LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110651.D

Aca On : 10 Nov 2018 2:09

Operator : JU/SJ

Sample : J5884-15

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-BF110818 .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 2.275 27 32 40 rVB 103767 149368 6.23% 0.582%
2 5.192 524 528 543 rBV 67828 101436 4.23% 0.395%
3 5.575 588 593 596 rBY 2038651 2144168 89.45% 8.352%
4 6.575 758 763 775 rBVY 1964423 2396972 100.00% 9.337%
5 6.716 783 787 791 rBVY 2359987 2326305 97.05% 9.062%
6 6.945 822 826 832 rBV 593689 478433 19.96% 1.864%
7 7.104 848 853 856 rBY 1622138 1474511 61.52% 5.744%
8 7.510 917 922 935 rBVY 1354293 1467362 61.22% 5.716%
9 8.228 1040 1044 1055 rBV 711381 620856 25.90% 2.419%
10 9.298 1222 1226 1230 rBvV 2180540 1961689 81.84% 7.642%
11 9.451 1249 1252 1259 rVB 19044 24005 1.00% 0.094%

12 9.692 1290 1293 1298 rVB 121704 100670 4._.20% 0.392%
13 9.986 1339 1343 1350 rVB 719909 617962 25.78% 2.407%
14 10.780 1474 1478 1490 rVB 1197679 1073906 44.80% 4.183%
15 11.480 1593 1597 1601 rBV 568607 495619 20.68% 1.931%

16 11.686 1627 1632 1636 rBV7 11083 24768 1.03% 0.096%
17 11.851 1657 1660 1664 rBV5 38687 36901 1.54% 0.144%
18 11.986 1679 1683 1686 rBV 131516 139243 5.81% 0.542%
19 12.316 1737 1739 1743 rVB4 28953 26688 1.11% 0.104%
20 12.421 1753 1757 1761 rVB4 54937 62982 2.63% 0.245%
21 12.539 1775 1777 1782 rBV 55089 556812 2.33% 0.217%
22 12.768 1814 1816 1820 rBvV4 46529 59255 2.47% 0.231%
23 13.063 1862 1866 1869 rBV 1395623 1183565 49.38% 4.611%
24 13.245 1895 1897 1899 rBV2 45134 51065 2.13% 0.199%
25 13.268 1899 1901 1912 rVB 122193 176291 7.35% 0.687%
26 13.639 1962 1964 1968 rVB2 70922 71435 2.98% 0.278%
27 13.710 1974 1976 1978 rBV2 67741 50286 2.10% 0.196%

28 13.762 1982 1985 1987 rBV 179296 174837 7.29% 0.681%
29 13.845 1995 1999 2002 rBV 1320137 1209229 50.45% 4_.710%
30 13.939 2012 2015 2018 rBV 945660 926984 38.67% 3.611%

31 14.092 2039 2041 2044 rBV2 146830 147523 6.15% 0.575%
32 14.133 2044 2048 2050 rBV 464622 459691 19.18% 1.791%
33 14.386 2085 2091 2101 rVB2 576889 1760154 73.43% 6.857%
34 14.568 2118 2122 2127 rBV2 418400 629741 26.27% 2.453%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110651.D

Aca On : 10 Nov 2018 2:09

Operator : JU/SJ

Sample : J5884-15

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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.880 2172 2175 2178 rBV 128595 171205 7.14% 0.667%
36 15.233 2231 2235 2238 rBV 397794 479843 20.02% 1.869%
37 15.262 2238 2240 2245 rVB 189239 218142 9.10% 0.850%
38 15.627 2299 2302 2304 rBV2 110546 138813 5.79% 0.541%
39 15.656 2304 2307 2311 rVB 187119 243078 10.14% 0.947%
40 16.080 2376 2379 2384 rVB 140187 205774 8.58% 0.802%

41 18.397 2764 2773 2784 rVB2 567142 1534459 64.02% 5.977%

Sum of corrected areas: 25671026
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110651.D

Aca On : 10 Nov 2018 2:09

Operator : JU/SJ

Sample : J5884-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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: BF110651.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110651.D

Aca On : 10 Nov 2018 2:09

Operator : JU/SJ

Sample : J5884-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 14

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

2.27 6.24 ng 149368 1,4-Dichlorobenzene-d4 6.95
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 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 27
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 25
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 12

Abundance Scan 31 (2.269 min): BF110651.D (-27) (-) m/z 73.05 100.00%
73.0
5000 43.0
55.1 87.1
| 2.202.302.40 2.50 2.60 2.70
ob e e e e et e - M/z 43,05 39.18%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
43.0 2.202.302.40 2.50 2.60 2.70
550 87.0 m/z 55.10 28.53%
29.0
0 L AN .
LRI IR SR SR S SURILIL SURLI SURLEL I SURIL UL B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
410 g g 87.0 2.202.30 2.40 2.50 2.60 2.70
5000 ' m/z 87.10 27 .06%
29.0
o..w..”,}ﬁQ,.”.,”..“..w..”,.”.,”..“..w.?ﬁq.”
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1995: Silane, tetramethyl-
73.0 2.202.302.40 2.50 2.60 2.70
m/z 41.00 13.24%
5000
43.0
oL 20 190 290 711 530 ea0 || 88.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 2.202.302.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110651.D

Aca On : 10 Nov 2018 2:09

Operator : JU/SJ

Sample : J5884-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
5.19 4.24 ng 101436 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 53
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Ethanone. 1-(2-methvlcvclopropvl)- 98 C6H100 000930-56-3 9

4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 3-Pentanol 88 C5H120 000584-02-1 9
Abundance Scan 528 (5.192 min): BF110651.D (-524) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.0 T T T
83.0 480 5.00 5.20 5.40 5.60
o O | OSSN | VSN E— m/z 59.00 56.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L e
59.0 4.80 5.00 520 5.40 5.60
0
15.0 101.0 m/z 101.00 19.01%
31.0
, 83.0
0 1 I | |
L L L e o o B o R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344 3-Hexanol, 4-methyl-
59.0
e o
4.80 5.00 5.20 5.40 5.60
5000 41.0 m/z 58.00 15.26%
31.0
69.0 87.0
150 | L1 | s0.0 ]| ‘ 98.0
O T T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3278: Ethanone, 1-(2-methylcyclopropyl)- B
43.0 4.80 5.00 5.20 5.40 5.60
55.0 m/z 41.00 10.28%
5000
27.0 83.0
15.0
0 ‘ \‘\‘ NI \\‘\\ 65.0 930
o L i e o e e o B RREEEE
m/z--> 10 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110651.D

Aca On : 10 Nov 2018 2:09

Operator : JU/SJ

Sample : J5884-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 n-Hexadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.99 5.62 ng 139243 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 n-Decanoic acid 172 C10H2002 000334-48-5 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 83
Abundance Scan 1684 (11.992 min): BF110651.D (-1679) (-) m/z 73.00 100.00%
430 730
5000 129.1
' . 11.60 11.80 12.00 12.20 12.40
0 | m/z 60.00 86.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0 LM
5000 129.0 ERARS AR AR
83.0 nmnmnmnmnm
‘J‘“ 1570 1gso 2130 2560 | | M/Z 55.00  85.82%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #39473: n-Decanoic acid
6d.0
11,60 11.80 12.00 12.20 12.40
5000 129.0 m/z 57.05 84.97%
290 87.0
m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid B B E e
430 | 730 11.60 11.80 12.00 12.20 12.40
' m/z 43.05 83.79%
5000 129.0 AWHMWA*AMN&WNJ\WAWAWMJJ\HJ\A
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110651.D

Aca On : 10 Nov 2018 2:09

Operator : JU/SJ

Sample : J5884-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 (-)-trans-Pinane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.42 2.54 ng 62982 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (-)-trans-Pinane 138 C10H18 033626-25-4 50
2 Naphthalene. decahvdro-1.4a-dime... 208 C15H28 030824-81-8 46
3 1-Cvclohexvlheptene 180 C13H24 114614-83-4 43
4 Bicvclol3.1.1Theptane. 2.6.6-tri... 138 C10H18 004755-33-3 42
5 2(1H)-Naphthalenone, octahydro-4... 194 C13H220 054699-31-9 41

Abundance Scan 1757 (12.421 min): BF110651.D (-1753) (-) m/z 55.00 100.00%

81.0 109.0

5000
5911/t 2211 g5 12.20 12.40 12.60 12.80
o m/z 57.10 84 .05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #16859: (-)-trans-Pinane
.0 95.0

12.I20 12.I4O 12.I60 12.I80
m/z 81.05 69.95%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67979: Naphthalene, decahydro-1,4a-dimethyl-7-(1-methylet...
s e RRmaS R S
550 810 12.20 12.40 12.60 12.80
5000 m/z 69.00 68.69%
27.0 ‘
Ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45720: 1-Cyclohexylheptene RS EmmEs o L
55.0 12.20 12.40 12.60 12.80
m/z 95.05 68.02%
5000

I T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110651.D

Aca On : 10 Nov 2018 2:09

Operator : JU/SJ

Sample : J5884-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Heptacosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.54 2.25 ng 55812 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 80
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 72
3 Dodecane 170 C12H26 000112-40-3 64
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 59
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 53
Abundance Scan 1777 (12.539 min): BF110651.D (-1775) (-) m/z 57.10 100.00%
57.1
5000
01580 1022 2251 12.20 12.40 12.60 12.80
o! “-"--- L e | m/Z 43.10 63.26%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 AR B BN RN
12.20 12.40 12.60 12.80
‘ m/z 71.10 62.14%
0 27,0 | ,9%01 141.0 1830 225.0 267.0 323.0 380.0
m/z--> 50 100 150 200 250 300 350
Abundance #48844: Dodecane, 2-methyl-
43.0
12.20 12.40 12.60 12.80
5000 m/z 85.10 44 .23%
85.0
m/z--> 50 100 150 200 250 300 350
Abundance #38315: Dodecane R A REER R
57.0 12.20 12.40 12.60 12.80
m/z 41.10 31.73%
5000
27.0 | | 98.0 197.0 170.0
o e ———— e
m/z--> 50 100 150 200 250 300 350 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110651.D

Aca On : 10 Nov 2018 2:09

Operator : JU/SJ

Sample : J5884-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Octadecanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.77 2.39 ng 59255 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
3 n-Decanoic acid 172 C10H2002 000334-48-5 70
4 Decanoic acid. silver(1+) salt 278 C10H19Aa002 013126-67-5 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 59

Abundance Scan 1816 (12.768 min): BF110651.D (-1814) (-) m/z 43.10 100.00%

431  73.0

]

97.1
185.1 241.2 L L e e
158.1 08.1 284.3 12.40 12.60 12.80 13.00
0< m/z 73.00 92 .99%
m/z--> 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
73.0

-

5000 129.0
12.40 12.60 12.80 13.00
. 2410 284.0 m/z 57.10 86.33%
, 207.0
04
40 60

3

m/z--> 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
B R e o R
12.40 12.60 12.80 13.00
5000 129.0 m/z 59.95 74 .65%
83.0
157.0 185.0 213.0 256.0
04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39472: n-Decanoic acid SMRMBSSSIR s 1 ] W
60.0 12.40 12.60 12.80 13.00
m/z 55.10 67.00%
50001 29.0 1290
87.0
‘ ‘ ‘ 172.0
‘ ‘ ‘ \‘ I ‘ h nl \‘ ‘ | |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110651.D

Aca On : 10 Nov 2018 2:09

Operator : JU/SJ

Sample : J5884-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Tridecane, l-iodo- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.27 7.67 ng 176291 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-iodo- 310 C13H271 035599-77-0 80
2 Dodecane. l1-i1odo- 296 C12H25l1 004292-19-7 80
3 Dodecane. 2-methvyl- 184 C13H28 001560-97-0 80

4 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 64
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 64

Abundance Scan 1901 (13.268 min): BF110651.D (-1899) (-) m/z 57.10 100.00%

51.1

5000

c

13.00 13.20 13.40 13.60
m/z 43.10 63.61%

o

113.1141.1 1692 201.2227.1253.0 281.2
e

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152416: Tridecane, 1-iodo-

is

13.00 13.20 13.40 13.60
m/z 71.10 61.43%

5000

04
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #140552: Dodecane, 1-iodo-
57.0
N N R
13.00 13.20 13.40 13.60
5000 85.0 m/z 85.10 46.75%
29.0 155.0
N O 1 QWLJL\W
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48851: Dodecane, 2-methyl- R EEEEE RS
43.0 13.00 13.20 13.40 13.60
m/z 41.05 25.41%
= T MM
99.0 141.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 00 13. 20 13. 40 13 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110651.D

Aca On : 10 Nov 2018 2:09

Operator : JU/SJ

Sample : J5884-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Phenol, 2,4-di(2-penten-4-y... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.64 3.11 ng 71435 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.4-di(2-penten-4-v)-6-... 244 C17H240 017258-43-4 51
2 2-Methoxvphenothiazine 229 C13H11NOS 001771-18-2 47
3 Tetralin. 6-acetvl-8-isopropvl-2... 244 C17H240 1000155-43-5 38
4 2-Hvdroxv-3.4-tetramethvlene-6-m... 229 C14H15NO2 004562-57-6 38
5 Pyrrole-3-carboxaldehyde, 1-(4-m... 229 C14H15NO2 347331-30-0 25
Abundance Scan 1964 (13.639 min): BF110651.D (-1962) (-) m/z 229.15 100.00%
229.2
109.1
5000 8L1
311.3
265.1 1340 13.60 13.80 14.00
o} m/z 109.10 61.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #97554: Phenol, 2,4-di(2-penten-4-yl)-6-methyl-
229.0
5000 LN BN BN UL B
410 690 1340 13.60 13.80 14.00
m/z 107.10 53.87%
128.0 1590 187
o 103.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #85136: 2-Methoxyphenothiazine
229.0
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
186.0 13.40 13.60 13.80 14.00
5000 m/z 81.10 46.97%
115.0 154.0 |
OHr T e e e e e e e e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #97557: Tetralin, 6-acetyl-8-isopropyl-2,5-dimethyl- B AR R B S
229.0 13.40 13.60 13.80 14.00
m/z 95.10 45_48%
" JLL
670 91.0 1280 15?0 187.0
0 |‘|‘||M|||||||||||||||‘|||||H|‘|||||||||||‘|||||||||‘||||||||||||||||||| T —_T —_ — —
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1340 13.60 13.80 14.00

8270-BF110818.M Mon Nov 12 15:51:52 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110651.D

Aca On : 10 Nov 2018 2:09

Operator : JU/SJ

Sample : J5884-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknownl3.76 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.76 7.61 ng 174837 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cvcloheptene. 1.4-dimethvl-3-(... 204 C15H24 1000159-38-6 42
2 Cvcloheptane. 4-methvlene-1-meth... 204 C15H24 1000159-38-5 38
3 (-)-1soaromadendrene-(V) 204 C15H24 1000156-14-3 38
4 _beta.-Humulene 204 C15H24 000116-04-1 35
5 2,6,10,10-Tetramethylbicyclo[7.2... 204 C15H24 136296-37-2 30
Abundance Scan 1985 (13.762 min): BF110651.D (-1982) (-) m/z 107.10 100.00%
107.1
81.0 147.1

5000

L

13.40 13.60 13.80 14.00
m/z 147.05  75.78%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #64439: 1-Cycloheptene, 1,4-dimethyl-3-(2-methyl-1-propene...
107.0

L
q

43.0

5000

13. 40 13 60 13. 80 14. oo
204.0 m/z 93.05 73.10%

161.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #64459: Cycloheptane, 4-methylene-1-methyl-2-(2-methyl-1-p...
107.0

s

41.0 81.0

13.40 13.60 13.80 14.00
m/z 121.10 72.16%

5000

04

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #64369: (-)-Isoaromadendrene-(V) B e e Rtk L
.0 13.40 13.60 13.80 14.00

m/z 81.05 71.97%

-

5000

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 40 13 60 13. 80 14. 00

8270-BF110818.M Mon Nov 12 15:51:57 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110651.D

Aca On : 10 Nov 2018 2:09

Operator : JU/SJ

Sample : J5884-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Picein Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.84 52.61 ng 1209230 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Picein 298 C14H1807 000530-14-3 93
2 2H-Inden-2-one. 1.4.5.6.7.7a-hex... 136 C9H120 039163-29-6 35
3 T11.2.41Triazololl.5-alpvrimidin-... 193 C8H11N50 1000362-66-7 27
4 Acrvlic acid. (2-benzvloxv-1.7.7... 314 C20H2603 1000153-67-5 25
5 Dimethyl 2-[(1R,2R,5R)-(2-isopro... 268 C15H2404 140462-25-5 25
Abundance Scan 1998 (13.839 min): BF110651.D (-1995) (-) m/z 136.10 100.00%
136.1
5000 g1q 1071
551 205.2
61.1 328.3 13.60 13.80 14.00 14.20
ol 281.2257.1 2853 m/z 107.10 49.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #142386: Picein
43.0 136.0
73.0
13.60 13.80 14.00 14.20
‘% m/z 81.10 41 .31%
163.0
0 [TTTT "' "" IIIII""IIII IR B S B B D B I2II9I8Iq"l""l
m>mmmmmmmmmmmmmmmm
Abundance #16530: 2H-Inden-2-one, 1,4,5,6,7,7a-hexahydro-
136.0
790 1080 15160 13,80 14100 1420
5000 m/z 123.10 41.11%
39.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #55574: [1,2,4]Triazolo[1,5-a]pyrimidin-7-ol, 6-amino-5-pr... R B ERmEE mm
109.0 136.0 13.60 13.80 14.00 14.20
41.0 m/z 95.10 37.09%
5000
69.0 165.0 193.0
0 e T i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 MMWMMO

8270-BF110818.M Mon Nov 12 15:51:57 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110651.D

Aca On : 10 Nov 2018 2:09

Operator : JU/SJ

Sample : J5884-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknownl3.94 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.94 40.33 ng 926984 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Acetvlocta-1.2-diene 152 C10H160 1000250-44-5 38
2 T2-(1-butenv)-2.2-dimethvlcvclo... 163 C11H17N 1000111-15-4 30
3 Divinvilbis(cvclopropvD)silane 164 C10H16Si 1000109-95-2 30
4 2.4a.8.8-Tetramethvldecahvdrocvc... 206 C15H26 074022-04-1 27
5 5,9-Undecadien-2-ol, 2,6,10-trim... 210 C14H260 021980-62-1 22
Abundance Scan 2015 (13.939 min): BF110651.D (-2012) (-) m/z 55.10 100.00%
31 1231
5000
i | 19601380 1000 1420
Ot : m/z 57.10 97 .38%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #25123: 4-Acetylocta-1,2-diene
43.0
5000 AR A SRR U
13.60 13.80 14.00 14.20
123.0 m/z 43.10 85.39%
0"“lﬁL}JJ"'|“"|”" LR SR BRI UL S S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #32948: [2-(1-butenyl)-2,2-dimethylcyclopropyl]acetonitrile
81.0 128.0
41.0 13.60 13.80 14.00 14.20
5000 m/z 123.10 82.07%
64.0
I I L s B B B B LR AR
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #33583: Divinylbis(cyclopropyl)silane I EEEEREEEE SRRy
95.0 13.60 13.80 14.00 14.20
m/z 69.10 72.71%
43,
37.0
- RN RE R ma ma e
m/z--> 50 100 150 200 250 300 350 400 450 500 13.60 13.80 14.00 14.20

8270-BF110818.M Mon Nov 12 15:51:58 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110651.D

Aca On : 10 Nov 2018 2:09

Operator : JU/SJ

Sample : J5884-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknownl14.39 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.39 76.58 ng 1760150 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ouinoline. 2-(3-tolv)- 219 C16H13N 024641-30-3 30
2 2.6-di-tert-Butvl-4-(dimethvlami... 263 C17H29NO 000088-27-7 30
3 Isophthalic acid. 3-chlorophenvl... 346 C19H19Cl104 1000344-60-3 25
4 1-Tetralone. 8-trimethvisilvloxy- 234 C13H1802Si 1000161-48-8 22
5 Chromone, 5-hydroxy-8-isopentyl-... 276 C16H2004 013475-10-0 22
Abundance Scan 2092 (14.392 min): BF110651.D (-2085) (-) 57.10 100.00%
57.1
219.2
5000 530.5
971 1471 2782 A SRR B LA
: Mmmmmmmmmm
Obrrrk ﬂ Ao osd bl bl 3098 4163 48841 ) | "m/z 219.20 63.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #76625: Quinoline, 2-(3-tolyl)-
219.0
39.0
14.00 14.20 14.40 14.60 14.80
llsgo \ m/z 43.10 51.07%
0

”..,”lLL?P?ﬂ..H. N —
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #113247: 2,6-di-tert-Butyl-4-(dimethylaminomethyl)phenol
219.0

14.00 14.20 14.40 14.60 14.80
5000 58.0 m/z 530.50  49.02%

163.0 263.0
15. 05.0 '
04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance : i i

#181138: Isophthalic acid, 3-chlorophenyl pentyl ester LB o o
219.0 14. 00 14. 20 14. 40 14. 60 14. 80
m/z 515.40 43.93%

5000
149.0
ol 430 1040 | 2610 346.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 14. 00 14. 20 14. 40 14 60 14. 80

8270-BF110818.M Mon Nov 12 15:51:59 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110651.D

Aca On : 10 Nov 2018 2:09

Operator : JU/SJ

Sample : J5884-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 1-Dodecanol, 2-hexyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .57 27.40 ng 629741 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 91
2 Oxalic acid. isobutvl octadecvl ... 398 C24H4604 1000309-38-3 91
3 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 91
4 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
5 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 91
Abundance Scan 2122 (14.568 min): BF110651.D (-2118) (-) m/z 57.10 100.00%
57.1
5000 v/rtwA///\\-jk\M\MmHWA\,WJK
ﬁl o 1420 14.40 14.60 14.80
ok ...,.l.l.al,f??'.l.,z.?“.'?,.2.?9,'?.3.‘?7,'.2...,....,4.7.4.'.4,....,....,....,...., m/z 43.10 77.86%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #119526: 1-Dodecanol, 2-hexyl-
57.0
5000 L UL UL B BUMR
10 1420 14.40 14.60 14.80
' m/z 55.10 55.01%
o | 167.0 2520
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #211266: Oxalic acid, isobutyl octadecy! ester
57.0
14.20 14.40 14.60 14.80
5000 m/z 71.10 54 .52%
bbbl as0za0 210 M
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242842: Octatriaconty| pentafluoropropionate A BT o e
57.0 14.20 14.40 14.60 14.80
m/z 69.10 40.98%
5000
1.0
ob J 167.0 225.0 281.0 341.0 401.0 460.0 532.0 678.0
mz-> 0 50 160 1%0 200 250 300 350 400 450 500 550 600 650 14.20 14.40 14.60 14.80

8270-BF110818.M Mon Nov 12 15:52:00 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110651.D

Aca On : 10 Nov 2018 2:09

Operator : JU/SJ

Sample : J5884-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 16 Hexacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.88 7.45 ng 171205 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2175 (14.880 min): BF110651.D (-2172) (-) m/z 57.10 100.00%
5%.1
5000
199'1 ' 14.60 14.80 15.00 15.20
141.1 : : : .
Y- 1 Ay doptasss 2152 20723372 as32  asedl R0t aa Ty
m/z--> 50 00 150 200 250 300 350 400 450
Abundance #194493: Hexacosane
57.0
5000 LR BB B BRI B
Mmmmmmmm
99.0 m/z 71.10 56.07%
0 Il |1 ; 141.0 183.0 225.0 267.0 309.0  367.0
m/z--> 55 160 1éo 260 2%0 360 3%0 460 4éo
Abundance #209566: Octacosane
57.0
' 14.60 14.80 15.00 15.20
5000 m/z 85.10 44 _93%
99.0
ol { | J |, 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 1éo 260 2%0 360 3%0 460 4%0
Abundance #202661: Heptacosane A B
57.0 14.60 14.80 15.00 15.20
m/z 55.10 30.09%
5000
9.0
ol15.0 | | | | 1410 1830 2250 267.0 300.0  380.0
m/z--> 5'0 1(')0 1éo 2(')0 251;0 3(')0 3&1;0 4(')0 4éo 14|60 14. 80 15. oo 15 20

8270-BF110818.M Mon Nov 12 15:52:00 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110651.D

Aca On : 10 Nov 2018 2:09

Operator : JU/SJ

Sample : J5884-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 17 Heneicosane Concentration Rank 7

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

15.23 39.48 ng 479843 Perylene-d12 15.66

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Nonadecane 268 C19H40 000629-92-5 87
4 Hexadecane 226 C16H34 000544-76-3 87
5 Octacosane 394 C28H58 000630-02-4 81

Abundance

5000

04
m/z--> 50

Scan 2234 (15.227 min): BF110651.D (-2231) (-)

100 150 200 250 300 350 400 450

141.1 183.1  238.1273.1309.1345.3

Abundance

5000

99.0

#141426: Heneicosane

141.0 183.0 225.0 296.0

m/z 57.10 100.00%

-

15.00 15.20 15.40 15.60

m/z 43.10 61.83%

5

15.00 15 20 15. 40 15. 60

m/z 71.10 60.05%

0!
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175557: Tetracosane
57.0
I e EEEmasmas
15.00 15.20 15.40 15.60
5000 m/z 85.10 45.69%
ol ‘ | Jj|i}4101830 225.0 267.0 338.0
LA e e o o LA LA s B o e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #117638: Nonadecane e RARREEE RS
57.0 15.00 15.20 15.40 15.60
m/z 55.10 22.09%
- MM
Lo Jg?"i 1410 183.0 2250 2630
LA e e o o e L s o R I AR mas
m/z--> 50 100 150 200 250 300 350 400 450 15.00 15 20 15. 40 15. 60

8270-BF110818.M Mon Nov 12 15:52:01 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110651.D

Aca On : 10 Nov 2018 2:09

Operator : JU/SJ

Sample : J5884-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 18 1-Heneicosanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.26 17.95 ng 218142 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 n-Tetracosanol-1 354 C24H500 000506-51-4 87
3 Bromoacetic acid. pentadecvl ester 348 C17H33Bro02 131143-01-6 86
4 1-Pentadecanethiol 244 C15H32S 025276-70-4 83
5 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 80
Abundance Scan 2240 (15.262 min): BF110651.D (-2238) (-) m/z 83.10 100.00%
TT “waNhMMN\mwMMNAxﬁ
5000
1 ' 15.00 15.20 15.40 15.60
168.1196. 246.1 299.2 355.0
ol \ v 1961 72 m/z 55.10 93.76%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
58.0 83.0
5000 111.0 L I B UL AU
mmmmmmmm
m/z 57.10 91.16%
oL 270 | 390}6701960 238.0266.0294.0
m/z--> 50 100 1éo 200 250 300 350
Abundance #186968: n-Tetracosanol-1
540
' 15.00 15.20 15.40 15.60
5000 m/z 97.10 78.06%
1250
29.0
oLl { “LJ }5301810210023802660 30803360
m/z--> éo 100 1é 200 2éo 300 3%0
Abundance #182418: Bromoacetic acid, pentadecy! ester B EERR Bam e L
430, 830 15.00 15.20 15.40 15.60
m/z 43.10 68.51%
5000
111.0
oL, ,\\,\, H ‘x ml““?., 1ORO200 ass0 e
m/z--> 2m 250 300 350 1MMMMMMMO

8270-BF110818.M Mon Nov 12 15:52:01 2018 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110651.D

Aca On : 10 Nov 2018 2:09

Operator : JU/SJ

Sample : J5884-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 19 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.08 16.93 ng 205774 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Heptadecane 240 C17H36 000629-78-7 93
3 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 93
4 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 90
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2379 (16.080 min): BF110651.D (-2376) (-) m/z 57.10 100.00%
57.1
5000
141.2 15.80 16.00 16.20 16.40
oL L, 'I,l i, plleeal  S1r2%ss2 483 L7z 71.10  60.89%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #105886: Octadecane
57.0
5000 L L BN BRI B
15. 80 16 00 16. 20 16. 40
m/z 43.10 58.88%
oLl [ 00 20
miz--> ”'5'0””1c')o””1&'30””266'”2&1,0””366”5%6”;1(')6”;15'36”'5(')6
Abundance #94345: Heptadecane

15.80 16.00 16.20 16.40
m/z 85.10 50.96%

5000

141.0182.0 240.0

0!
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #94356: Tetradecane, 2,6,10-trimethyl- A B
57.0 15.80 16.00 16.20 16.40
m/z 55.10 29.09%
5000
113.0 155.0
oL e 225.0
I L B e B L s s
m/z--> 50 100 150 200 250 300 350 400 450 500 15. 80 16 00 16. 20 16. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110651.D

Aca On : 10 Nov 2018 2:09

Operator : JU/SJ

Sample : J5884-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 20 6,10-Dimethyl-3-(1-methylet... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.40 126.25 ng 1534460 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6.10-Dimethvl1-3-(1-methvlethvlid... 206 C15H26 069239-71-0 55
2 1-1sopropenvl-3-propenvicvclopen... 150 C11H18 1000192-81-2 52
3 D:C-Friedoolean-8-en-3-one 424 C30H480 022611-26-3 50
4 Naphthalene. 1.2.3.4.4a.5.6.8a-0... 204 C15H24 000473-13-2 45
5 Cyclohexane, l-ethenyl-1-methyl-._.. 204 C15H24 003242-08-8 41
Abundance Scan 2773 (18.397 mm) BF110651.D (-2764) (-) m/z 205.15 100.00%
5000 fl
18.00 18.20 18.40 18.60 18.80
0 m/z 109.10 92.26%
m/z--> 100 150 200 250 300 350 400
Abundance #66220 6,10-Dimethyl-3-(1-methylethylidene)-1-cyclodecene
41.0
121.0
5000 UL LR B R I
18.00 18.20 18.40 18.60 18.80
63.0 206.0 m/z 95.10 90.71%
41 H|||
m/z--> 100 150 250 300 350 400
Abundance #23964: 1- Isopropenyl 3-propenylcyclopentane
67.0 107.0
18.00 18.20 18.40 18.60 18.80
5000 m/z 55.10 80.20%
0! ...‘.“.......................
m/z--> 100 150 200 250 300 350 400
Abundance #220493: D:C-Friedoolean-8-en-3-one A B o
205.0 18.00 18.20 18.40 18.60 18.80
m/z 81.10 79.46%
257.0
5000
121.0
U 59 0 424.0
m/z--> 50 100 150 200 250 300 350 400 18.00 18.20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110918\
Data File : BF110651.D

Acq On : 10 Nov 2018 2:09

Operator : JU/SJ

Sample - J5884-15

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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... 2.27 6.2 ng 149368 1 6.95 478433 20.0
2-Pentanone, 4-hy... 5.19 4.2 ng 101436 1 6.95 478433 20.0
n-Hexadecanoic acid 11.99 5.6 ng 139243 4 11.48 495619 20.0
(-)-trans-Pinane 12.42 2.5 ng 62982 4 11.48 495619 20.0
Heptacosane 12_.54 2.3 ng 55812 4 11.48 495619 20.0
Octadecanoic acid 12.77 2.4 ng 59255 4 11.48 495619 20.0
Tridecane, 1-iodo- 13.27 7.7 ng 176291 5 14.13 459691 20.0
Phenol, 2,4-di(2-... 13.64 3.1 ng 71435 5 14.13 459691 20.0
unknownl13.76 13.76 7.6 ng 174837 5 14.13 459691 20.0
Picein 13.84 52.6 ng 1209230 5 14.13 459691 20.0
unknownl13.94 13.94 40.3 ng 926984 5 14.13 459691 20.0
unknown14 .39 14.39 76.6 ng 1760150 5 14.13 459691 20.0
1-Dodecanol, 2-he... 14.57 27.4 ng 629741 5 14.13 459691 20.0
Hexacosane 14.88 7.5 ng 171205 5 14.13 459691 20.0
Heneicosane 15.23 39.5 ng 479843 6 15.66 243078 20.0
1-Heneicosanol 15.26 17.9 ng 218142 6 15.66 243078 20.0
Octadecane 16.08 16.9 ng 205774 6 15.66 243078 20.0
6,10-Dimethyl-3-(... 18.40 126.3 ng 1534460 6 15.66 243078 20.0
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