LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062220\
Data File : BF120696.D

Aca On : 23 Jun 2020 1:02

Operator : JU/CG

Sample : L3079-02

Misc :

ALS Vial : 21 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-BF061020.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 5.410 560 565 573 rBVY 2305236 2338524 71.02% 8.107%
2 6.434 734 739 742 rBVY 2581459 2333163 70.86% 8.089%
3 6.628 769 772 777 rBV 76155 72833 2.21% 0.253%
4 6.798 797 801 804 rBVY 1016097 839116 25.48% 2.909%
5 6.951 823 827 831 rBVY 2414805 2100707 63.80% 7.283%
6 7.357 892 896 900 rBY 1666965 1595899 48.47% 5.533%
7 8.081 1015 1019 1031 rBvV 1282637 1094331 33.23% 3.794%
8 9.157 1198 1202 1205 rBVY 3647986 3057606 92.86% 10.600%
9 9.275 1217 1222 1232 rVB 1020760 924570 28.08% 3.205%
10 9.551 1265 1269 1276 rVB 417330 388784 11.81% 1.348%
11 9.692 1290 1293 1297 rBV 81912 69731 2.12% 0.242%

12 9.833 1313 1317 1321 rBV 1525810 1235694 37.53% 4.284%
13 10.416 1413 1416 1426 rBV 616777 627075 19.04% 2.174%
14 10.622 1447 1451 1455 rBV 2066385 1970462 59.84% 6.831%
15 11.322 1566 1570 1573 rBV 1530802 1332583 40.47% 4.620%

16 11.504 1598 1601 1606 rBV 81948 91874 2.79% 0.319%
17 11.551 1606 1609 1618 rVB2 94189 140067 4._.25% 0.486%
18 11.851 1657 1660 1663 rBV 65602 59556 1.81% 0.206%
19 11.933 1671 1674 1676 rBV2 38637 35774 1.09% 0.124%

20 12.374 1746 1749 1754 rBV 289696 418084 12.70% 1.449%

21 12.457 1760 1763 1768 rBV 39061 36304 1.10% 0.126%
22 12.533 1773 1776 1779 rVvV 421328 337756 10.26% 1.171%
23 12.568 1779 1782 1785 rVV 149508 126470 3.84% 0.438%
24 12.763 1810 1815 1817 rBV 393666 369282 11.21% 1.280%
25 12.910 1835 1840 1843 rBV 3522419 3292839 100.00% 11.416%

26 13.086 1868 1870 1874 rVB 87208 89023 2.70% 0.309%
27 13.139 1876 1879 1884 rVB2 98699 118187 3.59% 0.410%
28 13.357 1913 1916 1919 rBV2 53799 55101 1.67% 0.191%
29 13.480 1935 1937 1940 rBV 69026 59416 1.80% 0.206%

30 13.810 1990 1993 2002 rVB4 320465 476964 14.48% 1.654%

31 13.963 2014 2019 2022 rBV2 1346202 1377900 41.85% 4.777%
32 13.986 2022 2023 2025 rVB 154228 87480 2.66% 0.303%
33 14.992 2191 2194 2201 rVB 237812 394708 11.99% 1.368%
34 15.415 2262 2266 2274 rVB 927957 1296153 39.36% 4.494%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062220\
Data File : BF120696.D

Aca On : 23 Jun 2020 1:02

Operator : JU/CG

Sample : L3079-02

Misc :

ALS Vial : 21 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

Method
Title

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 28844016
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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\BF062220\

BF120696.D

23 Jun 2020 1:02

JU/CG

L3079-02

21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062220\
Data File : BF120696.D

Aca On : 23 Jun 2020 1:02

Operator : JU/CG

Sample : L3079-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 2

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

9.27 14.96 ng 924570 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 91
2 3-Pvridinol. 4-methvl-. acetate ... 151 C8H9NO2 001006-96-8 59
3 Metacetamol 151 C8H9NO2 000621-42-1 59
4 Pvridine., 2-butvl-. l-oxide 151 C9H13NO 031396-32-4 59
5 Cyclohexanol, 3,3,5-trimethyl- 142 C9H180 000116-02-9 47

Abundance Scan 1221 (9.269 min): BF120696.D (-1217) (-) m/z 43.00 100.00%
43
109
5000 151
57 69 85 9.00 9.20 9.40 9.60
123
0 ...,....',|:'..-l.'-,.-'.|..~,'.|.-.ﬁ.6,.'."='.,-...'1.3,7..:.,.19?.,....,...., m/z 109.10 67.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 IS LSS UL UL LA
9.00 9.20 9.40 9.60
57 69 g5 m/z 151.10 40.13%
SR O Y =0 W i
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 109
9.00 9.20 9.40 9.60
5000 m/z 41.10 19.96%
80
151
91 123
G R R S S WL B B SR SR WA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24779: Metacetamol N BN R EEE e
109 9.00 9.20 9.40 9.60
m/z 69.00 12.40%
5000 151
43
80
ol 15 27 “ 54 65 | 91 | 122135 |
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062220\
Data File : BF120696.D

Aca On : 23 Jun 2020 1:02

Operator : JU/CG

Sample : L3079-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 Cyclopentanol, 1-(methylene... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.42 10.15 ng 627075 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 64
2 Cvclopentanol. 1-(methvlenecvclo... 138 C9H140 086951-58-8 50
3 Metacetamol 151 C8HIONO2 000621-42-1 46
4 Acetaminophen 151 C8H9NO2 000103-90-2 46
5 4-Pyridinemethanol, acetate (ester) 151 C8HINO2 001007-48-3 43
Abundance Scan 1417 (10.422 min): BF120696.D (-1413) (-) m/z 43.00 100.00%
A 109
5000 ™ 213
6 & 10,20 10,40 10.60 10.80
255 : ) ) )
0 ...,....',||..ﬁ.ﬁ .-'.|-.'.'-,'J.L.'.”.-, L ,'...1.3,7..:'.,.1539.,..1.9.5.. b m/z 109.10  81.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 LN RN BN BB AN
10.20 10.40 10.60 10.80
69 g5 m/z 213.20 38.71%
oh15 3 I| 56 ,.|,|., o | A 9 100 211
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
67 109
41
95 AU B SN B
27 10.20 10.40 10.60 10.80
5000 81 m/z 151.10 36.89%
G 123
o 137
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #24779: Metacetamol e S A m!
109 10.20 10.40 10.60 10.80
m/z 41.05 20.48%
5000 151
43
1427 | 65 h 94 | 122135 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062220\
Data File : BF120696.D

Aca On : 23 Jun 2020 1:02

Operator : JU/CG

Sample : L3079-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 Cyclododecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.55 2.10 ng 140067 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclododecane 168 Cl1l2H24 000294-62-2 98
2 2-Tetradecene. (E)- 196 C14H28 035953-54-9 97
3 1-Tetradecene 196 C14H28 001120-36-1 95
4 n-Pentadecanol 228 C15H320 000629-76-5 93
5 1-Tetradecanol 214 C14H300 000112-72-1 93
Abundance Scan 1609 (11.551 min): BF120696.D (-1606) (-) m/z 55.05 100.00%
43 5 69 83
5000
1120 11140 11.60 11.80
o} m/z 69.05 87.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36738: Cyclododecane
55
4 69
83
5000 97 LN SUNIURE UL B
29 11.20 11.40 11.60 11.80
111 m/z 83.05 86.22%
125 140 168
01 5 "”I'J'W'h"1""ﬁ!"I""I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55
4 LN SURIURE UL B
11.20 11.40 11.60 11.80
5000 29 69 m/z 57.05 82.03%
83
97
111
ol 15 125 140 153 168 181 -0
LR SRR SRR FURLELELS SUALELELES UL UL SRR LR S U
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58272: 1-Tetradecene B B .
43 5 11.20 11.40 11.60 11.80
70 83 m/z 43.05 81.02%
97
5000 29
111
125
s LIl QL L | sosstas 1m0 estad A
m/z--> 20 40 60 80 100 120 140 160 180 200 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062220\
Data File : BF120696.D

Aca On : 23 Jun 2020 1:02

Operator : JU/CG

Sample : L3079-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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-Heptadecanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.37 6.27 ng 418084 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Heptadecanol-1 256 C17H360 001454-85-9 95
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 95
3 Bromoacetic acid. pentadecvl ester 348 C17H33Bro02 131143-01-6 94
4 Chloroacetic acid. pentadecvl ester 304 C17H33CI02 070301-47-2 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 93

Abundance Scan 1748 (12.368 min): BF120696.D (-1746) (-) m/z 55.05 100.00%

55 83

5000

3

12.00 12.20 12.40 12.60
m/z 43.10 93.93%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107662: n-Heptadecanol-1

[61]
(321
(0]
w

5000

12.IOO 12.I20 12.I4O 12.I60
m/z 83.05 89.36%

182 210 238

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
83 IIIIIIIIIIIIIIIIIIIIIII
41 12.00 12.20 12.40 12.60
5000 111 m/z 57.10 86.21%
0 26 126 154 182 210 937 255 306
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #182418: Bromoacetic acid, pentadecy! ester A B e
43 83 12.00 12.20 12.40 12.60
m/z 69.10 82.90%
2
. i 6141 165182 208
L AARRE B AL R e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062220\
Data File : BF120696.D

Aca On : 23 Jun 2020 1:02

Operator : JU/CG

Sample : L3079-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 Cyclotetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.81 6.92 ng 476964 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 98
2 Cvclopentadecane 210 C15H30 000295-48-7 96
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 1993 (13.810 min): BF120696.D (-1990) (-) m/z 57.10 100.00%
57
| MJJAJL«
5000
111 230
LRI BN SRR SUNRL B
3 139 202 13.40 13.60 13.80 14.00 14.20
o bl 159 18274° | 250 285 31 83635 1 43710 8g.36%
m/z--> 50 100 150 200 250 300 350
Abundance #174180: Cyclotetracosane
55
5000 LRI BN DAL SUNRL B
13.40 13.60 13.80 14.00 14.20
29 m/z 55.10 78.25%
0 167 195 202 251 279 308
m/z--> 50 100 150 200 250 300 350
Abundance
55
83 LRI BN DAL SUNIL B
13.40 13.60 13.80 14.00 14.20
5000 m/z 83.10 71.00%
29 111
139 182 210
o7
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol A EEE TS
83 13.40 13.60 13.80 14.00 14.20
m/z 97.10 63.98%
- | A_/\M,/\—\MA
29
ol | J‘ I 1M1ﬁ9 (167 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350 1340 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF062220\
Data File : BF120696.D

Acq On : 23 Jun 2020 1:02

Operator : JU/CG

Sample - L3079-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061020.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]
2,4,7,9-Tetrameth. .. 9.27 15.0 ng 924570 3 9.83 1235690 20.0
Cyclopentanol, 1-... 10.42 10.2 ng 627075 3 9.83 1235690 20.0
Cyclododecane 11.55 2.1 ng 140067 4 11.32 1332580 20.0
n-Heptadecanol-1 12.37 6.3 ng 418084 4 11.32 1332580 20.0
Cyclotetracosane 13.81 6.9 ng 476964 5 13.96 1377900 20.0
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