LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082420\
Data File : BF121413.D
Aca On : 24 Aug 2020 22:32 Instrument :
Operator : JU/CG E?Afs el
- _ lentosampleld :
3?22'6 : L3719-04 20200510-AMENDED-COMP-A
ALS Vial : 13 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-BF081920.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 4.875 470 474 491 rVB 215011 285142 10.56% 1.319%
2 5.310 544 548 569 rBY 1722150 1915725 70.93% 8.860%
3 6.345 720 724 741 rBVY 2189057 2290340 84.80% 10.592%
4 6.534 753 756 768 rVB 34868 42514 1.57% 0.197%
5 6.693 780 783 787 rBVY 1050840 851239 31.52% 3.937%
6 7.263 875 880 890 rBVY 1462540 1471525 54.48% 6.806%
7 7.410 901 905 908 rBV 136309 114419 4.24% 0.529%
8 7.975 998 1001 1017 rVB 1269866 1165132 43.14% 5.389%
9 8.151 1026 1031 1039 rBV3 12005 37045 1.37% 0.171%
10 9.051 1180 1184 1187 rBV 2894681 2556171 94.64% 11.822%
11 9.116 1192 1195 1202 rVB2 47697 47458 1.76% 0.219%
12 9.445 1248 1251 1259 rBV 294552 264619 9.80% 1.224%
13 9.569 1264 1272 1279 rVB 25470 38899 1.44% 0.180%

14 9.728 1295 1299 1302 rBV 1645349 1347845 49.90% 6.234%
15 10.516 1430 1433 1443 rBvV 937078 900346 33.33% 4.164%

16 10.633 1450 1453 1462 rVB 138591 120502 4._46% 0.557%

17 10.786 1471 1479 1482 rBvV4 35104 81423 3.01% 0.377%
18 10.892 1493 1497 1503 rBV3 16949 31101 1.15% 0.144%
19 11.092 1523 1531 1540 rBV6 25303 61913 2.29% 0.286%

20 11.210 1547 1551 1555 rBV 1718446 1491001 55.20% 6.896%

21 12.798 1816 1821 1824 rBV 2829907 2700917 100.00% 12.491%
22 13.033 1857 1861 1868 rBV2 31927 43775 1.62% 0.202%
23 13.292 1898 1905 1909 rBV 76605 89083 3.30% 0.412%
24 13.704 1968 1975 1989 rBV2 315927 664372 24.60% 3.073%
25 13.851 1996 2000 2003 rBV 1502705 1369374 50.70% 6.333%

26 14.016 2025 2028 2031 rBV 57300 51570 1.91% 0.239%
27 14.321 2077 2080 2082 rBV 62824 49930 1.85% 0.231%
28 14.363 2082 2087 2093 rVV6 20380 39162 1.45% 0.181%
29 14.610 2126 2129 2135 rVB2 105036 128116 4.74% 0.593%
30 14.933 2180 2184 2189 rBV 57785 61592 2.28% 0.285%

31 15.263 2235 2240 2250 rVB 1063939 1254955 46.46% 5.804%
32 15.680 2308 2311 2318 rVB2 39161 55098 2.04% 0.255%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082420\

Data File : BF121413.D

Aca On : 24 Aug 2020 22:32

Operator : JU/CG

ﬁ?ggle : L3719-04 20200510-AMENDED-COMP-A
ALS Vial : 13 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-BF081920.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 21622303
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082420\

Data File : BF121413.D

Aca On : 24 Aug 2020 22:32

Operator : JU/CG

ﬁ?ggle : L3719-04 20200510-AMENDED-COMP-A
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF081920.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: BF121413.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082420\

Data File : BF121413.D

Aca On : 24 Aug 2020 22:32

Operator : JU/CG

ﬁ?ggle : L3719-04 20200510-AMENDED-COMP-A
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF081920.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

4._.87 6.70 ng 285142 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 473 (4.869 min): BF121413.D (-470) (-) m/z 43.00 100.00%
a3
59
5000
10 " 460 480 500 520
o...,....,....,....-,'::..‘??.':!,....,....,E.‘~.3..,...=,|....,....,....,....,...., m/z 59.00 56.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 UREEE RS SRS U S
4.60 4.80 5.00 5.20
59 101 m/z 101.00 19.61%
0 o ) | o @y
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 460 480 500 520
5000 m/z 58.00 15.32%
29 101
o 2 7383
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R R ma
50 4.60 4.80 5.00 5.20
m/z 41.00 8.51%
5000 41
68
0 Il 50 | 126 14
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082420\

Data File : BF121413.D

Aca On : 24 Aug 2020 22:32

Operator : JU/CG

ﬁ?ggle : L3719-04 20200510-AMENDED-COMP-A
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF081920.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 Heptadecyl heptafluorobutyrate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.70 9.70 ng 664372 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
4 Eicosvl heptafluorobutvrate 494 C24H41F702 1000351-83-5 91
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 91

Abundance Scan 1974 (13.698 min): BF121413.D (-1968) (-) m/z 57.05 100.00%
57
83
5000
1 IR AU BN U
139 13.40 13.60 13.80 14.00
o...'.,-.'.'I.!J'J'.‘.,n..l.gl,....,..2?1.,....,....,....,. m/z 43.05 82.67%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227401: Heptadecy! heptafluorobutyrate
57
5000 IR BN U
13.40 13.60 13.80 14.00
m/z 55.05 64 .76%
29 139 169 10 238 o,
0‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
55 83
13.40 13.60 13.80 14.00
5000 111 m/z 83.05 59.87%
29
o 139 167 106 233 266 204
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecy! ester e SRR RREaEmE e
57 13.40 13.60 13.80 14.00
97 m/z 71.10 56.68%
5000
125
29
m/z--> 50 100 150 200 250 300 350 400 450 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082420\

Data File : BF121413.D

Aca On : 24 Aug 2020 22:32

Operator : JU/CG

ﬁ?ggle : L3719-04 20200510-AMENDED-COMP-A
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF081920.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 unknownl4.61 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.61 2.04 ng 128116 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 46
2 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 42
3 1-Chloroeicosane 316 C20H41ClI 042217-02-7 41
4 Sulfurous acid. butvl octadecvl ... 390 C22H4603S 1000309-18-5 38
5 1-Octadecanesulphonyl chloride 352 C18H37CI102S 1000342-70-4 38
Abundance Scan 2129 (14.610 min): BF121413.D (-2126) (-) m/z 57.00 100.00%
5000 85
126 a0 vy || 1430 1040 1463 1450 1500
0 e B = e m/z 59.00 88.68%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #128446: 9-Octadecenamide, (2)-

5000
14.20 14.40 14.60 14.80 15.00
m/z 43.05 77.67%
154 184207 238 281
0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
R B R
14.20 14.40 14.60 14.80 15.00
5000 m/z 71.05 63.16%
85
29 111
o 139 169 210239 201
T T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158254: 1-Chloroeicosane A EEE T e
57 14.20 14.40 14.60 14.80 15.00
m/z 72.00 62.97%
5000
29 85
. | j “ﬁj}ﬂ;ﬁ}“175 217 245 286 316
I L L o B e
m/z--> 50 100 150 200 250 300 350 400 450 14.20 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF082420\

Data File : BF121413.D

Acq On : 24 Aug 2020 22:32

Operator : JU/CG

ﬁ?ggle - L3719-04 20200510-AMENDED-COMP-A
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081920_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 4.87 6.7 ng 285142 1 6.69 851239 20.0
Heptadecyl heptaf... 13.70 9.7 ng 664372 5 13.85 1369370 20.0
unknownl4 .61 14.61 2.0 ng 128116 6 15.26 1254960 20.0
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