LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122156.D

Acqg On : 28 Oct 2020 19:34
Operator : JU/CG

Sample : L4528-03 5X

Misc :

ALS Vvial : 17 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: BF122156.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.351 552 555 570 rBV 137700 287973 15.16% 3.139%
2 6.381 727 730 752 rBV 174477 381810 20.10% 4.162%
3 6.716 784 787 795 rBV 558981 557305 29.34% 6.075%
4 7.292 882 885 903 rBV 135542 227517 11.98%  2.480%
5 7.998 1002 1005 1028 rVB 756442 749978 39.49%  8.175%
6 9.069 1184 1187 1195 rBV 519157 480652 25.31% 5.240%
7 9.410 1242 1245 1249 rBV2 36372 31618 1.66% 0.345%
8 9.475 1253 1256 1262 rVB 36343 43804 2.31% ©0.478%
9 9.745 1299 1302 1311 rBV 880572 797355 41.98% 8.692%
10 10.392 1406 1412 1415 rBvV2 16016 28870 1.52% 0.315%
11 10.551 1436 1439 1447 rBV 66668 93744  4.94% 1.022%
12 10.657 1453 1457 1464 rBV 29175 48499 2.55% 0.529%
13 10.969 1508 1510 1515 rBv4 21084 29107 1.53% 0.317%
14 11.092 1524 1531 1532 rBV5 23734 32454 1.71%  0.354%
15 11.122 1533 1536 1543 rVB 130373 139165 7.33% 1.517%
16 11.233 1552 1555 1565 rBV 813281 822388 43.30%  8.965%
17 11.4e4 1582 1584 1587 rBv4 25207 35861 1.89% 0.391%
18 11.469 1593 1595 1598 rBV2 64970 64474  3.39% 0.703%
19 11.522 1602 1604 1606 rBV3 27731 30083 1.58% 0.328%
20 11.563 1609 1611 1614 rVB3 44233 53105 2.80% ©0.579%
21 11.816 1652 1654 1656 rBV2 61726 71447 3.76% 779%

22 11.898 1666 1668 1671 rVB 138783 110139 5.80%
23 12.098 1697 1702 1705 rBV5 152845 311685 16.41%
24 12.210 1718 1721 1726 rBV 271012 289939 15.27%
25 12.422 1754 1757 1760 rBV2 294990 324223 17.07%
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26 12.810 1819 1823 1829 rBV2 596590 1231109 64.82% 13.420%
27 15.957 2354 2358 2371 rVB 940571 1899242 100.00% 20.703%

Sum of corrected areas: 9173546
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 28 Oct 2020 19:34

17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
BF122156.D

Ju/CaG
L4528-03 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\BF102820\
Data File : BF122156.D

Acqg On : 28 Oct 2020 19:34
Operator : JU/CG

Sample : L4528-03 5X

Misc :

ALS vial : 17 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 Dodecane, 2,7,10-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.122 3.38 ng 139165 Phenanthrene-die 11.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
2 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72
3 Octane, 2-methyl- 128 C9H20 003221-61-2 68
4 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 64
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 64

Abundance Scan 1536 (11.122 min): BF122156.D\data.ms (-1533) (- m/z 57.10 100.00%
57.1

5000 85.0 /\Mﬂf%WNWJAv“X”JJLJh
113.1 T L —
11.00 11.50
LU T s :
0““H““ﬁ““ﬂu‘ﬂ‘ul“u““u“"H“‘H“ m/z 71.10 73.69%
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0
5000 St ——
11.00 11.50
29.0 85.0 m/z 43.10 52.50%
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #125660: Sulfurous acid, 2-ethylhexyl hexyl ester
57.0
—— —
11.00 11.50
5000 85.0 m/z 85.05 40.39%
29.0 113.0
0w““w‘mh‘H”m‘:m‘Wl‘wuH‘mwm‘mw
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12672: Octane, 2-methyl- 7 —
43.0 11.00 11.50
m/z 41.10 23.81%
5000
71.0
ol L s 130
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122156.D

Acqg On : 28 Oct 2020 19:34
Operator : JU/CG

Sample : L4528-03 5X

Misc :

ALS vial : 17 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 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.898 2.68 ng 110139  Phenanthrene-die 11.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 83
2 Docosane 310 C22H46 000629-97-0 80
3 Nonadecane 268 C19H40 000629-92-5 80
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80
5 Heneicosane 296 C21H44 000629-94-7 80

Abundance Scan 1668 (11.898 min): BF122156.D\data.ms (-1666) (1 m/z 57.10 100.00%
57.1

5000

'

119.1
— ——
H ‘ 155.1 1961 260.1 11.50 12.00
bbb s e R m/z 71.10  82.43%
m/z--> 50 100 150 200 250 300
Abundance #175557: Tetracosane
57.0
5000 — ‘

11.50 12.00
m/z 43.10 72.01%

99.0
LJ gy 1410 1830 2250 267.0 338
L B I ) B B

m/z--> 50 100 150 200 250 300
Abundance #153222: Docosane

o
5 Ep

! L
o

— ——
11.50 12.00
5000 m/z 85.10 53.06%

oLy L) 1410 1830 2250 2670 3100

%

m/z--> 50 100 150 200 250 300
Abundance #117637: Nonadecane “ ——
57.0 11.50 12.00

m/z 119.10  37.59%
5000
99.0

o bl AL 1410 30 280 el
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122156.D

Acqg On : 28 Oct 2020 19:34
Operator : JU/CG

Sample : L4528-03 5X

Misc :

ALS vial : 17 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 unknownl2.098 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.098 7.58 ng 311685 Phenanthrene-d10 11.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, cyclohexylmethyl is... 270 C15H2604 1000309-68-3 47
2 2-n-Butylacrolein 112 C7H120 001070-66-2 46
3 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 38
4 Sulfurous acid, cyclohexylmethyl... 402 C23H4603S 1000309-22-4 35
5 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 35

Abundance Scan 1702 (12.098 min): BF122156.D\data.ms (-1697) (- m/z 97.10 100.00%
7.1
57.1

5000

5

o

— s S m/z 57.10  83.87%

miz--> 00 150 200 250
Abundance #119049: Oxalic acid, cyclohexylmethyl isohexyl ester
55.0 971.0

5000 — —
12.00 12.50

m/z 55.10  82.10%

O T T M\ T ‘ ‘ - h T h‘} \“H‘ T " T T 1\4\‘]‘-.‘0 T T T T ’ T 2\27\.0\ ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #6488: 2-n-Butylacrolein
41.0

——
33.1 12.00 12.50
| ‘\‘\h, \U\h ﬂww Wi R
50 1

97.0
—r— —
12.00 12.50
5000 m/z 43.10 78.67%
OHH‘; e
miz--> 50 100 150 200 250
Abundance #6750: Cyclohexane, 1,1-dimethyl- —— ‘
97.0 12.00 12.50
5.0 m/z 41.16  50.80%
5000 vajﬁJvmﬂfVkaﬂmﬂﬂf/
of2U Ml — —
m/z--> 50 100 150 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122156.D

Acqg On : 28 Oct 2020 19:34
Operator : JU/CG

Sample : L4528-03 5X

Misc :

ALS vial : 17 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 Tetradecane, 3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.210 7.05 ng 289939  Phenanthrene-die 11.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 3-methyl- 212 C15H32 018435-22-8 87
2 Heptadecane 240 C17H36 000629-78-7 83
3 Octadecane 254 C18H38 000593-45-3 78
4 Tritetracontane 605 C43H88 007098-21-7 78
5 Hexadecane, 1-iodo- 352 C16H331I 000544-77-4 72

Abundance Scan 1721 (12.210 min): BF122156.D\data.ms (-1718) (-] m/z 57.10 100.00%

57.1
5000
99 1 —— —
12.00 12.50
ol “L“H‘ Ly 1832 23922743 701 16 52.43%
miz--> 50 100 150 200 250 300
Abundance #71401: Tetradecane, 3-methyl-
57.0
5000 7 ——
12.00 12.50
m/z 43.10  45.25%
99.0 183.0
02\6‘\\0‘\‘ “\ w‘ \‘”\“‘ \‘\%4\‘1.3\ T \“‘\ LA L B s B
miz--> 50 100 150 200 250 300
Abundance #94345: Heptadecane
57.0
—— —
12.00 12.50
5000 m/z 85.10 36.08%
99.0
ol L) 2420 gm0 20
m/z--> 50 100 150 200 250 300
Abundance #105885: Octadecane T —
57.0 12.00 12.50
m/z 41.10 19.41%
5000
99.0
ool |y L)) 1410 w0 amozste T
m/z--> 50 100 150 200 250 300 12.00 12.50

8270-BF101220.M Thu Oct 29 15:40:15 2020

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122156.D

Acqg On : 28 Oct 2020 19:34
Operator : JU/CG

Sample : L4528-03 5X

Misc :

ALS vial : 17 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 Octadecane, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.422 7.88 ng 324223  Phenanthrene-d10 11.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 81
2 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 81
3 Hentriacontane 437 C31H64 000630-04-6 80
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 74
5 Pentacosane 352 C25H52 000629-99-2 72

Abundance Scan 1757 (12.422 min): BF122156.D\data.ms (-1754) (- m/z 57.10 100.00%
57.1

5000 M
f 1250
- “} ) “H\“U“‘J‘m ‘8“‘3‘,2”2‘39‘2”2%‘3‘ rprereee W/z 71,10 68.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117648: Octadecane, 2-methyl-
43.(
5000 T T
12.50
0.0 m/z 43.10 55.23%
‘ l 155.0 225.0
O\\\““\h\‘]\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #134594: Octadecane, 1-chloro-
57.0
——
12.50
5000 ITI/Z 85.10 29.92%
oLl 1 oo w0
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane —
57.0 12.50
m/z 41.10 27.85%
5000 M
0 uh\ \‘h]\.] h‘ L ? \0 i 2\2:5 0 309.0 365.0 437.
e e e e ) ——
m/z--> 50 100 150 200 250 300 350 400 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122156.D

Acqg On : 28 Oct 2020 19:34
Operator : JU/CG

Sample : L4528-03 5X

Misc :

ALS vial : 17 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 6 unknownl5.957 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.957 20.00 ng 1899240 Perylene-di2 15.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 46
2 2H-1,2,3-Triazole-4-carboxaldehy... 191 C9H6FN30 051306-43-5 38
3 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H220 1000195-40-9 38
4 2-(2-((2-Chloro-6-fluorobenzyl)s... 334 C17H16C1FN2S  1000298-18-2 35
5 .beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 32

Abundance Scan 2358 (15.957 min): BF122156.D\data.ms (-2354) (1  m/z 191.20 100.00%

191.2
5000 81l.1
| W 00
383.4 .
ol ‘Hwh‘}w‘ I L ‘\ A2 3263 1L 4700/, g1.10  46.78%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #211535: 28-Nor-17.beta.(H)-hopane
191.0
5000 1
109.0 16.00
398.0 m/z 95.10 44.44%
260.0
O ‘\\ “L"|‘1““:‘32“8‘0‘“““L‘ \\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #54016: 2H-1,2,3-Triazole-4-carboxaldehyde, 2-(2-fluoroy
191.0
109.0 ——
16.00
5000 m/z 177.20 41.81%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #66144: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetranydro-5H-c R
191.0 16.00
m/z 123.10 31.73%
- m
43.0 123 0
m/z--> 50 100 150 200 250 300 350 400 450 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122156.D

Acqg On : 28 Oct 2020 19:34
Operator : JU/CG

Sample : L4528-03 5X

Misc :

ALS Vvial : 17 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|
Dodecane, 2,7,1... 11.122 3.4 ng 139165 4 11.233 822388 20.0
Tetracosane 11.898 2.7 ng 110139 4 11.233 822388 20.0
unknown12.098 12.098 7.6 ng 311685 4 11.233 822388 20.0
Tetradecane, 3-... 12.210 7.9 ng 289939 4 11.233 822388 20.0
Octadecane, 2-m... 12.422 7.9 ng 324223 4 11.233 822388 20.0
unknown15.957 15.957 20.0 ng 1899240 6 15.333 1899240 20.0
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