ,..?Z,. ..J,.... ll.??,:h.. L2l ..??...ggll‘..,..
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
104
540 560 580 600
5000 78 m/z 51.00 26.23%
51
15 27 39 63, 89 o8
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4880: 1,3,5,7-Cyclooctatetraene
104 5.40 560 5.80 6.00
m/z 77.00 21.08%
5000 8
o 51
..,....,..?Z,...a“.4?.ll.??,?ﬁ.@?.:w.q...??..9?,l‘..,.. e et ey
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.40 560 5.80 6.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF022218\

Data File : BF103168.D

Aca On : 22 Feb 2018 17:56

Operator : SJ/JU

ﬁ?gg'e - J1639-01 1-1-2-DENSE-GRADE-AGG-RCA
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 2-Cyclohexen-1-one, 3-methyl- Concentration Rank 13

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

7.19 4_.07 ng 192518 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexen-1-one. 3-methvl- 110 C7H100 001193-18-6 91
2 1H-Pvrazole. 1-methvl- 82 C4H6N2 000930-36-9 59
3 Betazole 111 C5HON3 000105-20-4 52
4 1H-Pvrazole. 3-methvl- 82 C4H6N2 001453-58-3 50
5 2-Cyclohexen-1-one, 6-(1-hydroxy... 168 C10H1602 087791-00-2 43

Abundance Scan 868 (7.192 min): BF103168.D (-865) (-) m/z 82.00 100.00%
¥
5000 . 54 110
67 _, o 6.80 7.00 7.20 7.40 7.60
S YR VY | RSSO MO < UORD NS S PR m/z 110.00 36.51%
m/z--> 20 40 50 60 70 80 90 100 110
Abundance #5850: 2-Cyclohexen-1-one, 3-methyl-
82
5000 110 A R UL I L
6.80 7.00 7.20 7.40 7.60
39 o4 m/z 54.00 35.41%
5 | e n 95 |
mz-> 20 30 40 50 60 70 80 90 100 110
Abundance
82
6.80 7.00 7.20 7.40 7.60
5000 m/z 38.95 33.25%
28 42 54
UL SURLELIL SUELELELN FELELE S IR ILELILELS SURILEL SURL DU
m/z--> 20 40 50 60 70 80 90 100 110
Abundance #6078: Betazole
82 6.80 7.00 7.20 7.40 7.60
m/z 53.00 10.97%
5000
T '|""io""|4?'"|'ﬁﬂ"|"6§'|"16'| T '|??" |""ﬁ;}"'|
m/z--> 20 40 50 70 80 90 100 110 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF022218\

Data File : BF103168.D

Aca On : 22 Feb 2018 17:56

Operator : SJ/JU

ﬁ?gg'e - J1639-01 1-1-2-DENSE-GRADE-AGG-RCA
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Hexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.33 3.34 ng 189327 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 74
2 Heptadecane 240 C17H36 000629-78-7 72
3 Tridecane 184 C13H28 000629-50-5 72
4 Pentadecane 212 C15H32 000629-62-9 72
5 Octadecane 254 C18H38 000593-45-3 64

Abundance Scan 1401 (10.328 min): BF103168.D (-1394) (-) m/z 57.00 100.00%

57
43

5000

10.00 10.20 10.40 10.60
m/z 43.00 68.15%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83025: Hexadecane
43 ¥
5000 71 LA L L L L L LB |
85 10.00 10.20 10.40 10.60
29 m/z 71.00 58.34%
Lol J 99 113127 141 155 169 183197 226
B s e I aa e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43 T A T T T
- 10.00 10.20 10.40 10.60
5000 a5 m/z 85.05 36.62%
29 99
113127 141 155 169 182 106 210 240
B L s B e Lamaa B S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48835: Tridecane A T T T T e
43 57 10.00 10.20 10.40 10.60
m/z 41.00 33.62%
71
5000
85
29 ‘ ‘
99
I N Y O o NN B oottt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. 00 10. 20 10 40 10. 60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022218\
Data File : BF103168.D

Aca On : 22 Feb 2018 17:56

Operator : SJ/JU

Sample : J1639-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Benzene, 1,1"-(1,2-cyclobut... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.17 4.79 ng 203062 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.1"-(1.2-cvclobutanedi... 208 Cl6H16 020071-09-4 90
2 Cvclobutane. 1.3-diphenvl-. trans- 208 C16H16 025558-23-0 72
3 Cvclobutane. 1.2-diphenvl- 208 C16H16 003018-21-1 64
4 Stvrene 104 C8HS8 000100-42-5 64
5 Bicyclo[4.2.0]octa-1,3,5-triene 104 C8HS8 000694-87-1 64

Abundance Scan 1544 (11.169 min): BF103168.D (-1541) (-) m/z 103.95 100.00%
104
5000
A
78 10.80 11.00 11.20 11.40
51 89 178
e 0 830 A5 128139 152 165 20 192 208 1 nz57 7800 10.23%
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #68022: Benzene, 1,1'-(1,2-cyclobutanediyl)bis-, trans-
104
5000 UM U SRR IR
10.80 11.00 11.20 11.40
m/z 103.00 10.08%
27 39 51 63 ?? 89 || 115 128139 152 165 178189 208
m/z--> 20 40 ' 80 100 120 140 160 180 200
Abundance
104
10.80 11.00 11.20 11.40
5000 m/z 104 .95 8.85%
28 39 51 65 '° 91 117128 141152 165 178 191 208
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67986: Cyclobutane, 1,2-diphenyl-
104 10.80 11.00 11.20 11.40
m/z 77.00 6.06%
5000
43 56 ., 8
29 ‘B 5P 67 | 91 | 115 128 141152 165 178 191 208
m/z--> 20 40 ' 80 100 120 140 160 180 200 ' 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022218\
Data File : BF103168.D

Aca On : 22 Feb 2018 17:56

Operator : SJ/JU

Sample : J1639-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 unknownl3.84 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.84 10.14 ng 413759 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Imidazolidinone. 5-(phenvlmeth... 206 C10H10N20S 006330-09-2 17
2 Benzene. (5-i1odopentvl)- 274 C11H151 099858-37-4 17
3 Alpha-phenvl-alpha-tropvlacetald... 378 C22H22N202S 022532-16-7 16
4 4-Benzvloxy-3-methoxv-2-nitroben... 303 C15H13N06 003584-32-5 10
5 Benzene, l-methyl-4-[(phenylmeth... 246 C14H1402S 005395-20-0 10
Abundance Scan 1998 (13.839 min): BF103168.D (-1995) (-) m/z 91.00 100.00%
91
5000
117
207
65 13.60 13.80 14.00 14.20
ol B T i 188 179) | 234254 297 325346 898 77 117.00  26.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #65504: 4-Imidazolidinone, 5-(phenylmethyl)-2-thioxo-
91
5000 206 1560 1380 1400 1420
65 m/z 207.05 12.00%
4’\1\ \‘\‘ L ‘ 117
m/z--> 50 100 150 200 250 300 350 400
Abundance
91
1360 13.80 14.00 14.20
5000 m/z 194 .05 9.89%
117
W7 13 217 274
m/z--> 50 100 150 200 250 300 350 400 L
Abundance #201520: Alpha-phenyl-alpha-tropylacetaldehyde tosylhydrazone PR T , T
91 13.60 13.80 14.00 14.20
m/z 91.95 7.63%
5000
194
65 115
139
18 % ,JU, | ’1 165‘ j 220246 200
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF022218\

Data File : BF103168.D

Aca On : 22 Feb 2018 17:56

Operator : SJ/JU

ﬁ?gg'e - J1639-01 1-1-2-DENSE-GRADE-AGG-RCA
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 (2,3-Diphenylcyclopropyl)me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.17 9.38 ng 382856 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2.3-Diphenvlcvclopropvlmethvl ... 332 C22H200S 131758-71-9 50
2 1H-Indole. 2-methvl-3-phenvl- 207 C15H13N 004757-69-1 43
3 Methadone N-oxide 325 C21H27N02 1000120-80-7 42
4 5-Methvl-2-phenvlindolizine 207 C15H13N 036944-99-7 38
5 1-benzylindole 207 C15H13N 1000334-31-3 35
Abundance Scan 2054 (14.168 min): BF103168.D (-2051) (-) m/z 91.00 100.00%
o
129
207
5000
65 178 13.80 14.00 14.20 14.40
2L ,J.l.' 222, iyl 230254 280302 333 371 398 | /5712895  66.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #171078: (2,3-Diphenylcyclopropyl)methyl phenyl sulfoxide,...
91 129
5000 UASSUASAUESA SR ES
13.80 14.00 14.20 14.40
207 m/z 207.05 56.53%
39, % 10 15278, | 316
m/z--> 50 100 150 200 250 300 350 400
Abundance
207
13.80 14.00 14.20 14.40
5000 m/z 206.05 20.94%
30 51 77 102 130152 178
m/z--> " 50 100 150 200 250 300 350 400
Abundance #165152: Methadone N-oxide
129 207 13.80 14.00 14.20 14.40
m/z 105.00 17.81%
72
5000 91
42 178 MM
. '*‘l‘L‘ I I"‘ | 152\\ ! \IIL e .?7‘.7. S T
m/z--> 50 100 150 200 250 300 350 400 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF022218\

Data File : BF103168.D

Aca On : 22 Feb 2018 17:56

Operator : SJ/JU

ﬁ?gg'e - J1639-01 1-1-2-DENSE-GRADE-AGG-RCA
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 1-Propene, 3-(2-cyclopenten... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .24 4.74 ng 193286 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propene. 3-(2-cvclopentenvl)-2... 274 C21H22 1000154-23-3 59
2 1H-Indole. 2-methvl-3-phenvl- 207 C15H13N 004757-69-1 38
3 (2.3-Diphenvicvclopropvmethyl ... 332 C22H200S 131758-71-9 38
4 1-benzvlindole 207 C15H13N 1000334-31-3 35
5 5-Methyl-2-phenylindolizine 207 C15H13N 036944-99-7 35
Abundance Scan 2066 (14.239 min): BF103168.D (-2063) (-) m/z 91.00 100.00%
o
129
207
5000
51 178 14.00 14.20 14.40 14.60
" Lo | 292,y w231 265280 314337360 401 | Tz 129.00  62.78%
miz--> 50 100 150 200 250 300 350 400
Abundance #122989: 1-Propene, 3—(2—cycmlopentenyl)—2—methyl—l,l—diphenyl
207
129
5000
91 14.00 14.20 14.40 14.60
a1 67 178 m/z 207.10 52.40%
. | .“.‘. | |‘.‘.“l 152\ bl .2?1. |2|7‘|1| e
miz--> 50 100 150 200 250 300 350 400
Abundance
207
" 14:00 14.20 14.40 14.60
5000 m/z 206.10 22.59%
130
30 5 77 102 7 15 178
miz--> 50 100 150 200 250 300 350 400
Abundance #171078: (2,3-Diphenylcyclopropylymethyl phenyl sulfoxide, ...
91 129 14.00 14.20 14.40 14.60
m/z 105.00 16.42%
5000
207
39 65, | 110 ) 152178 | 316
miz--> 50 100 150 260 250 300 350 400 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF022218\

Data File : BF103168.D

Aca On : 22 Feb 2018 17:56

Operator : SJ/JU

ﬁ?gg'e - J1639-01 1-1-2-DENSE-GRADE-AGG-RCA
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknownl4.26 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.26 4_.44 ng 180983 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indole. 2-methvl-3-phenvl- 207 C15H13N 004757-69-1 43
2 1H-Indole. 1-methvl-2-phenvl- 207 C15H13N 003558-24-5 41
3 5-Methvl-2-phenvlindolizine 207 C15H13N 036944-99-7 38
4 1-benzvlindole 207 C15H13N 1000334-31-3 35
5 2-[2-[2-(4-Chloro-phenoxy)-ethyl... 361 C17H16CIN302S 1000296-99-3 35
Abundance Scan 2070 (14.263 min): BF103168.D (-2068) (-) m/z 91.00 100.00%
Jgi
129 207
5000
178 14.00 14.20 14.40 14.60
st ) s TP, ) 2r %6 cm1 3078 se1 o ®159700 66 140
m/z--> 50 100 150 200 250 300 350
Abundance #67011: 1H-Indole, 2-methyl-3-phenyl-
207
5000
14.00 14.20 14.40 14.60
130 m/z 207.10 58.69%
051 77 102 a5 M0
m/z--> 50 100 150 200 250 300 350
Abundance
207
14.00 14.20 14.40 14.60
5000 m/z 206.10 23.37%
o7 51 77 103 130 165 1g9
m/z--> " 50 100 150 200 250 300 350
Abundance #67006: 5-Methyl-2-phenylindolizine
207 14.00 14.20 14.40 14.60
m/z 128.00 16.81%
5000
28 51 77 102 130 152 178J
mz-> 50 100 150 200 250 300 350 14,00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF022218\

Data File : BF103168.D

Aca On : 22 Feb 2018 17:56

Operator : SJ/JU

ﬁ?gg'e - J1639-01 1-1-2-DENSE-GRADE-AGG-RCA
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Docosa-2,6,10,14,18-pentaen... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.89 12.14 ng 385047 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 90
2 Saualene 410 C30H50 000111-02-4 83
3 Supraene 410 C30H50 007683-64-9 80
4 1-(Phenvlthio)-3.7.11-trimethvl-_... 314 C21H30S 028413-57-2 72
5 6,10,14-Hexadecatrien-1-ol, 3,7,... 292 C20H360 036237-66-8 64
Abundance Scan 2177 (14.892 min): BF103168.D (-2173) (-) m/z 69.00 100.00%
69
5000 49
162 203224 320 356 381 410 14.60 14.80 15.00 15.20
182 218208 m/z 57.00 68.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...
69
5000{ 41 R AR S SURIU B
14.60 14.80 15.00 15.20
%3 26 m/z 81.00 64.00%
el ,“‘. | ul .“‘,q*.il?” A, ‘,1?1. .1?2, 8L 28 ,3.1.5 .3‘.11, : .3.8‘.1, —
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14,60 14.80 15.00 15.20
so00l 4 m/z 85.00 46.30%
9% 137
1177 161 191 217 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene AR EEREE L
69 14.60 14.80 15.00 15.20
m/z 71.00 44 _99%
5000
41
’ 95 137
C b 117 | 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_ F\DATA\BF022218\

Data File : BF103168.D

Acq On > 22 Feb 2018 17:56

Operator : SJ/JU

3?22'6 - J1639-01 1-1-0-DENSE-GRADE-AGG-RCA
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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... 2.15 26.8 ng 1270160 1 6.87 946714 20.0
4-Penten-2-one, 4... 3.60 11.1 ng 526146 1 6.87 946714 20.0
3-Penten-2-one, 4... 4.52 301.3 ng 14263600 1 6.87 946714 20.0
2-Pentanone, 4-hy... 5.13 205.6 ng 9731100 1 6.87 946714 20.0
Bicyclo[4.2.0]oct. .. 5.71 3.1 ng 147394 1 6.87 946714 20.0
2-Cyclohexen-1-on. .. 7.19 4.1 ng 192518 1 6.87 946714 20.0
Hexadecane 10.33 3.3 ng 189327 3 9.91 1133160 20.0
Benzene, 1,1"-(1,... 11.17 4.8 ng 203062 4 11.40 848208 20.0
unknownl13.84 13.84 10.1 ng 413759 5 14.04 815908 20.0
(2,3-Diphenylcycl ... 14_.17 9.4 ng 382856 5 14.04 815908 20.0
1-Propene, 3-(2-c... 14.24 4.7 ng 193286 5 14.04 815908 20.0
unknownl14 .26 14.26 4.4 ng 180983 5 14.04 815908 20.0
Docosa-2,6,10,14, ... 14.89 12.1 ng 385047 6 15.54 634323 20.0
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