LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031820\
Data File : BF119419.D

Aca On : 18 Mar 2020 17:04

Operator : CG/JU

Sample : L1917-10

Misc :

ALS Vial : 4 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-BF031820.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 6 10 18 rVB 802563 1031338 9.36% 1.430%
2 5.057 499 505 513 rvB 156300 189193 1.72% 0.262%
3 5.457 568 573 577 rBVY 4420419 4439892 40.29% 6.155%
4 6.463 739 744 747 rBV 3079908 2671436 24.24% 3.704%
5 6.675 777 780 786 rVB2 103970 128431 1.17% 0.178%
6 6.851 806 810 814 rBVY 2383508 1999638 18.15% 2.772%
7 7.010 832 837 840 rBY 8100064 7839503 71.14% 10.868%
8 7.416 900 906 909 rBVY 6249151 6955034 63.11% 9.642%
9 8.139 1024 1029 1032 rBV 2945653 2591219 23.51% 3.592%
10 9.222 1207 1213 1216 rVB 10978180 11020216 100.00% 15.278%

11 9.304 1223 1227 1231 rBV2 71415 111179 1.01% 0.154%
12 9.610 1275 1279 1282 rBV 1168003 927308 8.41% 1.286%
13 9.898 1322 1328 1331 rVB 3363747 2839501 25.77% 3.937%
14 10.233 1381 1385 1390 rVB 235718 218913 1.99% 0.303%
15 10.686 1456 1462 1465 rBV 6727359 7020877 63.71% 9.733%

16 10.810 1480 1483 1488 rBv4 81256 123094 1.12% 0.171%
17 11.098 1529 1532 1535 rBV 692074 514670 4.67% 0.714%
18 11.386 1577 1581 1584 rVB 3273892 2720933 24.69% 3.772%
19 11.916 1666 1671 1683 rBV 1466654 1413416 12.83% 1.960%
20 12.604 1784 1788 1790 rBV2 122525 163375 1.48% 0.226%

21 12.704 1801 1805 1811 rBV 764858 738386 6.70% 1.024%
22 12.980 1846 1852 1855 rBV 9381134 9671039 87.76% 13.408%
23 13.874 2000 2004 2014 rVB 1206286 1231150 11.17% 1.707%
24 14.027 2025 2030 2033 rBV 2183277 2138959 19.41% 2.965%
25 14.198 2056 2059 2063 rVB 164543 158796 1.44% 0.220%

26 14.510 2108 2112 2124 rVB 260629 312121 2.83% 0.433%
27 14.816 2161 2164 2170 rVB 244670 249526 2.26% 0.346%
28 15.163 2219 2223 2229 rVB 240174 304280 2.76% 0.422%
29 15.492 2274 2279 2284 rBV 1378410 1660545 15.07% 2.302%
30 15.551 2284 2289 2294 rVB 182758 251252 2.28% 0.348%

31 15.992 2360 2364 2368 rBV2 124520 186181 1.69% 0.258%

32 16.033 2368 2371 2379 rVB3 107102 186479 1.69% 0.259%
33 17.568 2629 2632 2643 rVB9 53270 123379 1.12% 0.171%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031820\
Data File : BF119419.D

Aca On : 18 Mar 2020 17:04

Operator : CG/JU

Sample : L1917-10

Misc :

ALS Vial : 4 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-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 72131259
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031820\
Data File : BF119419.D

Aca On - 18 Mar 2020 17:04

Operator : CG/JU

Sample : L1917-10

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF031820.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: BF119419.D

le+07

7.01
8000000

7.42
6000000

5.46

4000000
6.46

6.85
2000000

2.15

)\ 5.06 6.67 )

T A 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: BF119419.D
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8000000
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6000000
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2000000 11.92
11.10 12.70
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T
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: BF119419.D

——

le+07

8000000

6000000

4000000

14.03

2000000 13.87 15.49

1451 14
14.20 1482 15.16 i\;}ss 156903 17.57

T o e e e e e

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\BF031820\
Data File : BF119419.D

Aca On : 18 Mar 2020 17:04

Operator : CG/JU

Sample : L1917-10

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 10.32 ng 1031340 1,4-Dichlorobenzene-d4 6.85
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 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 11 (2.152 min): BF119419.D (-6) (-) m/z 73.10 100.00%
3
5000 43
55
87 I
| 7 2.20 2.30 2.40 2.50 2.60
O bt i S e M/Z 43.00  47.29%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
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 34.29%
o ?9 35 1] | 67 ||, 80
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 HUAE RN R U UL U
2.20 2.30 2.40 2.50 2.60
5000 a1 55 m/z 87.05 24 .96%
29
0 47 67 | 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 2.20 2.30 2.40 2.50 2.60
m/z 41.05 15.65%
5000 43
58
0'I”Hm“”'ﬂl”l”'W'”'P*”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 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\BF031820\
Data File : BF119419.D

Aca On : 18 Mar 2020 17:04

Operator : CG/JU

Sample : L1917-10

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Tri(2-chloroethyl) phosphate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.10 3.78 ng 514670 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tri(2-chloroethvl) phosphate 284 C6H12CI1304P 000115-96-8 91
2 Ethene. (2-chloroethoxv)- 106 C4H7CIO 000110-75-8 50
3 1-Chloroethvl sulfone 190 C4H8CI1202S 010038-07-0 50
4 Carbonochloridic acid. 2-chloroe... 142 C3H4Cl202 000627-11-2 47
5 Oxalyl chloride 126 C2Cl202 000079-37-8 47
Abundance Scan 1532 (11.098 min): BF119419.D (-1529) (-) m/z 63.00 100.00%
63
5000 205 249
10.80 11.00 11.20 11.40
o} m/z 248.95 43.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #131485: Tri(2-chloroethyl) phosphate
63 249
205
5000 143 A"I""I""I""I""
99 10.80 11.00 11.20 11.40
187 223 m/z 204.90 37.70%
45 81 | | 161 “
o} SSNSISBMBISS SN | ISP 'S NSNS 60 M B ||”” .|.'.. i 'I"l'll"'l'l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
27 63
a4 10.80 11.00 11.20 11.40
5000 m/z 142.90 31.13%
106
14 79
e R R A R LA LA AR AR WA RARRE RRARE RARRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53239: 1-Chloroethyl suffone Y —
63 10.80 11.00 11.20 11.40
m/z 65.00 30.08%
5000 27
0 48 M‘ 76 9? 111 129 191 N\A# e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10,80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031820\
Data File : BF119419.D

Aca On : 18 Mar 2020 17:04

Operator : CG/JU

Sample : L1917-10

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 3
R.T. EstConc Area Relative to ISTD R.T.
11.92 10.39 ng 1413420 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Octadecanoic acid 284 C18H3602 000057-11-4 90
5 Tetradecanoic acid 228 C14H2802 000544-63-8 86
Abundance Scan 1672 (11.922 min): BF119419.D (-1666) (-) m/z 60.00 100.00%
43 73
5000 129 AA&_
97 213 SHSSIEY LS
115 143157171185199 227, 256 11.60 11.80 12.00 12.20
o 4l m/z 43.00 98.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000 29 256 AR A A DR
11. 60 11. 80 12. 00 12.20
213 m/z 73.00 88.25%
. || L 143157171185 oo
m/z--> "éb” 'ﬁb II60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11!60 11fso 12foo 12!20 '
5000 129 m/z 57.00 88.07%
29 87 115 171
185 214
JLis 101 143157 108
m/z--> 25 45 eb 85 160 150 150 160 1éo 200 220 250 2éo
Abundance #95851: Pentadecanoic acid B O B i
3 60 73 11.60 11.80 12.00 12.20
m/z 55.00 76.44Y%
5000 129
29
199
‘ | ‘ 143 157171 185 242
OIEI'ISII‘IIIII‘IHMI =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\BF031820\
Data File : BF119419.D

Aca On : 18 Mar 2020 17:04

Operator : CG/JU

Sample : L1917-10

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 5
R.T. EstConc Area Relative to ISTD R.T.

12.70 5.43 ng 738386 Phenanthrene-d10 11.39
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 81
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 1804 (12.698 min): BF119419.D (-1801) (-) m/z 43.05 100.00%

73
5000
129

97 ittt

185 241 12.40 12.60 12.80 13.00
157 213 284 : . . .
0 bsdep g L0288 m/z 57.00 83.96%
miz--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid

8

12.40 12.60 12.80 13.00
m/z 60.00 80.62%

5000

04
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
N e IR
12.40 12.60 12.80 13.00
5000 256 m/z 55.00 75.00%
129
97 157 185 213
0 238
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester AR R Raaa s e
43 12.40 12.60 12.80 13.00
m/z 73.00 73.18%
73
5000 284
129
185 213 241
0 ‘uu ‘Hﬁm‘mzes 311 372 A
m/z--> 50 l O 150 200 250 300 350 12. 40 12. 60 12. 80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031820\
Data File : BF119419.D

Aca On : 18 Mar 2020 17:04

Operator : CG/JU

Sample : L1917-10

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 1-Heneicosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.87 11.51 ng 1231150 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 94
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 94
4 Octadecvyl trifluoroacetate 366 C20H37F302 079392-43-1 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91

Abundance Scan 2003 (13.869 min): BF119419.D (-2000) (-) m/z 57.00 100.00%

:

Abundance #155046: 1-Heneicosanol

s

5000
111
139 163 13.60 13.80 14.00 14.20
o2 b A7 207 196222 252 280 | "m/z 55.00 97.67%
l
e
l

m/z--> 50 00 150 200 250 300 350
00

5000 LA L L L L L LB
13 60 13. 80 14. 00 14 20
29 m/z 43.05 88.77%
139
0 ) | .167 196 238 266 294
. I T I T T T T I T T T I T T T I T T T
m/z--> 50 150 200 250 300 350
Abundance
57
97 R A IEEEEs mea
13.60 13.80 14.00 14.20
5000 m/z 83.05 70.43%
125
29
o 77 14 177196 224 269 370
I A e o e A e IS s e
m/z--> 50 100 150 200 250 300 350
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester L B B LR
57 13.60 13.80 14.00 14.20
o7 m/z 69.05 60.29%
5000
29 125
ol L \\} 154 182 210 238 283 384
e S e e L B o s s e AR EEEE s R e e
m/z--> 50 100 150 200 250 300 350 13 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031820\
Data File : BF119419.D

Aca On : 18 Mar 2020 17:04

Operator : CG/JU

Sample : L1917-10

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Sulfurous acid, butyl tetra... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.51 2.92 ng 312121 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl tetradecvl... 334 C18H3803S 1000309-18-1 91
2 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 91
3 Tritetracontane 605 C43H88 007098-21-7 91
4 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 91
5 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 91
Abundance Scan 2112 (14.510 min): BF119419.D (-2108) (-) m/z 57.05 100.00%
57
5000
o7 14.20 14.40 14.60 14.80
127 : : : :
ob b digiteeter 22 280 | 5/z 43.00 60.70%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172308: Sulfurous acid, butyl tetradecy! ester

5000

14.20 14.40 14.60 14.80
m/z 71.10 49.36%

0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
43
R BARRE B S R
14.20 14.40 14.60 14.80
5000 P m/z 85.05 37.19%
0 125 182517
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane A B
57 14.20 14.40 14.60 14.80
m/z 55.00 32.64%
5000
97
o | 12? 169 211 253 295 337 379 421 463 505 547 604
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14 20 14. 40 14 60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031820\
Data File : BF119419.D

Aca On : 18 Mar 2020 17:04

Operator : CG/JU

Sample : L1917-10

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Heptacosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.82 3.01 ng 249526 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 87
4 Octadecane. 3-methvl- 268 C19H40 006561-44-0 86
5 Nonadecane, 4-methyl- 282 C20H42 025117-27-5 86

Abundance Scan 2165 (14.821 min): BF119419.D (-2161) (-) m/z 57.05 100.00%
57
5000 P
113 14.60 14.80 15.00 15.20
155
ol l Ah L Caeg10 188 211 249 283308 o743 00 57.81%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 LR SR BRI SUBU IR
85 14.60 14.80 15.00 15.20
m/z 71.10 54 .45%
o 29| | 4118 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
1460 14.80 15.00 15.20
5000 m/z 85.00 37.13%
85
29
o 113 141 169 197 225 253 282
m/z--> 50 100 150 200 250 300 350
Abundance #152416: Tridecane, 1-iodo- LI N L L |
57 14.60 14.80 15.00 15.20
m/z 55.00 25.14%
5000 85
28
0 \|\ 18 ‘ ‘\ W 15\5 183 310
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF031820.M Thu Mar

19 16:53:32 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031820\
Data File : BF119419.D

Aca On : 18 Mar 2020 17:04

Operator : CG/JU

Sample : L1917-10

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.16 3.66 ng 304280 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Eicosane 282 C20H42 000112-95-8 87
3 Pentacosane 352 C25H52 000629-99-2 86
4 Nonadecane 268 C19H40 000629-92-5 86
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 2223 (15.163 min): BF119419.D (-2219) (-) m/z 57.05 100.00%
57
5000 85
113 14.80 15.00 15.20 1540
141 169 252
ol St Ll [ I 109 207206 22 283 316 174300  55.33%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 LR SRR DML SRR B
85 14.80 15.00 15.20 15.40
m/z 71.10 54 .29%
o 290 | ) | ;118 141 169 107 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.80 15.00 15.20 1540
5000 m/z 85.05 39.58%
85
29
o 113 141 169 197 225 253 282
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane B R B e R
57 14.80 15.00 15.20 15.40
m/z 55.00 23.49%
5000 85
113
oLy J | Mt 169189211 230 267 295 323 352
m/z--> 50 100 1&'30 2(')0 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031820\
Data File : BF119419.D

Aca On : 18 Mar 2020 17:04

Operator : CG/JU

Sample : L1917-10

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Nonadecane, 9-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.55 3.03 ng 251252 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 93
2 Octacosane 394 C28H58 000630-02-4 87
3 Nonadecane 268 C19H40 000629-92-5 83
4 Hexacosane 366 C26H54 000630-01-3 83
5 Tetratetracontane 619 C44H90 007098-22-8 80
Abundance Scan 2289 (15.551 min): BF119419.D (-2284) (-) m/z 57.05 100.00%
g7
5000 a5
113 141 183 207 15.20 15.40 15.60 15.80
ol B bl L ST 2828 m/z 43.05  52.09%
m/z--> 50 100 150 200 250 300 350
Abundance #129502: Nonadecane, 9-methyl-
57
5000 S DR UL SN B
15.20 15.40 15.60 15.80
140 g0 m/z 71.00 46.16%
ol 211 238 267
m/z--> 50 100 150 200 250 300 350
Abundance
57
15.20 15.40 15.60 15.80
5000 g5 m/z 85.05 36.00%
29
o 113 141 169 197 225 253 281 309 337 365 394
NI N WU SRR B UL LR SRR
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane R A
57 15.20 15.40 15.60 15.80
m/z 55.00 19.38%
5000 85
29
m/z--> 50 100 1%0 200 250 300 350 ' 15.20 1540 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031820\
Data File : BF119419.D

Aca On : 18 Mar 2020 17:04

Operator : CG/JU

Sample : L1917-10

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Octacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.99 2.24 ng 186181 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Tetracosane 338 C24H50 000646-31-1 87
3 Pentadecane 212 C15H32 000629-62-9 83
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 83
5 Octadecane 254 C18H38 000593-45-3 83
Abundance Scan 2364 (15.992 min): BF119419.D (-2360) (-) m/z 57.00 100.00%
57
5000 85
13 15,60 15.80 16.00 16.20 16.40
141 207
ol 38 W i 109, BT 299267 855 | “w/z 71.10 58.21%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 LN U SRR SR B
15.60 15.80 16.00 16.20 16.40
29 m/z 43.00 55.39%
oL | | (113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
15,60 15.80 16.00 16.20 16.40
5000 P m/z 85.05 41 .56%
29
o 113 141 169 197 225 253 281 309 338
m/z--> 55 160 1%0 260 250 300 3%0 '
Abundance #71393: Pentadecane o I o B S R et
57 15.60 15.80 16.00 16.20 16.40
m/z 55.00 17.22%
5000 85
29
0 \‘ | 1 ‘ | J 1%‘\-3 i 141 169 2:!'2
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 15k0 15%0 1&00 1&20 1&20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031820\
Data File : BF119419.D

Aca On : 18 Mar 2020 17:04

Operator : CG/JU

Sample : L1917-10

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Pentafluoropropionic acid, ... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
16.03 2.25 ng 186479 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 80
2 n-Tetracosanol- 354 C24H500 000506-51-4 72
3 Octacosanol 410 C28H580 000557-61-9 72
4 1.2-Octadecanediol 286 C18H3802 020294-76-2 72
5 n-Nonadecanol - 284 C19H400 001454-84-8 70

Abundance Scan 2370 (16.027 min): BF119419.D (-2368) (-) m/z 57.00 100.00%
57
97
5000
139 163 ' 15.80 16.00 16.20 16,40
3 189209 251 280 341 - : - -
0 m/z 55.00 65.82%
m/z--> 50 100 150 200 250 300 350
Abundance #212865: Pentafluoropropionic acid, heptadecy! ester
57
97
5000 LA L L L L L L L LB
15. 80 16. OO 16. 20 16. 40
29 125 m/z 43.05 59.11%
0 ||| 24 182 210 238 283 384
- T I T 17T I I T I I L L I L I
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
R mEEEE RS S
15.80 16.00 16.20 16.40
5000 11 m/z 97.10 54.37%
29 139
o 167 195 222 250 280 308 336
—— T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #215904: Octacosanol L i
57 15.80 16.00 16.20 16.40
97 m/z 83.00 50.01%
5000
125
29
ol ‘J I ‘ 153 181 200 236 264 292 322 364 392
e T T T T T R mEEEE S S
m/z--> 50 100 150 200 250 300 350 15. 80 16. OO 16. 20 16. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF031820\
Data File : BF119419.D

Acq On : 18 Mar 2020 17:04

Operator : CG/JU

Sample : L1917-10

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF031820_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 10.3 ng 1031340 1 6.85 1999640 20.0
Tri(2-chloroethyl... 11.10 3.8 ng 514670 4 11.39 2720930 20.0
n-Hexadecanoic acid 11.92 10.4 ng 1413420 4 11.39 2720930 20.0
Octadecanoic acid 12.70 5.4 ng 738386 4 11.39 2720930 20.0
1-Heneicosanol 13.87 11.5 ng 1231150 5 14.03 2138960 20.0
Sulfurous acid, b... 14.51 2.9 ng 312121 5 14.03 2138960 20.0
Heptacosane 14.82 3.0 ng 249526 6 15.49 1660550 20.0
Eicosane 15.16 3.7 ng 304280 6 15.49 1660550 20.0
Nonadecane, 9-met... 15.55 3.0 ng 251252 6 15.49 1660550 20.0
Octacosane 15.99 2.2 ng 186181 6 15.49 1660550 20.0
Pentafluoropropio... 16.03 2.3 ng 186479 6 15.49 1660550 20.0
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