LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082021\
Data File : BF125138.D

Acqg On : 20 Aug 2021 16:57
Operator : JU/CG

Sample : M3465-03

Misc :

ALS Vvial : 14 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-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125138.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.228 17 24 30 rVB 1150767 1479844 39.24% 4.493%
2 4.528 411 415 421 rBV 277059 310728 8.24% 0.943%
3 5.140 514 519 526 rVB 347700 446392 11.84% 1.355%
4 5.534 581 586 589 rBV 3147707 3143541 83.35% 9.544%
5 6.534 751 756 760 rBV 2993374 3254554 86.29% 9.881%
6 6.922 818 822 825 rBV 1122344 978988 25.96% 2.972%
7 7.481 912 917 920 rVB 2483082 2152808 57.08% 6.536%
8 8.098 1019 1022 1026 rBV 171583 151228 4.01% 0.459%
9 8.204 1036 1040 1043 rVB 1478586 1269289 33.65% 3.853%
10 9.281 1218 1223 1226 rBV 4165036 3771642 100.00% 11.450%
11  9.533 1263 1266 1270 rVB 51927 42844 1.14% 0.130%
12 9.886 1320 1326 1328 rBV 45327 45971 1.22% 0.140%
13 9.957 1334 1338 1342 rBV 1704298 1405516 37.27% 4.267%
14 10.204 1377 1380 1385 rBvV2 34338 46500 1.23% 0.141%
15 10.363 1404 1407 1408 rBV2 50698 49587 1.31% ©0.151%
16 10.386 1408 1411 1413 rVB 228861 195647 5.19% 0.594%
17 10.604 1443 1448 1451 rBV 181423 221335 5.87% 0.672%
18 10.686 1460 1462 1466 rBvV2 55423 82760 2.19% 0.251%
19 10.745 1466 1472 1475 rBV 2328613 1994251 52.87% 6.054%
20 10.857 1488 1491 1497 rBV 795297 944823 25.05% 2.868%
21 11.004 1513 1516 1519 rBvV2 73859 78289 2.08% 0.238%
22 11.051 1521 1524 1526 rBV 106868 112308 2.98% 0.341%
23 11.116 1533 1535 1537 rVB 67055 40333 1.07% 0.122%
24 11.145 1537 1540 1542 rBV 99707 86373 2.29% 0.262%
25 11.180 1544 1546 1548 rVV 57193 45567 1.21% ©.138%
26 11.204 1548 1550 1551 rW 57733 41518 1.10% 126%

27 11.304 1564 1567 1570 rBV ~ 937988 849711 22.53%
28 11.339 1570 1573 1579 rVB 380964 417656 11.07%

O, RLNO
N
)]
[&]
R

29 11.445 1587 1591 1595 rBV 1541004 1324376 35.11% 021%
30 11.551 1607 1609 1612 rBV2 59540 47674  1.26% 145%
31 11.580 1612 1614 1618 rVB 98900 87610 2.32% ©.266%
32 11.616 1618 1620 1624 rBV 105605 105547 2.80% 0.320%
33 11.651 1624 1626 1629 rBV 73824 64326 1.71% 0.195%
34 11.686 1629 1632 1635 rBV 117301 104591 2.77% ©.318%
35 11.733 1637 1640 1643 rVV 1039095 726727 19.27%  2.206%
36 11.833 1655 1657 1662 rVB 119501 107908 2.86% 0.328%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082021\
Data File : BF125138.D

Acqg On : 20 Aug 2021 16:57
Operator : JU/CG

Sample : M3465-03

Misc :

ALS Vvial : 14 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-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.898 1666 1668 1671 rBV 79798 86933 2.30% 0.264%
38 11.963 1677 1679 1682 rVB2 76939 76251 2.02% 0.231%
39 11.992 1682 1684 1688 rVB3 68006 68148 1.81% 0.207%
40 12.027 1688 1690 1692 rBV 50518 47801 1.27% 0.145%
41 12.139 1706 1709 1712 rVB 713934 539297 14.30% 1.637%
42 12.422 1755 1757 1760 rVB 71689 52217 1.38% 0.159%
43 12.527 1772 1775 1780 rBV 413406 375580 9.96%  1.140%
44 12.627 1790 1792 1797 rVB4 48565 49792 1.32% ©0.151%
45 12.898 1836 1838 1841 rVB 163142 138210 3.66% ©.420%
46 13.033 1856 1861 1864 rBV 3437752 3110380 82.47%  9.443%
47 13.257 1896 1899 1902 rBV 103884 94693 2.51% ©.287%
48 14.086 2036 2040 2043 rVB 1050475 889990 23.60% 2.702%
49 14.945 2183 2186 2193 rVB 199930 204931 5.43% 0.622%
50 15.215 2230 2232 2238 rVB 36096 40969 1.09% 0.124%

51 15.586 2289 2295 2299 rBV 756875 934740 24.78%  2.838%

Sum of corrected areas: 32938694
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 20 Aug 2021 16:57
: M3465-03

14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082021\
BF125138.D

Ju/CaG

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

Time-->

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF125138.D\data.ms

5.534
6.534

7.481

2.228 6.922

4.528 5.140

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

TIC: BF125138.D\data.ms
9.281

13.033

10.745

9.957
8.204

12.527

12,43%&2712.89

9.533 9.8

0
Time-->

Abundance
4000000
3500000
3000000
2500000
2000000
1500000
1000000
500000

0

‘ — — — — —
10.00 10.50 11.00 11.50 12.00 12.50 13.00

TIC: BF125138.D\data.ms

AT
9.50

14.086
15.586

14.945
15.215

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082021\
Data File : BF125138.D

Acqg On : 20 Aug 2021 16:57
Operator : JU/CG

Sample : M3465-03

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.228 30.23 ng 1479840 1,4-Dichlorobenzene-d4 6.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40

4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
5 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 23

Abundance  Scan 24 (2.228 min): BF125138.D\data.ms (-17) (-) m/z 73.00 100.00%

73.0
5000 43.0 /\
87.0 \\\\\‘\\\\\\\
‘ 220 240 2.60
e 2 W/z 43.00  46.08%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LI L L AL LR A B
220 240 260
43.0 -
‘ 87.0 m/z 54.95 34.25%
\H‘\H\‘HH“HH“HH‘H\\9‘9\\"\}\\‘\\H‘\H\‘HH’HH‘HH‘\H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl-
73.0
T
220 240 260
5000 m/z 87.00 24.62%
55.0
27.0 410
az0 [ UL L e wso
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol T
73.0 220 240 2.60
87.0 m/z 40.95 14.87%
5000 41.0 55.0
27.0
1], ‘ 112.0 129.0
“““,“‘,“ T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082021\
Data File : BF125138.D

Acqg On : 20 Aug 2021 16:57
Operator : JU/CG

Sample : M3465-03

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 3-Penten-2-one, 4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.528 6.35 ng 310728 1,4-Dichlorobenzene-d4 6.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86
4 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 86
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 78
Abundance Scan 415 (4.528 min): BF125138.D\data.ms (-411) (-) m/z 55.00 100.00%
55.0 83.0
5000 23.0
98.0
A mmmas E e AR
‘ ‘ 67.0 4.20 4.40 4.60 4.80
\\‘\H\‘\\\\|\\\1i‘}\\\“\11\‘\H\'“H\‘\lu‘uu“uu m/Z 83.09 86.42%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3648: 3-Penten-2-one, 4-methyl-
58.0 83.0
43.0
5000 L B L B B L I IR |
29.0 98.0 4.20 4.40 4.60 4.80
m/z 42.95 38.31%
15.0
\\‘\\‘\\‘\\}\‘\\\1ih\\\“\‘\}\‘\?\7\-(‘)\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0 o P et e
200 43.0 4.20 4.40 4.60 4.80
5000 m/z 98.00 28.27%
98.0
15.0
6T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3775: 2-Pentene, 2,4-dimethyl- T Eammas L A RRAR
55.0 83.0 4.20 4.40 4.60 4.80
m/z 39.00 25.42%
5000 41.0
98.0
27.0
20 | MLl
N il Ll | a
R I B AR A L A
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082021\
Data File : BF125138.D

Acqg On : 20 Aug 2021 16:57
Operator : JU/CG

Sample : M3465-03

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.140 9.12 ng 446392 1,4-Dichlorobenzene-d4 6.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 3-Octanol 130 C8H180 000589-98-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
Abundance Scan 519 (5.140 min): BF125138.D\data.ms (-514) (-) m/z 43.00 100.00%
43.0
59.0
5000
 AREEEEEE T SR
6.0 101.0 4.80 5.00 5.20 5.40
H\‘\\\\‘\H\‘H\\“‘H\\‘H‘\“\i\\\\‘HH‘\‘\.H‘H\HHH‘HH‘HH‘HH m/Z 59.00 57.64%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R R IR B
59.0 4.80 5.00 5.20 5.40
m/z 58.00 15.94%
15.0 101.0
‘ 2%10 Ll | 830 |
H\‘\H\‘HH‘HH[HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
EEEmmaE ST
4.80 5.00 5.20 5.40
5000 m/z 101.00 14.79%
41.0
27.0 101.0
H"""""WH“u‘mwmmWm_ww‘w_ww_m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15660: 3-Octanol R RARRR I
59.0 4.80 5.00 5.20 5.40
m/z 40.95 8.73%
5000
27.0 41.0 83.0
101.0
H""""‘:1_H“MMMWEMMHui""":"‘w“w‘;uwl“z‘?:p“ A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082021\
Data File : BF125138.D

Acqg On : 20 Aug 2021 16:57
Operator : JU/CG

Sample : M3465-03

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.098 2.38 ng 151228 Naphthalene-d8 8.204

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Acetaldehyde, di-sec-butyl acetal 174 C10H2202 005314-41-0 59
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
4 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 53
5 Di-sec-Butyl ether 130 C8H180 006863-58-7 53

Abundance Scan 1022 (8.098 min): BF125138.D\data.ms (-1019) (-) m/z 57.00 100.00%

57.0
5000

87.1 7.80 8.00 8.20 8.40
"w"HlHWww‘ww‘h‘;MH“1‘3“1:?‘MWW‘%Q?‘:Q m/z 45.00 95.71%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)- k
57.0
5000 AR RAARN AR AR
29.0 7.80 8.00 8.20 8.40
m/z 41.80  31.40%

‘ 87.0
\\\‘\‘H“\‘\“‘H‘ H\\‘1‘\‘\“\‘\\}‘\\\\‘]\.\3\2\?V\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #48862: Acetaldehyde, di-sec-butyl acetal

45.0 101.0

780800820840

159.0
150] || 730
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- R RRAREEE LN ERREEN Y
45.0 7.80 8.00 8.20 8.40

m/z 75.00 16.80%

5000
89.0

190 | le70l | | 1190 1440

m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082021\
Data File : BF125138.D

Acqg On : 20 Aug 2021 16:57
Operator : JU/CG

Sample : M3465-03

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Hexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

10.386 2.78 ng 195647  Acenaphthene-die 9.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Nonadecane 268 C19H40 000629-92-5 90
3 Pentadecane 212 C15H32 000629-62-9 86
4 Tridecane 184 C13H28 000629-50-5 83
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 80

Abundance Scan 1411 (10.386 min): BF125138.D\data.ms (-1408) (- m/z 57.00 100.00%
57.0

5000
85.0 M
— =
10.00 10.50
‘ 113.1141.0169.1 226.1
b L4 HP1410160.0 2261 T 43 60 66.14%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107218: Hexadecane
57.0
5000 e =~
10.00 10.50
85.0 o
20.0 m/z 71.05 47.58%
‘\ ‘ L H‘ 113.0141.0169.0197.0226.0
\H‘HH‘\\H‘\\H‘\\H‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #158600: Nonadecane
57.0
— ==
10.00 10.50
m/z 85.05 36.92%
5000 85.0
29.0
“ | h | 113.0141.0169.0197.0 268.(
e e e e e
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #90192: Pentadecane T T
57.0 10.00 10.50
m/z 41.00 26.75%
85.0
5000
290
‘H‘HHMH‘_HWH‘WHH_‘HMHWH‘WHHM‘HMHW‘HWHH B e
m/z--> 20 40 60 80 100120140160180200220240260 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082021\
Data File : BF125138.D

Acqg On : 20 Aug 2021 16:57
Operator : JU/CG

Sample : M3465-03

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Octadecane, 2,6-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.604 3.15 ng 221335  Acenaphthene-die 9.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2,6-dimethyl- 282 C20H42 075163-97-2 72
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 72
3 Hexadecane 226 C16H34 000544-76-3 64
4 Octacosane 394 (C28H58 000630-02-4 64
5 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 64
Abundance Scan 1448 (10.604 min): BF125138.D\data.ms (-1443) (- m/z 57.00 100.00%
57.0
1050 1100
98.0 : :
27.1 169.2
H‘mW‘WH“H”wmh_fwHw_m_H?R?HO_m_mww m/z 71.05 41.57%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176399: Octadecane, 2,6-dimethyl-
57.0
5000 = —
10.50 11.00
m/z 43.00 40.96%
113.0
[ u‘ | | 1550 1960 53802670
H‘HH‘\H‘\H\‘HH‘\H\‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
T —
10.50 11.00
5000 m/z 85.05 21.03%
98.0
270 | 980 410 1840
e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107217: Hexadecane T ——
57.0 10.50 11.00
m/z 41.00 19.77%
B AL_/WK‘A
27,0
& L1 1.%90 1410 1g30 2260

m/z--> 20 40 60 80 100120140160180200220240260280 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082021\
Data File : BF125138.D

Acqg On : 20 Aug 2021 16:57
Operator : JU/CG

Sample : M3465-03

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 7 Dodecane, 1-iodo- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.857 14.27 ng 944823  Phenanthrene-d10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 80
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
4 Nonadecane 268 C19H40 000629-92-5 80
5 Heptadecane 240 C17H36 000629-78-7 80
Abundance Scan 1491 (10.857 min): BF125138.D\data.ms (-1488) (- m/z 57.00 100.00%
57.0
> M
= ——
h 99.1 1411 10.50 11.00
ob—d gy, ol 1831 2402 m/z 43.00 65.16%
miz--> 50 100 150 200 250
Abundance #107218: Hexadecane
57.0
5000 = —
10.50 11.00
m/z 71.05 51.97%
27‘\"’“\‘ |4 “‘9?'0‘ 141.0 1830 2260
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #228591: Tetradecane, 1-iodo-
57.0
= —
10.50 11.00
5000 m/z 85.05 34.49%
200, L | 930\ 155.0 1910
TN 1 T Ly
el
miz--> 50 100 150 200 250
Abundance #193302: Dodecane, 1-iodo- = —
57.0 10.50 11.00
m/z 41.00 29.48%
- ANVNJNMAKVA»xﬁNVNWNﬂA
27.0 ‘ 99.0
A e aeet L
m/z--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082021\
Data File : BF125138.D

Acqg On : 20 Aug 2021 16:57
Operator : JU/CG

Sample : M3465-03

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 8 Pentadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.304 12.83 ng 849711  Phenanthrene-die 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 86
3 Pentadecane 212 C15H32 000629-62-9 86
4 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 80
5 Heptadecane 240 C17H36 000629-78-7 80

Abundance Scan 1567 (11.304 min): BF125138.D\data.ms (-1564) (1 m/z 57.00 100.00%
57.0

5000
85.0
F Fep
‘ h 113.1141.1168.1 197.1 232.2 11.00 1159
et ol b T A OB L IO e m/z 43.00  67.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107218: Hexadecane
57.0
5000 - B
11.00 11.50
85.0 o
20.0 m/z 71.10  50.45%
TTT ‘ \‘\‘\ \ T \“ T \‘M T ‘ T \“]\-J\-ﬁ ‘o\\]\-ﬂ.‘].\ \9\1‘\6% \0‘\]\-\9\7‘ \(\)\2\%6\\9‘ TTTT ‘ 1
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
F e
11.00 11.50
5000 85.0 m/z 85.05 32.79%
Ly | pel® o
SRS | S M/ A L M WSS A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90189: Pentadecane T —
57.0 11.00 11.50
m/z 41.00 28.22%
5000 85.0
29.0
Ll M8014101690 2120
H‘_H‘_HW‘HW‘HWH‘WH‘WHH‘HH‘HHM‘HM‘H_H‘_ — ——
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082021\
Data File : BF125138.D

Acqg On : 20 Aug 2021 16:57
Operator : JU/CG

Sample : M3465-03

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 9 Tridecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.339 6.31 ng 417656  Phenanthrene-d10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Heptacosane 380 C27H56 000593-49-7 86
3 Octadecane 254 C18H38 000593-45-3 83
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 78

Abundance Scan 1573 (11.339 min): BF125138.D\data.ms (-1570) (- m/z 57.00 100.00%

57.0 '
5000
0 R
41.1183.2 2322 : :
- ‘““‘mﬂ‘ﬂ%“ s m/z 71.05 64.80%
miz--> 50 100 150 200 250 300 350
Abundance #59025: Tridecane
57.0
5000 — —
11.00 11.50
m/z 43.00 46.72%
‘\‘ | ‘ \‘ w% 1 q 1‘41 O 184 0
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
— —
11.00 11.50
5000 ITI/Z 85.10 35.57%
I L \ | F ‘}410183022502670 323.0 380.
ey A e
m/z--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane T —
57.0 11.00 11.50
m/z 41.00 24.49%
h W
\‘ “\ iy H‘ | \4?- 9 183.0 254.0
““‘ e A e — —
m/z--> 50 100 150 200 250 300 350 11.00 11.50

8270-BF081821.M Mon Aug 23 03:17:38 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082021\
Data File : BF125138.D

Acqg On : 20 Aug 2021 16:57
Operator : JU/CG

Sample : M3465-03

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 10 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.733 10.97 ng 726727  Phenanthrene-die 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 86
3 Hexadecane 226 C1l6H34 000544-76-3 86
4 Hexacosane 366 C26H54 000630-01-3 83
5 Undecane 156 C11H24 001120-21-4 80

Abundance Scan 1640 (11.733 min): BF125138.D\data.ms (-1637) (1 m/z 57.00 100.00%
57.0

—— —
99.1 1411 11.50 12.00
ol bl oy 34T 1832 2252 2681 n/; 43.00  65.20%
m/z--> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0
5000 — —
11.50 12.00
99.0 m/z 71.05 52.14%
2610 ““\ ”H‘ \‘h‘\ h“ \“‘ \“\41‘1.‘0“\ %8\‘3\0‘ \22\5\0\ T \2\96’(
m/z--> 50 100 150 200 250
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
—— —
11.50 12.00
5000 m/z 85.10 35.24%
99.0 140.0
182.0
b d T 2260
miz--> 50 100 150 200 250
Abundance #107218: Hexadecane T —
57.0 11.50 12.00
m/z 41.00 27.59%
2@\0“\‘ I “‘93'0‘ 141.0 1830 226.0
A e R B e B e B —— —
m/z--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082021\
Data File : BF125138.D

Acqg On : 20 Aug 2021 16:57
Operator : JU/CG

Sample : M3465-03

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 11 Tridecane, 1-iodo- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.139 8.14 ng 539297  Phenanthrene-d10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 90
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
3 Heneicosane 296 C21H44 000629-94-7 83
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
5 Dodecane, 1l-iodo- 296 C12H25I 004292-19-7 80

Abundance Scan 1709 (12.139 min): BF125138.D\data.ms (-1706) (- m/z 57.00 100.00%
57.0

. «KK~«fwAﬂkﬁWRxxMAvﬁgj
—— —
‘ ‘ 990 411 12.00 12.50
(- u“‘ Aa g 1411 1820 2251 2761 m/z 43.00  65.12%
m/z--> 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 — ——
12.00 12.50
m/z 71.05 54.21%
99.0 183.0
T \‘H\‘ ‘\“‘ A ““ \L‘\“’ \‘\%4}’0‘\ T \‘\ LI N B \3‘1\0|
m/z--> 50 100 150 200 250 300
Abundance #132769: 2-Bromo dodecane
57.0
—— —
12.00 12.50
5000 ITI/Z 85.10 38.19%
99.0 169.0
50 | L4 1ass0” | 2as0
m/z--> 50 100 150 200 250 300
Abundance #194590: Heneicosane T ——
57.0 12.00 12.50
m/z 41.00 26.40%
5000
99.0
25l0“ | L h‘ | 1410 1830 2250 296.0
Pl L : T T —— —
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082021\
Data File : BF125138.D

Acqg On : 20 Aug 2021 16:57
Operator : JU/CG

Sample : M3465-03

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 12 Dodecane, 2-methyl-6-propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.527 5.67 ng 375580  Phenanthrene-d10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 90
4 Nonadecane 268 C19H40 000629-92-5 83
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80

Abundance Scan 1775 (12.527 min): BF125138.D\data.ms (-1772) (-~ m/z 57.00 100.00%
57.0

1
‘ ‘ 99.0 1410 12.50
A d L, 1410 1831 2251 L, 43.00  63.99%
miz--> 50 100 150 200 250 300
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 — :
12.50
m/z 71.05 52.31%
99.0 140.0
182.0
T ‘\““H‘\ “‘ \H‘\ h“ ey !‘ T \H\ T \2\26\0\ LA
m/z-> 50 100 150 200 250 300
Abundance #107218: Hexadecane
57.0
T
12.50
5000 ITI/Z 85.05 34.97%
2ﬂok L‘ngﬂo‘ 1410 183.0 226.0
e e S
miz--> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo- — ‘
57.0 12.50
m/z 41.00 24.92%
5000
0 183.0
Bt 1) o
m/z--> 50 100 150 200 250 300 12.50

8270-BF081821.M Mon Aug 23 03:17:40 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082021\
Data File : BF125138.D

Acqg On : 20 Aug 2021 16:57
Operator : JU/CG

Sample : M3465-03

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 13 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.898 3.11 ng 138210 Chrysene-d12 14.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 86
2 Dodecyl isobutyl ether 242 C16H340 1000406-32-6 78
3 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 78
4 Hexadecane 226 C16H34 000544-76-3 78
5 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 64

Abundance Scan 1838 (12.898 min): BF125138.D\data.ms (-1836) (1 m/z 57.00 100.00%
57.0

?

5000
85.1
[N T
12.50 13.00
141.2
o‘,HHM_Mm“‘mmHwH,‘m_1‘9‘6_2”fﬁ‘lwlww,m m/z 43.00  58.63%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176386: Eicosane
57.0
5000 — ——
12.50 13.00
m/z 71.00  47.25%
99.0
h |, 1410 1830 2250 282.(

\’\\\\‘H\\‘\H\‘\\\\‘\\\\‘H\\[\\\r’\\H‘H\\‘HH‘HH‘HH‘HH’\H

m/z--> 20 40 60 80 100120140160180200220240260280

?

Abundance #126391: Dodecyl isobutyl ether

57.0

T *
12.50 13.00
5000 ITI/Z 85.10 34.41%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #206617: Sulfurous acid, butyl dodecyl ester “ —

57.0 12.50 13.00

m/z 41.00 22.21%

- M
‘ h 99.0 13901690

WAy 0 2210

m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082021\
Data File : BF125138.D

Acqg On : 20 Aug 2021 16:57
Operator : JU/CG

Sample : M3465-03

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 14 Octacosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.257 2.13 ng 94693 Chrysene-d12 14.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetratetracontane 619 C44H99 007098-22-8 90
5 Hexadecane 226 C16H34 000544-76-3 90

Abundance Scan 1899 (13.257 min): BF125138.D\data.ms (-1896) (1 m/z 57.00 100.00%

57.0
5000
e e
‘ ‘ aL 13.00 13.50
of il J “‘ML AL, 2101 2e1i m/z 43.00  66.00%
miz--> 0 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 — —
13.00 13.50

m/z 71.10 54.71%
| | h‘ | H ] 141 0183.0225.0 281.0 337.0 394.

miz-> 0 50 100 150 200 250 300 350

Abundance #141056: Octadecane
57.0

.

13.00 13.50
5000 m/z 85.10  39.46%

\‘ | ‘ “\ I H‘ \‘]W 10183'0 254.0

mizw> 0 50 100 150 200 250 300 350

fiE

Abundance #194588: Heneicosane

57.0 13.00 13.50
m/z 41.00 23.03%
o M

9.0
15-@1 L h‘ | 141.0183.02250  296.0
N e o B e — —
m/z--> 0 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082021\
Data File : BF125138.D

Acqg On : 20 Aug 2021 16:57
Operator : JU/CG

Sample : M3465-03

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 15 Supraene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.945 4.38 ng 204931 Perylene-di2 15.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 .psi.,.psi.-Carotene, 7,7',8,8',... 547 C40H66 000502-62-5 83
3 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 80
4 4-0xo-.beta.-damascone 206 C13H1802 053398-08-6 72
5 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 72

Abundance Scan 2186 (14.945 min): BF125138.D\data.ms (-2183) (- m/z 69.00 100.00%
69.0

5000

-

17100 15.00
_m‘m‘aMWm‘m“2‘5‘1‘?‘3““‘1“2‘H_MWWW m/z 81.00 51.28%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #308259: Supraene
69.0
5000 LN
15.00
m/z 41.00 30.96%
137.0

bl ], 203.0 273.0 341.0 410.0

‘H\\‘\ \\]11H‘le‘\H\‘WHW‘\\H‘H\\‘\H\‘\\H‘H\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #343494: .psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,1¢
69.0

!

15.00
5000 m/z 95.05 14.26%

137. 0

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69.0 15.00

m/z 92.95 10.68%

%

5000

l 137.0
gl [, 2080

oMl 2080

m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.00

-
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082021\
Data File : BF125138.D

Acqg On : 20 Aug 2021 16:57
Operator : JU/CG

Sample : M3465-03

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.228 30.2 ng 1479840 1 6.922 978988 20.0
3-Penten-2-one,... 4.528 6.3 ng 310728 1 6.922 978988 20.0
2-Pentanone, 4-... 5.140 9.1 ng 446392 1 6.922 978988 20.0
Ethanol, 2-(2-b... 8.098 2.4 ng 151228 2 8.204 1269290 20.0
Hexadecane 10.386 2.8 ng 195647 3 9.957 1405520 20.0
Octadecane, 2,6... 10.604 3.1 ng 221335 3 9.957 1405520 20.0
Dodecane, 1-iodo- 10.857 14.3 ng 944823 4 11.445 1324380 20.0
Pentadecane 11.304 12.8 ng 849711 4 11.445 1324380 20.0
Tridecane 11.339 6.3 ng 417656 4 11.445 1324380 20.0
Heneicosane 11.733 11.0 ng 726727 4 11.445 1324380 20.0
Tridecane, 1-iodo- 12.139 8.1 ng 539297 4 11.445 1324380 20.0
Dodecane, 2-met... 12.527 5.7 ng 375580 4 11.445 1324380 20.0
Eicosane 12.898 3.1 ng 138210 5 14.086 889990 20.0
Octacosane 13.257 2.1 ng 94693 5 14.086 889990 20.0
Supraene 14.945 4.4 ng 204931 6 15.586 934740 20.0
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