LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073120\
Data File : BF121157.D

Aca On 31 Jul 2020 14:48

Operator : JU/CG

Sample : L3511-02

Misc :

ALS Vial : 11 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 4.998 491 495 503 rvB 43374 55663 2.11% 0.296%
2 5.416 561 566 584 rBY 2143364 2065738 78.32% 10.970%
3 6.433 735 739 742 rBVY 2117748 2003786 75.97% 10.641%
4 6.798 797 801 804 rBV 768775 702284 26.63% 3.729%
5 7.357 891 896 899 rBVY 1533633 1424791 54.02% 7 .566%

8.080 1015 1019 1022 rBV 1000334 899091 34.09% 4._775%
9.157 1197 1202 1205 rBV 2831815 2570491 97.46% 13.651%
9.551 1265 1269 1273 rBV 211252 181956 6.90% 0.966%
9.769 1299 1306 1313 rBV 53950 132288 5.02% 0.703%
9.833 1313 1317 1323 rVB 1147502 1054511 39.98% 5.600%

=
QO ~NO®

11 10.627 1447 1452 1463 rBV 1606756 1546878 58.65% 8.215%
12 11.321 1566 1570 1574 rBV 1209123 1071887 40.64% 5.692%
13 12.910 1835 1840 1844 rBV 2758908 2637610 100.00% 14.007%
14 13.480 1932 1937 1940 rBV2 27937 34267 1.30% 0.182%
15 13.809 1989 1993 2004 rBV 284266 393017 14.90% 2.087%

16 13.962 2015 2019 2023 rBV 997964 857237 32.50% 4 _.552%

17 14.127 2044 2047 2055 rBvV 46705 51820 1.96% 0.275%
18 14.445 2095 2101 2107 rBvV2 62277 144384 5.47% 0.767%
19 14.733 2147 2150 2153 rVB 36166 35198 1.33% 0.187%
20 15.068 2203 2207 2210 rBV 46320 58716 2.23% 0.312%
21 15.415 2261 2266 2275 rBV 632971 822355 31.18% 4_.367%
22 15.862 2338 2342 2348 rBV2 35677 52512 1.99% 0.279%
23 15.927 2349 2353 2354 rBV4 25939 34059 1.29% 0.181%
Sum of corrected areas: 18830539
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF073120\
Data File : BF121157.D

Aca On : 31 Jul 2020 14:48

Operator : JU/CG

Sample : L3511-02

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF071620.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: BF121157.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073120\
Data File : BF121157.D

Aca On 31 Jul 2020 14:48

Operator : JU/CG

Sample : L3511-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 _beta.-D-Glucopyranose, 1,6... Concentration Rank 3

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

9.77 2.51 ng 132288 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-D-Glucopvranose. 1.6-anhv... 162 C6H1005 000498-07-7 86
2 _beta.-D-Ribopvranoside. methvl 164 C6H1205 017289-61-1 42
3 Pentanoic acid 102 C5H1002 000109-52-4 40
4 3.4-Altrosan 162 C6H1005 1000129-76-4 40
5 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 36

Abundance Scan 1306 (9.769 min): BF121157.D (-1299) (-) m/z 60.00 100.00%
6p
5000
73
43
g5 98 126 9.40 9.60 9.80 10.00
01 m/z 57.00 49 _55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #32447: .beta.-D-Glucopyranose, 1,6-anhydro-
6p
5000 LSRR SR R
73 9.40 9.60 9.80 10.00
29 m/z 73.00 34.17%
43
0 19 g5 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
60
9.40 9.60 9.80 10.00
5000 m/z 43.00 22 .36%
43 3
ol 51 100 114 133 145 163
mmwmmrrwﬂm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4248: Pentanoic acid L B o
60 9.40 9.60 9.80 10.00
m/z 56.00 17.91%
5000 23
29 41
oL 2 50, 87 101
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073120\
Data File : BF121157.D

Aca On 31 Jul 2020 14:48

Operator : JU/CG

Sample : L3511-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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.
13.81 9.17 ng 393017 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 95
2 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 93
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 93

Abundance Scan 1993 (13.809 min): BF121157.D (-1989) (-) m/z 57.05 100.00%
57
83
5000
13.40 13.60 13.80 14.00 14.20
O m/z 43.05 87.96%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #227400: Heptadecy! heptafluorobutyrate
57
83
5000 LRI SRR DAL SUNRL B
111 13.40 13.60 13.80 14.00 14.20
29 m/z 83.05 74 .80%
oL ‘ [139169 510238 983 434
miz--> 0 55 160 150 260 2éo 360 3éo 460 4%0 '
Abundance
57
—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—q—v—v—
97 13.40 13.60 13.80 14.00 14.20
5000 m/z 55.05 74 .29%
125
o 29 153181208 250278306 334 364392 437 488
miz--> 0 55 160 1éo 260 250 360 350 460 4%0 '
Abundance #155046: 1-Heneicosanol L B e
55 83 13.40 13.60 13.80 14.00 14.20
m/z 97.05 68.68%
29
ol ‘ 11P39167196 238 266 294
miz--> 0 5'0 1(')0 1éo 2(')0 250 3(')0 3&'30 4(')0 4&1;0 ' 13.'40 13.|60 13.I80 14.'00 14.'20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073120\
Data File : BF121157.D

Aca On 31 Jul 2020 14:48

Operator : JU/CG

Sample : L3511-02

Misc :

ALS Vial : 11 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 3 Octadecyl trifluoroacetate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14 .44 3.37 ng 144384 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octadecvl trifluoroacetate

2 Pentafluoropropionic acid. hepta...
3 Pentafluoropropionic acid. octad...
4 Heptafluorobutvric acid. n-octad...
5 Heneicosyl heptafluorobutyrate

366 C20H37F302
402 C20H35F502
416 C21H37F502
466 C22H37F702
508 C25H43F702

079392-43-1 95
959218-78-1 95
959261-25-7 95
000400-57-7 95
1000351-83-8 94

Abundance Scan 2100 (14.439 min): BF121157.D (-2095) (-) m/z 57.05 100.00%
57
5000 85
111 Trrryprrrryrrrryrrrr[rrr
| h | 141161 185 221 281 14.20 14.40 14.60 14.80
o ANy m/z 43.10 66.94Y%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194196: Octadecyl trifluoroacetate
57
97
5000 LIRS
14.20 14.40 14.60 14.80
29 125 m/z 71.05 64 _.55%
o L L (154 182 224 252 297 328348
L e B L B o o o B o B AL e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
97 R e e A mEE
14.20 14.40 14.60 14.80
5000 m/z 55.00 47.97%
29 125
0 77 154 182 210 238 283 384
LA A e o e e e B I L o e e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #217811: Pentafluoropropionic acid, octadecy! ester I o o o B e
57 14.20 14.40 14.60 14.80
97 m/z 85.05 45.19%
5000
125
29 153 252
0 \‘ | A \t I ‘ L i AL \182202224 | 297 398
e LA e o e e e e e e LA A s e e e o R e e A mEE
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14. 60 14. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF073120\
Data File : BF121157.D

Acq On 31 Jul 2020 14:48

Operator : JU/CG

Sample - L3511-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620_.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]
-beta.-D-Glucopyr. .. 9.77 2.5 ng 132288 3 9.83 1054510 20.0
Heptadecyl heptaf... 13.81 9.2 ng 393017 5 13.96 857237 20.0
Octadecyl trifluo... 14.44 3.4 ng 144384 5 13.96 857237 20.0
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