LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042120\
Data File : BF120116.D

Aca On : 21 Apr 2020 21:35

Operator : MA/SJ

Sample : L2327-32

Misc :

ALS Vial : 20 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-BF040820 .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 5.292 541 545 549 rBVY 2724901 2520204 88.02% 12.178%
2 6.334 717 722 725 rBVY 2709533 2501889 87.38% 12.089%
3 6.692 779 783 786 rBV 877042 698510 24.40% 3.375%
4 6.851 805 810 813 rBY 2237064 2076279 72.52% 10.033%
5 7.257 874 879 882 rBVY 1833409 1636396 57.15% 7.907%

7.975 998 1001 1005 rBV 979183 880031 30.74% 4._.252%
9.057 1181 1185 1188 rBV 3392186 2863089 100.00% 13.835%
9.451 1249 1252 1256 rVB 425326 339860 11.87% 1.642%
9.733 1296 1300 1304 rVB 1191928 908946 31.75% 4_.392%
10.522 1430 1434 1437 rBV 1766438 1429781 49.94% 6.909%

=
QO ~NO®

11 11.216 1549 1552 1556 rBV 885638 770437 26.91% 3.723%
12 11.751 1640 1643 1652 rBV 114487 127696 4._46% 0.617%
13 12.539 1774 1777 1784 rBV3 37674 47897 1.67% 0.231%
14 12.692 1796 1803 1809 rBV 102597 121263 4.24% 0.586%
15 12.810 1819 1823 1826 rVB 2414139 2001467 69.91% 9.671%

16 13.715 1973 1977 1983 rBV 91607 136412 4.76% 0.659%
17 13.857 1997 2001 2006 rVB 773803 657832 22.98% 3.179%

18 14.339 2080 2083 2086 rBvV 41148 36731 1.28% 0.177%
19 14.639 2131 2134 2139 rVvv 49546 50330 1.76% 0.243%
20 14.704 2142 2145 2150 rVB 48321 57872 2.02% 0.280%
21 14.957 2184 2188 2192 rVB 60493 68034 2.38% 0.329%
22 15.274 2237 2242 2246 rBV 572334 636747 22.24% 3.077%
23 15.309 2246 2248 2253 rVB2 56914 63856 2.23% 0.309%
24 15.715 2314 2317 2322 rVB3 41472 63444 2.22% 0.307%
Sum of corrected areas: 20695003
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042120\
Data File : BF120116.D

Aca On : 21 Apr 2020 21:35

Operator : MA/SJ

Sample : L2327-32

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF120116.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042120\
Data File : BF120116.D

Aca On : 21 Apr 2020 21:35

Operator : MA/SJ

Sample : L2327-32

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
Quant Title : 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.75 3.31 ng 127696 Phenanthrene-d10 11.22
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 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Undecanoic acid 186 C11H2202 000112-37-8 80
Abundance Scan 1643 (11.751 min): BF120116.D (-1640) (-) m/z 60.00 100.00%
0 78
5000
129
97 S SRR SR SN
115 | 143157171185 (218 . o5 1140 11,60 11.80 12.00
0 m/z 43.10 97 .30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 ‘“W**4@¥F*gJ£F2¢xGQ4;4?*
11.40 11.60 11.80 12.00
m/z 73.00 95 _35%
143157171185 99213
o} T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 11.40 11.60 11.80 12.00
5000 m/z 56.95 90.35%
129
29 87 115 171185 214
o - W 0 A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95854: Pentadecanoic acid
43 6 11.40 11.60 11.80 12.00
m/z 55.00 75.08%
29
5000
0 \ H | 113157171185 i ety JQL
m/z--> "éblllxd" 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042120\
Data File : BF120116.D

Aca On : 21 Apr 2020 21:35

Operator : MA/SJ

Sample : L2327-32

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
Quant Title : 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 3 Phenol, 4,4"-(1-methylethyl..._. Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.69 3.69 ng 121263 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 98
2 2H.8H-Benzol1l.2-b:5.4-b"*1dipvran... 228 C14H1203 000553-19-5 53
3 2-Bromo-7-(methvlamino)tropone 213 C8H8BrNO 103539-25-9 53
4 Carbanilic acid. p-phenvl- 213 C13H11NO2 004474-53-7 52
5 Succinic acid, di(3,5-difluoroph... 342 C16H10F404 1000358-04-1 50
Abundance Scan 1803 (12.692 min): BF120116.D (-1796) (-) m/z 213.10 100.00%
213
5000
o1 119 228
39 51 65 77 107 135 152165 198 12.40 12.60 12.80 13.00
O it e gt s o 2400 181 A5 |.,.I-.. m/z 119.00 20.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84554: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000
12.40 12.60 12.80 13.00
119 228 m/z 228.10 17.55%
27 39 51 65 77 %1‘107 \ 135 152165 161 97 ||

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
213
SNBSS . 7Y | HNSEN—
12.40 12.60 12.80 13.00
5000 m/z 214.10 15.12%
185 228
oL 273951 69 92 4 128141 157 171 | 199
e e e AR ER R T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72101: 2-Bromo-7-(methylamino)tropone e e
2 12.40 12.60 12.80 13.00

m/z 90.95 10.98%

5000
77

64
15 27 39 o1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042120\
Data File : BF120116.D

Aca On : 21 Apr 2020 21:35

Operator : MA/SJ

Sample : L2327-32

Misc :

ALS Vial : 20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF040820.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 4 Heptadecyl heptafluorobutyrate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.72 4.15 ng 136412 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecvl heptafFluorobutvrate 452 C21H35F702 959085-66-6 93
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 90
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 90

5 1-Tricosene 322 C23H46 018835-32-0 90
Abundance Scan 1978 (13.721 min): BF120116.D (-1973) (-) m/z 57.00 100.00%
57
5000 97
125 BN E e
] 167 207 281 207 13.40 13.60 13.80 14.00
ol T P P NN . AN, m/z 55.05 72.91%
m/z--> 50 100 150 200 250 300 350
Abundance #227401: Heptadecy! heptafluorobutyrate
57
5000 LA L L L L L L L BB
111 13 40 13 60 13. 80 14. 00
- m/z 43.00 69.85%
238
o | ‘ L 4 ‘139 P 101210 2P o8
- T T T T T I T T I T T T
m/z--> 50 200 250 300 350
Abundance
57
97 IIIIIIIIIIIIIIIIIIIIII
13.40 13.60 13.80 14.00
5000 m/z 97.05 49.68%
29 125
0 79 154 182 210 238 283 334
e L e e o e e e e e L I A e e o L B
m/z--> 50 100 150 200 250 300 350
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester I B o o e N R
57 13.40 13.60 13.80 14.00
o7 m/z 83.10 45.82%
5000
29 125
0 \J || 7 \\ L ‘\\. il 1§4 182 2:!'0 238 283 384
e L e e oo e e e e T LA s o e e e e B R R e e e R
m/z--> 50 100 150 200 250 300 350 13 40 13 60 13. 80 14. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042120\
Data File : BF120116.D

Aca On : 21 Apr 2020 21:35

Operator : MA/SJ

Sample : L2327-32

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
Quant Title : 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 5 Hentriacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.96 2.14 ng 68034 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 80
2 Hexacosane 366 C26H54 000630-01-3 74
3 Octacosane 394 C28H58 000630-02-4 64
4 Hexadecane 226 C16H34 000544-76-3 64
5 Pentadecane 212 C15H32 000629-62-9 64
Abundance Scan 2189 (14.962 min): BF120116.D (-2184) (-) m/z 57.05 100.00%
57
5000 85
TR R P s 1460 1450 15160 130
ol bl m/z 71.10 62.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57
5000 U DN DAL L B
85 mmmmmmmm
s m/z 43.10 51.69%
o 29| | | | |777,141 169 197 225 253 280 309 351 379 407 436
m/z--> §o 160 1éo 260 2éo 360 3éo 460 '
Abundance
57
14,60 14.80 15.00 15.20
5000 g5 m/z 85.05 45 _75%
113
o 29 141 169 197 225 253 295 366
m/z--> §o 160 1éo 260 250 360 3éo 460 '
Abundance #209565: Octacosane R AR EEEEE T
57 14.60 14.80 15.00 15.20
m/z 55.00 25.93%
5000 85
29 113
oL L | || |77 ,242 169 197 225 253 281 309 337 365 394
m/z--> §o 160 1éo 260 250 360 3éo 460 ! 1460 1480 1500 1520 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042120\
Data File : BF120116.D

Acq On : 21 Apr 2020 21:35

Operator : MA/SJ

Sample - L2327-32

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820.M
Quant Title : 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]
n-Hexadecanoic acid 11.75 3.3 ng 127696 4 11.22 770437 20.0
Phenol, 4,4"-(1-m... 12.69 3.7 ng 121263 5 13.86 657832 20.0
Heptadecyl heptaf... 13.72 4.2 ng 136412 5 13.86 657832 20.0
Hentriacontane 14 .96 2.1 ng 68034 6 15.27 636747 20.0
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