LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072120\
Data File : BF120958.D

Aca On 21 Jul 2020 17:17

Operator : JU/CG

Sample : L3351-03

Misc :

ALS Vial : 14 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-BF071620.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 2.246 25 27 43 rVB 36277 83670 1.78% 0.247%
2 5.028 497 500 510 rvB 111486 150860 3.20% 0.446%
3 5.434 563 569 572 rBVY 3350735 3463777 73.55% 10.236%
4 6.445 735 741 744 rBV 3161141 3503156 74.39% 10.352%
5 6.645 772 775 781 rBV 41659 48853 1.04% 0.144%
6 6.816 800 804 807 rBVY 1146580 1001151 21.26% 2.958%
7 7.375 894 899 902 rBVY 2341699 2374487 50.42% 7.017%
8 8.098 1017 1022 1025 rBV 1484466 1319963 28.03% 3.901%
9 9.175 1199 1205 1208 rBV 4295665 4255034 90.35% 12.574%
10 9.563 1267 1271 1280 rBV 660594 585057 12.42% 1.729%

11 9.851 1315 1320 1331 rBV 1739760 1579100 33.53% 4_.666%
12 10.639 1449 1454 1457 rBV 2672568 2737167 58.12% 8.089%
13 11.333 1568 1572 1575 rBV 2002711 1747464 37.11% 5.164%

14 11.357 1575 1576 1578 rVB 165935 77965 1.66% 0.230%
15 11.945 1673 1676 1678 rBV 48633 55065 1.17% 0.163%
16 12.210 1716 1721 1724 rBV2 52247 49770 1.06% 0.147%
17 12.310 1735 1738 1741 rBV 262257 220636 4.69% 0.652%
18 12.368 1745 1748 1752 rvVv2 36866 52666 1.12% 0.156%
19 12.421 1752 1757 1762 rVB5 24684 49064 1.04% 0.145%

20 12.539 1774 1777 1780 rBV 184986 178954 3.80% 0.529%

21 12.768 1810 1816 1819 rBV 250433 241141 5.12% 0.713%
22 12.921 1837 1842 1845 rBV2 4214339 4709306 100.00% 13.916%

23 13.151 1877 1881 1887 rBvV4 40809 77822 1.65% 0.230%
24 13.445 1927 1931 1935 rVB 57788 50399 1.07% 0.149%
25 13.492 1935 1939 1942 rBV 43391 48888 1.04% 0.144%

26 13.533 1942 1946 1950 rVB 151720 129514 2.75% 0.383%
27 13.768 1983 1986 1990 rVB2 58092 50031 1.06% 0.148%
28 13.827 1992 1996 2004 rBV 588371 848699 18.02% 2.508%
29 13.968 2015 2020 2023 rBV 1856026 1709979 36.31% 5.053%

30 13.992 2023 2024 2031 rVB 121392 80992 1.72% 0.239%
31 14.139 2045 2049 2052 rBV 54827 56526 1.20% 0.167%
32 14.445 2095 2101 2103 rBV3 70481 88601 1.88% 0.262%
33 14.474 2103 2106 2114 rVB5 52695 91890 1.95% 0.272%
34 14.745 2150 2152 2161 rVB 61316 64239 1.36% 0.190%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072120\
Data File : BF120958.D

Aca On 21 Jul 2020 17:17

Operator : JU/CG

Sample : L3351-03

Misc :

ALS Vial : 14 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\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.992 2190 2194 2203 rVB 66154 133591 2.84% 0.395%

36 15.080 2205 2209 2215 rBV2 66529 89856 1.91% 0.266%
37 15.292 2241 2245 2251 rVB 39379 50804 1.08% 0.150%
38 15.351 2251 2255 2260 rBV2 53683 68819 1.46% 0.203%
39 15.415 2260 2266 2270 rVV 1075995 1334618 28.34% 3.944%
40 15.451 2270 2272 2279 rVB2 72217 91850 1.95% 0.271%
41 15.880 2341 2345 2351 rVB 49138 69574 1.48% 0.206%
42 15.956 2352 2358 2369 rBV5 62447 167876 3.56% 0.496%
43 16.368 2424 2428 2434 rBV2 30382 50973 1.08% 0.151%
Sum of corrected areas: 33839847
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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\BF072120\

BF120958.D

21 Jul 2020 17:17

JU/CG

L3351-03

14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072120\
Data File : BF120958.D

Aca On 21 Jul 2020 17:17

Operator : JU/CG

Sample : L3351-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071620.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

5.03 3.01 ng 150860 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 500 (5.028 min): BF120958.D (-497) (-) m/z 43.00 100.00%
43
59
5000
101 NSRRI S
51 | 83 | 4.60 4.80 5.00 5.20 5.40
O s e i e i e e e m/z 58.95 53.90%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR SR R
59 4.60 4.80 5.00 5.20 5.40
m/z 101.00 18.84%
15 31 101
0 \ 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 480 500 520 540
5000 m/z 58.00 16.24%
101
o 15 25 31 37 51 %8 g 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3152: 5-Hexen-2-one T Rmaas B
43 4.60 4.80 5.00 5.20 5.40
m/z 41.00 7.26%
5000
55
0 \ |, 37| a9 | 6571 77 88 98 . .
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072120\
Data File : BF120958.D

Aca On 21 Jul 2020 17:17

Operator : JU/CG

Sample : L3351-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071620.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 2,4,4,6,6,8,8-Heptamethyl-1.._. Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.31 2.53 ng 220636 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C16H32 015796-04-0 56
2 2.4.4-Trimethvl-1-pentanol. pent... 276 C11H17F502 1000365-51-0 37
3 1-Pentanol. 3-methvl-2-propvl- 144 C9H200 054004-40-9 33
4 2.4.4-Trimethvl-1-pentanol. trif... 226 C10H17F302 1000365-19-5 32
5 (1-Propoxy-pentyl)-cyclopropane 170 C11H220 094883-97-3 22
Abundance Scan 1738 (12.310 min): BF120958.D (-1735) (-) m/z 57.10 100.00%
57
5000 g7 113

Y

12.00 12.20 12.40 12.60

137 153 169 189 206

0 m/z 113.10 50.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57
5000 |||||||||||||{\||||||
12.00 12.20 12.40 12.60
97 113 m/z 97.10 43.74%
0 L 70 \m L J 126139153 168
”.W.H.P.”,”.W.H.P.H,H.W.H.P.” R e RARER RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance

57 }! ﬂ \

12.00 12.20 12.40 12.60

5000 m/z 55.05 24 _.91%
a1 o7
119
0 27 71 84 147 177 219 261
L s EA o e e A AR ma
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #21167: 1-Pentanol, 3-methyl-2-propyl- B e

12.00 12.20 12.40 12.60
m/z 83.05 18.86%

7 71

5000

129143
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12. 00 12. 20 12. 40 12 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072120\
Data File : BF120958.D

Aca On 21 Jul 2020 17:17

Operator : JU/CG

Sample : L3351-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071620.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 4 Dichloroacetic acid, heptad... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.83 9.93 ng 848699 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 94
2 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 94
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94
Abundance Scan 1996 (13.827 min): BF120958.D (-1992) (-) m/z 57.05 100.00%

57 g3
5000 11

139 13 60 13.80 14.00 14.20
167
ol ,.I.A W LR M m/z 43.05 84.89%

m/z--> 50 100 150 200 250 300 350 400
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57 83

5000 11
713160 13.80 14,00 1420
29 m/z 83.05 83.57%

139
Dl e oz s
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
97

13.60 13.80 14.00 14.20

o

5000 m/z 55.00 82.94%
125
29
0 153 182 224 252 97 398
I B o o o L B o e e e LA S e i o
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate e e e
57 13.60 13.80 14.00 14.20

m/z 97.10 74 .99%

83
5000
111
29
oL ‘ L1130 1P 210238 63 434 J\J\JLJ\JW

m/z--> 50 100 150 200 250 300 350 400 13 60 13.80 14.00 14.20

8270-BF071620-M Wed Jul 22 08:26:04 2020 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072120\
Data File : BF120958.D

Aca On 21 Jul 2020 17:17

Operator : JU/CG

Sample : L3351-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071620.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 6 Pentafluoropropionic acid, ... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.96 2.52 ng 167876 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentafluoropropionic acid. hepta...
2 Heptadecvl trifluoroacetate
3 Heptafluorobutvric acid. hexadec...

402 C20H35F502
352 C19H35F302
438 C20H33F702

959218-78-1 93
1000351-87-0 93
006385-15-5 93

959261-23-5 93
000400-57-7 90

4 Heptafluorobutvric acid. pentade... 424 C19H31F702
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702

Abundance Scan 2359 (15.962 min): BF120958.D (-2352) (-) m/z 57.00 100.00%
57 83
5000
15.60 15.80 16.00 16.20
O— m/z 43.00 90.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester
57
5000 LA L L L L L L
15.60 15.80 16.00 16.20
29 125 m/z 55.00 88.27%
0 \‘ \“ | “ H ‘\ \‘\ ‘ ‘\ } 154 182 210 238 283 384
- T T B BN o o e o
m/z--> 50 O 250 300 350 400
Abundance
57
97 IIIIIIIIIIIIIIIIIIIIIII
15.60 15.80 16.00 16.20
5000 m/z 83.00 86.91%
29 125
0 154 182 210 238 283 334
L e e B LA A o o e IR e
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester R R EaEEE L
57 15.60 15.80 16.00 16.20
m/z 97.05 85.74%
5000
oL LA Ll 147\ AT e | Sl e
m/z--> 50 200 250 300 350 400 15 60 15. 80 16. OO 16 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072120\
Data File : BF120958.D

Acq On 21 Jul 2020 17:17

Operator : JU/CG

Sample - L3351-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620.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]
2-Pentanone, 4-hy... 5.03 3.0 ng 150860 1 6.82 1001150 20.0
2,4,4,6,6,8,8-Hep... 12.31 2.5 ng 220636 4 11.33 1747460 20.0
Dichloroacetic ac... 13.83 9.9 ng 848699 5 13.97 1709980 20.0
Pentafluoropropio... 15.96 2.5 ng 167876 6 15.42 1334620 20.0
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