LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040320\

Data File : BF119750.D

Aca On 4 Apr 2020 7:35 Instrument :

Operator : MA/SJ ?:'l\:gﬁ't:Sam ol

3‘?”‘0'6 : L2100-06 239-050607(?8-0—6
isc :

ALS Vial : 39 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 2.199 14 19 27 rBv 96047 126075 2.12% 0.253%
2 5.028 493 500 508 rvB 208359 295229 4_.96% 0.592%
3 5.428 563 568 571 rBY 5665660 5826250 97.88% 11.691%
4 6.440 734 740 743 rBVY 4973205 5916119 99.38% 11.872%
5 6.804 798 802 805 rBY 1376404 1129814 18.98% 2.267%
6 6.963 824 829 832 rVB 5035588 4625781 77.71% 9.282%
7 7.369 892 898 901 rVB 3790017 3898532 65.49% 7.823%
8 7.834 973 977 980 rVB 410752 346888 5.83% 0.696%
9 8.087 1015 1020 1023 rBVY 1717434 1418068 23.82% 2.846%
10 9.169 1198 1204 1207 rBvV 6507688 5952734 100.00% 11.945%

11 9.557 1264 1270 1274 rBV 805070 694064 11.66% 1.393%
12 9.845 1313 1319 1322 rBV 1797602 1553351 26.09% 3.117%
13 10.633 1447 1453 1456 rBV 3920019 3876263 65.12% 7.778%
14 11.333 1567 1572 1574 rBV 1589916 1462513 24.57% 2.935%
15 11.351 1574 1575 1579 rVvV 262798 178100 2.99% 0.357%

16 11.404 1579 1584 1587 rVV 141534 121870 2.05% 0.245%
17 11.563 1604 1611 1613 rBV2 86459 98896 1.66% 0.198%
18 11.863 1659 1662 1667 rBV 498459 477372 8.02% 0.958%
19 12.545 1774 1778 1781 rBV 606102 524375 8.81% 1.052%
20 12.645 1791 1795 1802 rBV4 266060 354435 5.95% 0.711%

21 12.769 1811 1816 1819 rBV 518982 527263 8.86% 1.058%
22 12.922 1835 1842 1845 rBV 4885558 4597818 77.24% 9.226%
23 13.404 1921 1924 1929 rVB 164002 166044 2.79% 0.333%
24 13.604 1955 1958 1963 rVB 102847 101881 1.71% 0.204%
25 13.769 1984 1986 1990 rVB2 78563 66216 1.11% 0.133%

26 13.821 1991 1995 2001 rVV2 363753 426855 7.17% 0.857%
27 13.969 2015 2020 2023 rBV3 1189354 1438666 24.17% 2.887%
28 13.998 2023 2025 2030 rVB 279977 255786 4._30% 0.513%
29 14.145 2048 2050 2054 rVB2 76432 72681 1.22% 0.146%
30 14.451 2099 2102 2105 rBV 138289 165873 2.79% 0.333%

31 14.751 2151 2153 2156 rBV 116211 96658 1.62% 0.194%
32 15.004 2192 2196 2199 rBV 391358 575163 9.66% 1.154%
33 15.086 2207 2210 2212 rBV2 131536 142352 2.39% 0.286%
34 15.298 2243 2246 2253 rVB 248205 321038 5.39% 0.644%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119750.D

Aca On > 4 Apr 2020 7:35

Operator : MA/SJ

Sample : L2100-06

Misc :

ALS Vial : 39 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

35 15.363 2253 2257 2261 rBV 202580 247649 4.16% 0.497%

36 15.427 2263 2268 2271 rVV 817203 1016918 17.08% 2.041%
37 15.457 2271 2273 2279 rVB3 147923 212277 3.57% 0.426%
38 16.857 2507 2511 2517 rVV2 97853 191986 3.23% 0.385%
39 16.921 2518 2522 2528 rVB2 82013 143244 2.41% 0.287%
40 17.292 2582 2585 2594 rvB2 103383 190580 3.20% 0.382%

Sum of corrected areas: 49833677
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119750.D

Aca On > 4 Apr 2020 7:35

Operator : MA/SJ

Sample : L2100-06

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library

TIC Integratio

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
n Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000
2.20

TIC: BF119750.D

5.43
6.44

5.03
L

6.96

6.80

7.37

0P —4——

Time--> 2.

50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50

Abundance

6000000
5000000
4000000
3000000
2000000 8

1000000

oL

TIC: BF119750.D

10.63

11.33

9.56
11.86

148291 56
A A

12.5512.77

12.6

12.92

Time--> 8.00

1
8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

12.50

13.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

8.4013.603.77

TIC: BF119750.D

13.97

13.8
16892

17.29

8270-BF031820.M
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119750.D

Aca On > 4 Apr 2020 7:35

Operator : MA/SJ

Sample : L2100-06

Misc :

ALS Vial : 39 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 Propane, 1,1-dimethoxy- Concentration Rank 12

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

2.20 2.23 ng 126075 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 74
2 Silane. methvlenebis- 76 CH8Si2 001759-88-2 53
3 2-Propanol. 1.1-dimethoxv- 120 C5H1203 042919-42-6 33
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 22
5 1-Propene-1-thiol 74 C3H6S 000925-89-3 9

Abundance Scan 19 (2.199 min): BF119750.D (-14) (-) m/z 75.00 100.00%
75
5000 4s j\
29 57 12.20 2.30 2.40 2.50 2.60
e Y 1t 1 m/z 73.00 73.19%
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #4789: Propane, 1,1-dimethoxy-
75
5000 29 45
2.20 2.30 2.40 2.50 2.60
‘ m/z 45.00 50.45%
.||.‘ Pl 5 eel] e 10
mz-> 20 30 40 50 60 70 80 90 100 110 120
Abundance
75
45 69 2.20 2.30 2.40 2.50 2.60
5000 m/z 41.00 37 .49%
29 57
mz-> 20 30 40 50 60 70 80 90 100 110 120
Abundance #9253: 2-Propanol, 1,1-dimethoxy-
75 2.20 2.30 2.40 2.50 2.60
m/z 47.10 27 .16%
5000
31 47 57 89
T I"'“hk""?%“k"l"'kl ""I“"a'l""‘l""Ilp?"l"'¥1?""
m/z--> 20 30 40 50 60 70 8 90 100 110 120 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\BF040320\
Data File : BF119750.D

Aca On > 4 Apr 2020 7:35

Operator : MA/SJ

Sample : L2100-06

Misc :

ALS Vial : 39 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

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 5

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

5.03 5.23 ng 295229 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 Propane. 1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 32
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 500 (5.028 min): BF119750.D (-493) (-) m/z 43.00 100.00%
43
59
5000
101
460 4.80 500 520 5.40
e 3l 83 e0 83 | w1 s 85700 59.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SRR S I
460 4.80 500 520 5.40
m/z 58.00 16.34%
15 31 101
25 7 37, 53,| 83 ,
miz--> 10 2 30 40 50 60 70 80 90 100 110
Abundance
59
460 480 500 520 540
5000 m/z 101.00 15.39%
41
29 101
53 73 86
miz--> 10 2 30 40 50 60 70 80 90 100 110
Abundance #4489: Propane, 1-ethoxy-2-methyl- e e
59 460 4.80 500 520 5.40
m/z 41.00 8.93%
5000
y A
102
"'I'%é'l""l""I""I$?"I'"'IT?"I"g?l""l""l""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119750.D

Aca On > 4 Apr 2020 7:35

Operator : MA/SJ

Sample : L2100-06

Misc :

ALS Vial : 39 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 unknown7.83 Concentration Rank 6

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

7.83 4.89 ng 346888 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Dodecanol. 3.7.11-trimethvl- 228 C15H320 007278-65-1 9
2 1.3-Dioxolane. 2-(3-bromo-5.5.5-... 352 C10H16BrC1302 1000115-31-4 8
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 5
4 Borane. dimethoxv- 74 C2H7B02 004542-61-4 5
5 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 4

Abundance Scan 976 (7.828 min): BF119750.D (-973) (-) m/z 73.10 100.00%
7B
5000
I 2, T T 5 55
95 169 : : : : :
el ol b8 S s | 19 h/z 43.000 22.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #84611: 3-Dodecanol, 3,7,11-trimethyl-
7B
5000
7.40 7.60 7.80 8.00 8.20
43 g5 m/z 153.00 14.92%
29 85 97 111 125 139 199 213
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73
7.40 7.60 7.80 8.00 8.20
5000 m/z 41.10 10.77%
45
"”I"'W""I”"I'”'I}pg'""I”"I"”I"'W"'W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #734: N-Ethylformamide
30 7.40 7.60 7.80 8.00 8.20
73 m/z 57.00 8.95%
5000
44 58
o] |
'““““"W“'w"“l'“'l“"w"w"“l'“'l“"w"w
m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00 8.20

8270-BF031820.M Mon Apr 06 15:54:39 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119750.D

Aca On > 4 Apr 2020 7:35

Operator : MA/SJ

Sample : L2100-06

Misc :

ALS Vial : 39 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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.86 6.53 ng 477372 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 1662 (11.863 min): BF119750.D (-1659) (-) m/z 59.95 100.00%
43 73
5000 129 -
97 213 LB o e e e
ISP CI e 227 545?56 11,60 11.80 12.00 12.20
i m/z 73.00 97.71%
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 L UL SR SULLE B

11. 60 11.80 12.00 12.20

213 m/z 43.00 94 .85%
L, 143137171185 99
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
L s B
11.60 11.80 12.00 12.20
5000 129 m/z 57.10 87.77%
29 g7 115 1
185 214
15 101 143157 198
R A B e R RS Eamaa e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid B I B I e
3 60 73 11.60 11.80 12.00 12.20
m/z 55.00 72.82%
5000 129
29
199
‘ | ‘ 143 157171 185 242 twwdhwWwwrMM
..1?,.‘...,.‘.””.

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\BF040320\
Data File : BF119750.D

Aca On > 4 Apr 2020 7:35

Operator : MA/SJ

Sample : L2100-06

Misc :

ALS Vial : 39 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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.65 4.85 ng 354435 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 92
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 58
Abundance Scan 1796 (12.651 min): BF119750.D (-1791) (-) m/z 43.10 100.00%
43 43
5000
" 1240 1260 12.80 13.00
m/z 57.00 88.24%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43 7
5000 129 LB BRI BN BRI B
12.40 12.60 12. 80 13. 00
9 185 2l s m/z 59.95 84.53%
Ao 157, | A7
m/z--> 50 100 1%0 260 250 300 3éo
Abundance
43 78
" 1240 1260 12.80 13.00
5000 129 m/z 73.00 83.05%
97 199 242
157
180
m/z--> 56 160 150 260 250 300 3%0
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43 12.40 12.60 12.80 13.00
m/z 55.00 73.53%
73
5000 o84
129
185
L M s P M | e e
m/z--> 50 1 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\BF040320\
Data File : BF119750.D

Aca On > 4 Apr 2020 7:35

Operator : MA/SJ

Sample : L2100-06

Misc :

ALS Vial : 39 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 unknownl13.40 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.40 2.31 ng 166044 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanamide 255 C16H33NO 000629-54-9 47
2 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 38
3 7-Nonenamide 155 C9H17NO 090949-53-4 37
4 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 35
5 2-Methyl-tridecane-2,12-diol 230 C14H3002 1000187-03-5 27
Abundance Scan 1923 (13.398 min): BF119750.D (-1921) (-) m/z 59.00 100.00%
o
5000 4 A\A
SO/ U
239 13.00 13.20 13.40 13.60 13.80
259, 284302 m/z 55.00  60.25%
m/z--> 50 100 150 200 250 300 350
Abundance #106565: Hexadecanamide
o
5000 RIS BRI SN
13.00 13.20 13.40 13.60 13.80
A m/z 43.05 55.25%
| 86 114 142 170 192212 238255
m/z--> 50 160 1éo 260 250 360 3éo
Abundance
59
13.00 13.20 1340 13.60 13.80
5000 m/z 72.00 50.60%
41
18 83 114 136154 184 200238 264°°%
m/z--> §o 160 1éo 200 2éo 300 3éo
Abundance #28131: 7-Nonenamide
59 13.00 13.20 13.40 13.60 13.80
m/z 57.00 46 .02%
h /\_J\_/\JLA—“/A—
4
155
..J..‘j‘lhu‘.?g.g?.t:}z?. ‘.... ——— — e
m/z--> 50 100 150 200 250 300 350 13.00 13.20 13.40 13.60 13.80

8270-BF031820.M Mon Apr 06 15:54:41 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119750.D

Aca On > 4 Apr 2020 7:35

Operator : MA/SJ

Sample : L2100-06

Misc :

ALS Vial : 39 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 Pentafluoropropionic acid, ... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.82 5.93 ng 426855 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentafluoropropionic acid.
2 Octadecvl trifluoroacetate
3 Octacosanol

4 Eicosyl heptafluorobutvrate
5 Eicosyl trifluoroacetate

octad... 416 C21H37F502
366 C20H37F302
410 C28H580
494 C24H41F702
394 C22H41F302

959261-25-7 91
079392-43-1 91
000557-61-9 91
1000351-83-5 91
1000351-75-2 91

Abundance Scan 1995 (13.821 min): BF119750.D (-1991) (-) m/z 57.00 100.00%
57
83
5000
111
| \ 230 1360 13.80 14.00 14.20
139 200 : : : :
o3 A by L5>. 08 S0 |, 264287306828 872 ns7 55.00 77.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217811: Pentafluoropropionic acid, octadecyl ester
57
97
5000 LA L L L L L LB
) 13.60 13.80 14.00 14.20
” 125 m/z 43.05 71.93%
11, |L ,153 182202224 252 297 398
el : e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
97 TR o B e e
13.60 13.80 14.00 14.20
5000 m/z 83.05 58.61%
125
29
77 154 182 224 252 297 308348
R o R o e T e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215904: Octacosanol A L R REmms e
57 13.60 13.80 14.00 14.20
97 m/z 97.10 54.99%
5000
125
29
L ‘ ! L ; 153 181 209 236 264 292 322 _ 364 392
T ; e e Lt TR o B e e
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20

8270-BF031820.M Mon Apr 06 15:54:41 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119750.D

Aca On > 4 Apr 2020 7:35

Operator : MA/SJ

Sample : L2100-06

Misc :

ALS Vial : 39 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 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .45 2.31 ng 165873 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Heptadecane 240 C17H36 000629-78-7 86
3 Pentadecane 212 C15H32 000629-62-9 60
4 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 58
5 Heneicosane 296 C21H44 000629-94-7 58
Abundance Scan 2102 (14.451 min): BF119750.D (-2099) (-) m/z 57.00 100.00%
57
5000 85
13 240 " 1420 14.40 14.60 14.80
141 199 397 . . . .
~e L 09 199220 | ] 274295815 51374 T L o453 00 53850
m/z--> 50 100 150 200 250 300 350 400
Abundance #83023: Hexadecane
57
5000 85 LR SIS BN BULRLL B
14.20 14.40 14.60 14.80
29 m/z 71.05 53.63%
| ;113 141 169 197 226
m/z--> §0 160 1%0 260 250 300 3%0 400
Abundance
57
g5 " 1420 14.40 1460 14.80
5000 m/z 85.05 40.52%
29
13 141 169 197 240
m/z--> §0 160 1%0 260 250 300 3%0 400
Abundance #71396: Pentadecane R mEEE
57 14.20 14.40 14.60 14.80
m/z 41.10 19.72%
85
5000
29
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\BF040320\
Data File : BF119750.D

Aca On > 4 Apr 2020 7:35

Operator : MA/SJ

Sample : L2100-06

Misc :

ALS Vial : 39 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 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

15.09 2.80 ng 142352 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptacosane 380 C27H56 000593-49-7 87
4 Nonadecane 268 C19H40 000629-92-5 86
5 Tetracosane 338 C24H50 000646-31-1 64

Abundance Scan 2211 (15.092 min): BF119750.D (-2207) (-) m/z 57.00 100.00%

57
5000 a5

14.80 15.00 15.20 15.40

.d 1.d141 168188209230252 284 322 349 377399

ob il gl e R e B AR EOLA e i o B m/z 43.10 51.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105884: Octadecane
57
5000 85 ||||||||||||||||||||
14.80 15.00 15.20 15.40
m/z 71.10 49.91%
29 113
II L 1l ll Al ‘I1?1‘169 197 225 254
B L B o e o e L e T o o e B T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R N REEE S R
14.80 15.00 15.20 15.40
5000 85 m/z 85.10 35.57%
29 113
141 169 197 225 253 281 309 337 366
T T T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane e AEEREEE RS
57 14.80 15.00 15.20 15.40
m/z 55.00 18.69%
5000
85
29
N J (113 141 169 197 225 253 281 323 351 380

m/z--> 50 100 150 200 250 300 350 400 14.80 15. 00 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119750.D

Aca On > 4 Apr 2020 7:35

Operator : MA/SJ

Sample : L2100-06

Misc :

ALS Vial : 39 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 Benzo[e]pyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.30 6.31 ng 321038 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 96
2 Pervlene 252 C20H12 000198-55-0 90
3 Benzolilfluoranthene 252 C20H12 000205-82-3 90
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 90
5 Benzo[a]pyrene 252 C20H12 000050-32-8 90
Abundance Scan 2246 (15.298 min): BF119750.D (-2243) (-) m/z 252.10 100.00%
252
5000
55 75 95 1T5146 177198 224 289 317 356378399 12.00 13:20 1540 1560
ol 257598 4 | 146 177198 <7 | 289 317 35637839 = 177 250.05  28.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104217: Benzo[e]pyrene
252
5000

15.00 15.20 15.40 15.60
m/z 253.10 22.29%

125
50 74 99, | 146 174 200 224

T I
m/z--> 50 100 150 200 250 300 350 400

Abundance
252
15.00 15.20 15.40 15.60
5000 m/z 125.00 13.11%
126
43 73 100 149169 200 224
T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #104223: Benzolj]fluoranthene R R R ma
252 15.00 15.20 15.40 15.60
m/z 126.00 12.29%
5000
126
29 51 74 100 ” 150 174 200 224
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119750.D

Aca On > 4 Apr 2020 7:35

Operator : MA/SJ

Sample : L2100-06

Misc :

ALS Vial : 39 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 unknownl1l6.92 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
16.92 2.82ng 143244 perylene-di2 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 vinburnine 204 C19H22N20 004880-88-0 47

2 N-Methvlvohimbane 294 C20H26N2 1000128-76-0 42
3 11-Methvldibenzo(a.c)phenazine 294 C21H14N2 004559-60-8 38
4 8H-Cvclopental4.51thienol3.2-el1l... 294 C14H10NG6S 1000350-35-5 35
5 Iron, bis[(1,2,3,3a,7a-.eta.)-4,... 294 C18H22Fe 001272-68-0 35
Abundance Scan 2522 (16.921 min): BF119750.D (-2518) (-) m/z 294.10 100.00%

4

5000

16.60 16.80 17.00 17.20
m/z 293.10 99.16%

87 119 168188 212 243

36 56 317 35537|6 408

1
m/z--> 50 100 150 200 250 300 350 400

Abundance #139631: Vinburnine
294
5000
265 16.60 16.80 17.00 17.20
237 m/z 292.05 28.79%
41 69 g2 115 147167 19617 | .L
——1 e
m/z--> 50 100 150 200 250 300 350 400
Abundance
293
16.60 16.80 17.00 17.20
5000 m/z 146.60 26.02%
183
41 67 95115136157 223 252
L e B e T A e e e e LA o o o e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #139785: 11-Methyldibenzo(a,c)phenazine e A RERREEESE L
294 16.60 16.80 17.00 17.20
m/z 295.15 20.93%
5000
147
39 63 89 119 | 176201 239 266 |
T T T T e e T
m/z--> 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20

8270-BF031820.M Mon Apr 06 15:54:43 2020

Page: 14



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040320\
Data File : BF119750.D

Acq On > 4 Apr 2020 7:35

Operator : MA/SJ

Sample : L2100-06

Misc :

ALS Vial : 39 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]
Propane, 1,l1-dime... 2.20 2.2 ng 126075 1 6.80 1129810 20.0
2-Pentanone, 4-hy... 5.03 5.2 ng 295229 1 6.80 1129810 20.0
unknown? .83 7.83 4.9 ng 346888 2 8.09 1418070 20.0
n-Hexadecanoic acid 11.86 6.5 ng 477372 4 11.33 1462510 20.0
Octadecanoic acid 12.65 4.8 ng 354435 4 11.33 1462510 20.0
unknown13.40 13.40 2.3 ng 166044 5 13.97 1438670 20.0
Pentafluoropropio... 13.82 5.9 ng 426855 5 13.97 1438670 20.0
Hexadecane 14 .45 2.3 ng 165873 5 13.97 1438670 20.0
Octadecane 15.09 2.8 ng 142352 6 15.43 1016920 20.0
Benzo[e]pyrene 15.30 6.3 ng 321038 6 15.43 1016920 20.0
unknownl16.92 16.92 2.8 ng 143244 6 15.43 1016920 20.0
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