LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122066.D

Acqg On : 21 Oct 2020 20:48
Operator : JU/CG

Sample : L4458-02 5X

Misc :

ALS Vvial : 23  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122066.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.351 552 555 583 rBV 164538 268088 29.68% 3.562%
2 6.387 728 731 752 rBV 154944 286332 31.70% 3.805%
3 6.728 785 789 800 rBV 743055 662002 73.29% 8.797%
4 7.298 883 886 904 rBV 130404 173847 19.25%  2.310%
5 8.010 1004 1007 1016 rBV 929277 828486 91.72% 11.009%
6 9.028 1177 1180 1182 rBV 13403 10417 1.15% 0.138%
7 9.081 1186 1189 1198 rVV 258602 258538 28.62% 3.436%
8 9.157 1198 1202 1206 rVB4 10197 14890 1.65% 0.198%
9 9.422 1244 1247 1252 rVB 74660 59791 6.62% 0.795%
10 9.463 1252 1254 1255 rBV 22065 17820 1.97% 0.237%
11  9.481 1255 1257 1265 rVB2 62416 70333  7.79% ©0.935%
12 9.622 1277 1281 1285 rBV5 14711 20397 2.26% 0.271%
13 9.663 1285 1288 1291 rVB 27756 24596 2.72% 0.327%
14  9.692 1291 1293 1297 rBV3 10839 14102 1.56% 0.187%
15 9.734 1297 1300 1301 rBvV2 17712 17497 1.94% 0.233%
16 9.763 1301 1305 1315 rVB 930185 903306 100.00% 12.004%
17 9.951 1334 1337 1340 rBV4 7891 10330 1.14% 0.137%
18 10.016 1344 1348 1350 rBV3 24942 28219 3.12% 0.375%
19 10.086 1356 1360 1364 rBV5 13488 24978 2.77% 0.332%
20 10.128 1364 1367 1370 rVV5 13650 18437 2.04%  0.245%
21 10.163 1370 1373 1376 rBvV2 32256 34715 3.84% 0.461%
22 10.216 1379 1382 1384 rVV4 14367 13512 1.50% 0.180%
23 10.410 1410 1415 1418 rBV 100573 120714 13.36% 1.604%
24 10.457 1421 1423 1427 rVB4 16008 16896 1.87% 0.225%
25 10.498 1427 1430 1431 rBV2 15434 15129 1.67% 0.201%
26 10.522 1432 1434 1437 rBV2 15691 14708 1.63% 195%

27 10.557 1437 1440 1444 rBV 131000 156826 17.36%
28 10.675 1455 1460 1463 rBV 333037 327850 36.29%

OO0 h~NO
w
vl
~N
R

29 10.728 1467 1469 1471 rBV2 25939 24913 2.76% 331%
30 10.804 1479 1482 1484 rBV2 26615 35074  3.88% 466%
31 11.110 1532 1534 1535 rBV2 42855 33389 3.70%  ©.444%

32 11.139 1535 1539 1546 rVB 397998 420947 46.60% 5.594%
33 11.245 1554 1557 1561 rBV 878838 829600 91.84% 11.024%
34 11.486 1595 1598 1601 rBV 132942 123118 13.63% 1.636%
35 12.216 1719 1722 1727 rVB2 85352 106899 11.83% 1.421%

36 12.822 1822 1825 1833 rVB 231446 254362 28.16% 3.380%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122066.D

Acqg On : 21 Oct 2020 20:48
Operator : JU/CG

Sample : L4458-02 5X

Misc

ALS Vvial : 23  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.857 1998 2001 2002 rBV 47967 43160 4.78% ©.574%

38 13.886 2002 2006 2015 rVB 722228 700055 77.50%  9.303%
39 15.316 2245 2249 2254 rBV 413632 541062 59.90%  7.190%

Sum of corrected areas: 7525335
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 21 Oct 2020 20:48

. 23

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
BF122066.D

Ju/CaG
L4458-02 5X

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122066.D

Acqg On : 21 Oct 2020 20:48
Operator : JU/CG

Sample : L4458-02 5X

Misc :

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Pentadecane, 2,6,10-trimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.410 2.67 ng 120714  Acenaphthene-die 9.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 90
2 Hentriacontane 437 C31H64 000630-04-6 86
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 72
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
5 Heneicosane 296 C21H44 000629-94-7 72

Abundance Scan 1415 (10.410 min): BF122066.D\data.ms (-1410) (- m/z 57.05 100.00%

57.0
5000
113.1 1050
11 sen2
ok by m/z 71.10  54.08%
mlz--> 50 100 150 200 250 300 350 400
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57.0
5000 1
10.50
m/z 43.05 48.13%
113
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
P
10.50
5000 ITI/Z 85.05 25.77%
ol | h‘ ‘\ | ‘%699 2250  309.0 365.0 436
el T R
miz--> 50 100 150 200 250 300 350 400
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl- ——
57.0 10.50
m/z 41.05 23.62%
B vaﬁgwaﬂﬂM#wmﬂmdvﬂ
oL 1530 asso -
m/z--> 50 100 150 200 250 300 350 400 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122066.D

Acqg On : 21 Oct 2020 20:48
Operator : JU/CG

Sample : L4458-02 5X

Misc :

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Undecane, 6-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.675 7.90 ng 327850  Phenanthrene-d10 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 90
2 Undecane, 6-ethyl- 184 C13H28 017312-60-6 87
3 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 86
4 Tridecane, 5-propyl- 226 Cl6H34 055045-11-9 86
5 Eicosane 282 C20H42 000112-95-8 80

Abundance Scan 1460 (10.675 min): BF122066.D\data.ms (-1455) (-  m/z 57.10 100.00%
57.1

i

Abundance #117658: Pentadecane, 2,6,10,14-tetramethyl-
57.0 10.50 11.00

m/z 41.10 25.96%
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141.1 1832
02151 m/z 71.10  72.72%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
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85.0 o
9.0 m/z 43.10  55.64%
L “ (791410 183051102300
\‘\H\‘HH‘\H\‘\H\‘\H\‘HH‘HH‘\H\‘\H\‘H\\‘HH‘\\H‘\H\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #48842: Undecane, 6-ethyl-
57.0
o e
10.50 11.00
5000 m/z 85.10 28.93%
29.0 8501120
‘ ‘ ‘ ‘ 154.0
o I O .
m/z--> 20 40 60 80 100120140160 180200 220 240 260
T F

5000
85.0

113.0
2L
(-

183.0
Ol \‘ 141.0 | 225.0253.0
““““““‘

m/z--> 20 40 60 80 100120140160 180200 220 240 260 10.50 11.00

i
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122066.D

Acqg On : 21 Oct 2020 20:48
Operator : JU/CG

Sample : L4458-02 5X

Misc :

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Heptadecane, 2,6,10,15-tetr... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.139 10.15 ng 420947  Phenanthrene-d10 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
2 Tridecane 184 C13H28 000629-50-5 87
3 Tridecane, 4-methyl- 198 C14H30 026730-12-1 87
4 Dodecane, 4-methyl- 184 C13H28 006117-97-1 83
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 83

Abundance Scan 1539 (11.139 min): BF122066.D\data.ms (-1535) (- m/z 57.10 100.00%
57.1

. AKAJ$AVv,ﬂ¢AMJvNMJMAAAW
113.1 il‘Od il‘Sd
' 183.2 : :
ol b bl | 11451 1832 2211 m/z 71.10  75.90%
miz--> 50 100 150 200 250
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
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m/z 43.10 51.06%
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T T T T ‘ T i T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘
miz--> 50 100 150 200 250
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P e
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5000 m/z 85.10 40.98%
99.0
o200 || %90 1e10 1ea0
m/z--> 50 100 150 200 250
Abundance #59884: Tridecane, 4-methyl- T T
43.0 11.00 11.50
m/z 41.10 25.81%
5000
85.0
‘ ‘ 155.0
oAb bw Ll 1 1980 — —
m/z--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122066.D

Acqg On : 21 Oct 2020 20:48
Operator : JU/CG

Sample : L4458-02 5X

Misc :

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Decane, 3,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.486 2.97 ng 123118 Phenanthrene-die 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
4 Heneicosane 296 C21H44 000629-94-7 86
5 Tetracosane 338 C24H50 000646-31-1 86

Abundance Scan 1598 (11.486 min): BF122066.D\data.ms (-1595) (- m/z 57.10 100.00%

57.1
5000
‘ 1150
1411 .
2112
- M‘ L “ “ Al ST 288wz 71.10  78.38%
m/z--> 50 100 150 200 250 300 350
Abundance #38343: Decane, 3,6-dimethyl-
57.0
5000 L
11.50
m/z 43.10 69.05%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
——
11.50
5000 ITI/Z 85.10 45.11%
9.0
ol L ||| 14:018302250267.03090 80
e e
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- ——
57.0 11.50
m/z 41.10 27.71%
o AJLWM
0 410150 2300 260 —
m/z--> 50 100 150 200 250 300 350 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122066.D

Acqg On : 21 Oct 2020 20:48
Operator : JU/CG

Sample : L4458-02 5X

Misc :

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Sulfurous acid, butyl hexad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.216 2.58 ng 106899  Phenanthrene-die 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl hexadecyl ... 362 C20H4203S 1000309-18-3 80
2 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 80
3 Tetratetracontane 619 C44H90 007098-22-8 80
4 Heptacosane 380 C27H56 000593-49-7 72
5 Octadecane 254 C18H38 000593-45-3 72

Abundance Scan 1722 (12.216 min): BF122066.D\data.ms (-1719) (-] m/z 57.10 100.00%
57.1

5000
1200 12550
7.1 . :
253.2
o‘Hwwmwwﬁ%uwmwmwwu‘wu‘W‘HW‘HW‘H‘_H‘_H‘_H m/z 71.10 54.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #191844: Sulfurous acid, butyl hexadecyl ester
57.0
5000 e —
12.00 12.50
J m/z 43.10 44 .34%
J 7.0 2250
O‘\\J‘\\‘\‘J\\\‘E‘\\“\\\“J\W\\’\\1\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #117658: Pentadecane, 2,6,10,14-tetramethyl-

57.0
— —
12.00 12.50
5000 ITI/Z 85.10 30.16%
183.0
oy Lm0
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane — —
57.0 12.00 12.50
m/z 55.10  20.76%
5000
o JHHlﬂﬁ;wozmosw04wo 491.0 562.0
RAVEEE § B E FRIEcde-LL S ST A s — —
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102120\
Data File : BF122066.D

Acqg On : 21 Oct 2020 20:48
Operator : JU/CG

Sample : L4458-02 5X

Misc

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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|
Pentadecane, 2,... 10.410 2.7 ng 120714 3 9.763 903306 20.0
Undecane, 6-ethyl- 10.675 7.9 ng 327850 4 11.245 829600 20.0
Heptadecane, 2,... 11.139 10.2 ng 420947 4 11.245 829600 20.0
Decane, 3,6-dim... 11.486 3.0 ng 123118 4 11.245 829600 20.0
Sulfurous acid,... 12.216 2.6 ng 106899 4 11.245 829600 20.0
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