LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\

Data File : BF115306.D

Aca On : 29 Jun 2019 2:21 Instrument :

Operator : HP/JU E?Afs el
- _ lentosampleld :

3?22'6 : K3531-01 FK-GF-02-043-A

ALS Vial : 25 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-BF062119.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 4.431 419 424 429 rVB 134512 156482 2.94% 0.312%
2 5.201 549 555 558 rBVY 4432691 4447987 83.67% 8.865%
3 6.242 727 732 735 rBVY 4286674 4679231 88.02% 9.326%
4 6.266 735 736 742 rVB4 136347 82542 1.55% 0.165%
5 6.372 749 754 757 rBV 4790927 4835560 90.96% 9.638%
6 6.601 789 793 796 rBVY 1757516 1383151 26.02% 2.757%
7 6.760 815 820 823 rBVY 4071028 3848861 72.40% 7.671%
8 7.160 883 888 891 rBY 3026608 2949368 55.48% 5.878%
9 7.401 926 929 937 rVB 76877 74001 1.39% 0.147%
10 7.878 1006 1010 1014 rBV 1936271 1773699 33.36% 3.535%

11 8.960 1189 1194 1197 rBV 5781912 5316364 100.00% 10.596%
12 9.348 1257 1260 1264 rBV 803552 670530 12.61% 1.336%
13 9.624 1303 1307 1311 rBV2 2373411 2038162 38.34% 4.062%
14 10.407 1436 1440 1443 rBV 3717512 3364179 63.28% 6.705%
15 11.095 1553 1557 1560 rBV 2274452 2071319 38.96% 4.128%

16 11.118 1560 1561 1564 rVV 230581 139059 2.62% 0.277%

17 11.171 1567 1570 1574 rVB 87764 82275 1.55% 0.164%
18 11.648 1648 1651 1658 rBV 682974 639914 12.04% 1.275%
19 11.730 1663 1665 1671 rVB2 57828 64944 1.22% 0.129%

20 11.889 1689 1692 1694 rBV2 150292 134639 2.53% 0.268%

21 12.048 1715 1719 1722 rVB2 161888 142691 2.68% 0.284%
22 12.201 1742 1745 1752 rVB2 105907 103458 1.95% 0.206%
23 12.301 1759 1762 1765 rBV 271327 232835 4._.38% 0.464%
24 12.354 1768 1771 1775 rVB 146324 138924 2.61% 0.277%
25 12.430 1781 1784 1790 rBV2 203659 252569 4._75% 0.503%

26 12.524 1796 1800 1802 rBV 260049 248221 4.67% 0.495%
27 12.595 1807 1812 1818 rVB3 99434 145274 2.73% 0.290%
28 12.683 1822 1827 1830 rVV 5516843 4991859 93.90% 9.949%
29 12.813 1847 1849 1853 rVB 388768 333743 6.28% 0.665%
30 13.148 1903 1906 1908 rBV 114069 107301 2.02% 0.214%

31 13.189 1910 1913 1916 rVB 390066 336173 6.32% 0.670%
32 13.630 1981 1988 1998 rBV3 217125 808068 15.20% 1.611%
33 13.718 1998 2003 2006 rBV 1847811 1884320 35.44% 3.756%
34 13.918 2035 2037 2039 rBV2 100293 78244 1.47% 0.156%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062819\
Data File : BF115306.D

Aca On 29 Jun 2019 2:21

Operator : HP/JU

Sample - K3531-01

Misc :

ALS Vial : 25 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\HPCHEM1\BNA F\METHODS\8270-BF062119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.512 2136 2138 2142 rBV2 197942 189307 3.56% 0.377%
36 14.812 2187 2189 2193 rVB 210926 193711 3.64% 0.386%
37 15.077 2230 2234 2239 rBV 1062783 1234325 23.22% 2.460%

Sum of corrected areas: 50173290
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\

BF115306.D

29 Jun 2019 2:21

HP/JU

K3531-01

25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000
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5000000

4000000
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10.41

11.09
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12.81 13.19
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Time-->

10.00 10.50

11.50

9.50 11.00 12.00 12.50 13.00

Abundance

5000000

4000000

3000000

2000000

1000000

0

TIC: BF115306.D

13.72

1451 14.81

Time-->

1
13.50

17.50 18.00 18.50

14.00

14.50 15.00 15.50 16.00 16.50 17.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115306.D

Aca On 29 Jun 2019 2:21

Operator : HP/JU

Sample - K3531-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Cyclotrisiloxane, hexamethyl- Concentration Rank 10

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

4.43 2.26 ng 156482 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotrisiloxane. hexamethvl- 222 C6H1803Si3 000541-05-9 91
2 Arsenous acid. tris(trimethvlsil... 342 C9H27As03Si3 055429-29-3 56
3 Benzolhlauinoline. 2.4-dimethvl- 207 C15H13N 000605-67-4 45
4 4-Cvclohexene-1.2-dicarboximide.... 207 C12H17NO2 028916-00-9 42
5 5-Methyl-2-phenylindolizine 207 C15H13N 036944-99-7 39

Abundance Scan 424 (4.431 min): BF11513|)06.D (-419) () m/z 207.00 100.00%
207
5000
% 133 191 400 420 4.40 4.60 480
Obrerprrrr S ok b3 e e | M/Z 208.00 20.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #79619: Cyclotrisiloxane, szexamethyl
207
5000 [rerrrrrrrp T T T T T T T T

4.00 4.20 4.40 4.60 4.80
m/z 209.00 12.51%

%
2845 75 | 115138 163 191 |

Ol b P b e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #178799: Arsenous acid, tris(trimethylsilyl) ester
207
e
400 4.20 440 4.60 4.80
5000 m/z 96.00 10.23%
73 105 133 101
ol 27 4 J {‘149165 L h 239 327
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #67018: Benzo[h]quinoline, 2,4-dimethyl- T REaaE b
207 400 4.20 4.40 4.60 4.80
m/z 190.90 9.62%
5000

139 165 191

51 76 102
R s e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 4.00 420 4.40 4.60 4.80

8270-BF062119.M Mon Jul 01 16:44:08 2019 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115306.D

Aca On 29 Jun 2019 2:21

Operator : HP/JU

Sample - K3531-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.37 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.37 69.92 ng 4835560 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 37
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
Abundance Scan 754 (6.372 min): BF115306.D (-749) (-) m/z 131.95 100.00%
132
5000 68
6 rrrrrTyTTT T T T T T T T
40 54 75 104 6.00 6.20 6.40 6.60 6.80
o....,...::u..ﬁ....??.l.',..':.,..5.‘?,..!.,.-:..,.1.1?.,....,"...,.. m/z 68.00 36.11%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 SARANE NSRS RRASE RARRE N

600 6.20 6.40 6.60 6.80
m/z 134.00 34 .58%

89 103
||||| I||I|||| || |” I|I S

O ,....,....'-...'.,.'!'..,.1.1?.,...., -
m/z--> 30 5 90 100 110 120 130 140
Abundance #14142. 3 ChIoro 6-fluoro-pyrazine
132
69 e e S RS S
104 6.00 6.20 6.40 6.60 6.80
5000 m/z 66.00 23.70%
78
31 38 44
0 ‘ [y | H | !
I o o o o B o S L S
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal A EERRA TR S
132 6.00 6.20 6.40 6.60 6.80
m/z 96.00 14 _.23%
5000 67
41 53 97 117
79
0 34 “‘ ‘\ . 61\“\‘ L1, 89 L, 103 110 124 ||
T R T T T P T e T [ T T T e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 600 6.20 640 6.60 680
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115306.D

Aca On 29 Jun 2019 2:21

Operator : HP/JU

Sample - K3531-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.65 6.18 ng 639914 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 25
Abundance Scan 1651 (11.648 min): BF115306.D (-1648) (-) m/z 72.95 100.00%
43 60 LS
5000 129
97 213 L
115 143157171185199 227241256 11%0 11%0 1f80 1200
(o} m/z 43.00 79.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 ’”ﬁ‘7771¥7777J----|-- T
11.40 11.60 11.80 12.00
m/z 59.95 79.08%
| L|TJJ 143157171185199213
Ob e
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
"' 11140 1160 11.80 12.00
5000 m/z 57.00 64 .18%
29
0 ..1.5,... .W..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid A EEEE ST
60 73 11.40 11.60 11.80 12.00
43 m/z 55.00 61.61%
129
5000 29
143157 214 L
(o} A i,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11feo 11!80 12!00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115306.D

Aca On 29 Jun 2019 2:21

Operator : HP/JU

Sample - K3531-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.43 2.68 ng 252569 Chrysene-di12 13.72
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 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Oxalic acid, propyl tetradecyl e... 328 C19H3604 1000309-26-7 30
Abundance Scan 1784 (12.430 min): BF115306.D (-1781) (-) m/z 73.00 100.00%

43 73

5000

-

12.20 12.40 12.60 12.80
m/z 43.00 98.55%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131261: Octadecanoic acid
43 73

%

12.I20 12.I4O 12.I60 12.I80
m/z 59.95 79.67%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107548: n-Hexadecanoic acid
43 73
12.20 12.40 12.60 12.80
5000 256 m/z 57.05 75.87%
2%
onwﬂ”muw.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95851: Pentadecanoic acid R RmEEs o
43 73 12.20 12.40 12.60 12.80
m/z 55.00 73.23%
- T \/A—/\/\J\,JLW
2
Olrrryrbee il e —
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\BF062819\
Data File : BF115306.D

Aca On 29 Jun 2019 2:21

Operator : HP/JU

Sample - K3531-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Retene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.81 3.54 ng 333743 Chrysene-di12 13.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Retene 234 C18H18 000483-65-8 99
2 2-l1sopropvl-10-methvIlphenanthrene 234 C18H18 066552-97-4 93
3 2.3.5.6-Detetrahvdrocvclohexanon... 234 C15H2202 101100-38-3 50
4 3.5-di-tert-Butvl-4-hvdroxvbenza... 234 C15H2202 001620-98-0 50
5 3-lIsopropylamino-6-methyl-6,7-di... 234 C13H18N202 145220-69-5 47
Abundance Scan 1849 (12.813 min): BF115306.D (-1847) (-) m/z 219.10 100.00%
219
5000
203
R REREAESSE S
102 17 T 235 12.40 12.60 12.80 13.00 13.20
Olrrrrra 29 1 128 122, B, |.'..'.' 205283301 326 | ns57534 10 57.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #89260: Retene
219
5000
203 12.40 12.60 12.80 13.00 13.20
m/z 204.00 33.12%
102 178 285
BT - W 0 E—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #89274: 2-1sopropyl-10-methylphenanthrene
219
12.40 12.60 12.80 13.00 13.20
5000 m/z 203.00 27 .44%
203 | 285
o 39 63 82 102 126 152 178, ﬁ }
m/z--> i&&mmmmmmmmmmmmﬁ
Abundance #89132: 2,3,5,6-Detetrahydrocyclohexanone, 2,6-di-t-butyl-... e R w EE e
219 12.40 12.60 12.80 13.00 13.20
m/z 202.00 20.63%
5000
41 57 101
‘ ‘ 11531 150175 235
0 S WO A PR Wl o Y U W S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115306.D

Aca On 29 Jun 2019 2:21

Operator : HP/JU

Sample - K3531-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Methyl dehydroabietate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.19 3.57 ng 336173 Chrysene-di12 13.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl dehvdroabietate 314 C21H3002 001235-74-1 83
2 9.10-Anthracenedione. 2-amino-3-... 239 C14H9NO3 000117-77-1 64
3 Phthalic acid. di(3-methvilphenvl... 346 C22H1804 1000315-37-3 59
4 Imidazolol2.1-blthiazole. 5-(3-i... 239 C13H9N3S 327097-37-0 50
5 Phthalic acid, 4-methoxyphenyl 2... 362 C22H1805 1000315-59-5 40
Abundance Scan 1913 (13.189 min): BF115306.I% (-1910) (-) m/z 239.10 100.00%
239
5000
43 91 117 141 173 197 12.80 13.00 13.20 13.40 13.60
0 e 4 W P e el = Y ,.26.7. l 31.8.3‘.‘0, m/z 240.05  19.73%
m/z--> 50 100 150 200 250 300
Abundance #156720: Methy| dehydroabietate
239
5000 LRI RN BRI SN
12.80 13.00 13.20 13.40 13.60
299 m/z 299.15 7.63%
141 173 197
0 I16I " Ill ulelglglnll 1:lll-7'l |||l|.lu il l. 2:1‘} . ?.5?" — | :? ?. —
m/z--> 50 100 150 200 250 300
Abundance #93137: 9,10-Anthracenedione, 2-amino-3-hydroxy-
239
12.80 13.00 13.20 13.40 13.60
5000 m/z 141.00 6.57%
28 51 77 105127 100 183 271 {
0||||||‘||‘||‘|‘|L|||||||‘|||||||||
mz--> 50 100 150 200 250 300 ' NMHWAdvdxﬂwﬂrJmewﬂmwwﬁvwmm
Abundance #181437: Phthalic acid, di(3-methylphenyl) ester A R e s
239 12.80 13.00 13.20 13.40 13.60
m/z 129.00 5.25%
5000
91
0 39 65 | 108128 165183 211
m/z--> 50 100 150 200 250 300 ' 12:80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115306.D

Aca On 29 Jun 2019 2:21

Operator : HP/JU

Sample - K3531-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.63 8.58 ng 808068 Chrysene-di12 13.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 95
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 1-Heptacosanol 396 C27H560 002004-39-9 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
Abundance Scan 1988 (13.630 min): BF115306.D (-1981) (-) m/z 83.00 100.00%
a3
5000 111 A/}\/\/\/‘
139 23 13140 13.60 13.80 14.00
181 : : :
ol £, l L5 Wfo910.208 | 261281 300 337 363 402 a0 93, 6H
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 LR IS B UL B
13140 13.60 13.80 14.00
29 | 111 m/z 57.00 92.97%
o J I | L 1139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #177132: 1-Heneicosyl formate
57 83
13140 13.60 13.80 14.00
5000 111 m/z 97.00 91.48%
0 ‘\ R ’ \ L \‘1?9 1\1(.37 " 196 222 266 294 322 WL\/‘
m/z--> 50 100 150 200 250 360 350 400
Abundance #155046: 1-Heneicosanol R RmEEs o
55 83 13.40 13.60 13.80 14.00
m/z 55.00 89.57%
29
o Jl‘ | }139 167 196 238 266 294
m/z--> 50 100 1&1;0 200 250 300 350 400 13140 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115306.D

Aca On 29 Jun 2019 2:21

Operator : HP/JU

Sample - K3531-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .51 3.07 ng 189307 Perylene-d12 15.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Hexadecane 226 C16H34 000544-76-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 2138 (14.512 min): BF115306.D (-2136) (-) m/z 57.00 100.00%
57
85
5000
113 1490 1440 14'60 1480
141 253 14.20 14.40 14.60 14.80
o) ,I A () 169197 226 293276 306320351 386 415442 7T 79 10 74. 200
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 L DL B SULRLLE B

14.20 14.40 14.60 14.80
m/z 43.00 63.22%

29 113
oL J ] ] | 41169 197 225 253 296
R e .
m/z--> 50 100 150 200 250 300 350 400
Abundance #83023: Hexadecane
57
e
14.20 14.40 14.60 14.80
5000 o m/z 85.10 54.14%
29
o \.‘ |13 141 169 197 226
A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane e  EammEEmETT
57 14.20 14.40 14.60 14.80
m/z 55.00 22.66%
5000 P
29
oL i (118 141 169 197 225 253 281 309 337 365 394
b Y 2 e A R A S e
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115306.D

Aca On 29 Jun 2019 2:21

Operator : HP/JU

Sample - K3531-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Heptadecane, 9-octyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.81 3.14 ng 193711 Perylene-d12 15.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
2 Tridecane. 1l-iodo- 310 C13H271 035599-77-0 91
3 Eicosane. 3-methvl- 296 C21H44 006418-46-8 87
4 Heptadecane 240 C17H36 000629-78-7 83
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 83
Abundance Scan 2189 (14.812 min): BF115306.D (-2187) (-) m/z 57.00 100.00%
g7
85
5000

155 183,05009 276300 365 307 422 14.40 14.60 14.80 15.00 15.20
oLt I....l|,.'|.l fdpuge 200229 20300 330305392 422 A% "m/z 71.10  78.92%

T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 LA L L L L L L L LB

14. 40 14. 60 14. 80 15. 00 15. 20

m/z 43.00 61.44%

113
1777141 169 197 239 267 294 323 352

O N LA A e e e AL B o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #152416: Tridecane, 1-iodo-
57
R N REEEsmmmes e
14.40 14.60 14.80 15.00 15.20
5000 85 m/z 85.05 53.93%
28
113 183
0 .l‘&,.Jx9.J,J.*..ﬁ§?..\., N
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141428: Eicosane, 3-methyl- A Ea T o R
57 14.40 14.60 14.80 15.00 15.20
m/z 41.00 21.41%
5000
85
oLl J /113 141 169 197 239 2?7 294
T A o L A e ML R N REEEEmmmes s
m/z--> 50 100 150 200 250 300 350 400 450 14. 40 14. 60 14. 80 15. 00 15. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062819\
Data File : BF115306.D

Acq On 29 Jun 2019 2:21

Operator : HP/JU

Sample - K3531-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF062119_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]
Cyclotrisiloxane, . .. 4.43 2.3 ng 156482 1 6.60 1383150 20.0
unknown6 .37 6.37 69.9 ng 4835560 1 6.60 1383150 20.0
n-Hexadecanoic acid 11.65 6.2 ng 639914 4 11.10 2071320 20.0
Octadecanoic acid 12.43 2.7 ng 252569 5 13.72 1884320 20.0
Retene 12.81 3.5 ng 333743 5 13.72 1884320 20.0
Methyl dehydroabi... 13.19 3.6 ng 336173 5 13.72 1884320 20.0
5-Eicosene, (E)- 13.63 8.6 ng 808068 5 13.72 1884320 20.0
Heneicosane 14 .51 3.1 ng 189307 6 15.08 1234330 20.0
Heptadecane, 9-oc... 14.81 3.1 ng 193711 6 15.08 1234330 20.0
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