LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080721\
Data File : BF124986.D

Acqg On : 7 Aug 2021 21:42
Operator : JU/CG

Sample : M3297-01

Misc :

ALS Vvial : 13  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-BF080421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124986.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.863 299 302 306 rBB2 3133 3985 2.45% 0.178%
2 5.045 500 503 506 rBB 4084 4440 2.73% 0.199%
3 5.240 534 536 541 rBB 4355 3784 2.33% 0.169%
4 5.445 568 571 574 rBV 128505 113858 70.00% 5.097%
5 6.463 740 744 747 rBB 139240 121843 74.91% 5.454%
6 6.828 803 806 809 rBB 50217 34739 21.36%  1.555%
7 7.392 898 902 905 rBB 97323 77741 47.80%  3.480%
8 7.469 912 915 917 rBB 23755 15958 9.81% 0.714%
9 7.857 978 981 983 rBB 4543 3427 2.11% 0.153%
10 8.010 1005 1007 1010 rBB 5119 3929 2.42% 0.176%
11 8.110 1021 1024 1027 rBB 61961 44749 27.51%  2.003%
12 8.457 1081 1083 1085 rBB 3884 3026 1.86% 0.135%
13 8.710 1123 1126 1128 rBB2 4488 2872 1.77% 0.129%
14 8.757 1132 1134 1136 rBB 5553 3486 2.14% 0.156%
15 9.186 1203 1207 1210 rBB 192005 140955 86.66% 6.310%
16 9.610 1276 1279 1280 rBV 3654 2989 1.84% 0.134%
17 9.733 1298 1300 1303 rBV 5310 4685 2.88% 0.210%
18 9.792 1305 1310 1312 rBV 8498 8583 5.28% 0.384%
19 9.863 1319 1322 1328 rVB 60744 57485 35.34% 2.573%
20 9.933 1332 1334 1336 rVB 5400 3973 2.44% 0.178%
21  9.969 1336 1340 1344 rVB3 5950 9009 5.54% 0.403%
22 10.022 1347 1349 1352 rBV 6229 5341 3.28% 0.239%
23 10.069 1352 1357 1362 rVB 3316 4490 2.76% 0.201%
24 10.292 1392 1395 1397 rVB 7605 5354 3.29% 0.240%
25 10.375 1404 1409 1412 rBV3 2210 3913  2.41% 0.175%
26 10.451 1419 1422 1426 rBV2 2908 3563 2.19% 0.159%
27 10.510 1429 1432 1435 rBV3 5313 5777 3.55% 0.259%
28 10.563 1437 1441 1444 rVV2 3313 3687 2.27% 0.165%
29 10.651 1453 1456 1460 rBV 87825 71432 43.92% 3.198%
30 10.710 1462 1466 1469 rVB2 2892 4459 2.74% 0.200%
31 10.763 1472 1475 1480 rBV 26033 29579 18.19% 1.324%
32 10.851 1487 1490 1493 rVB2 15662 12100 7.44% 0.542%
33 10.910 1497 1500 1504 rVB 14003 9957 6.12% 0.446%
34 10.951 1504 1507 1508 rBV 7817 6874 4.23% 0.308%
35 10.969 1508 1510 1512 rvv2 13615 11185 6.88% 0.501%
36 10.986 1512 1513 1516 rVB 9734 7001 4.30% 0.313%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080721\
Data File : BF124986.D

Acqg On : 7 Aug 2021 21:42
Operator : JU/CG

Sample : M3297-01

Misc :

ALS Vvial : 13  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-BF080421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.e33 1516 1521 1524 rBv4 10977 16848 10.36% 0.754%
38 11.069 1524 1527 1529 rBV2 9680 8970 5.52% ©0.402%
39 11.086 1529 1530 1534 rVB2 6473 5737 3.53% 0.257%
40 11.127 1534 1537 1541 rBV5 5960 9308 5.72% 0.417%
41 11.175 1543 1545 1549 rVB3 5166 5731 3.52% ©.257%
42 11.216 1549 1552 1554 rBV 16034 16415 10.09% 0.735%
43 11.239 1554 1556 1562 rVB2 15699 16945 10.42% 0.759%
44 11.304 1565 1567 1570 rVB 4258 3299 2.03% 0.148%
45 11.351 1570 1575 1578 rBV 59725 50570 31.09% 2.264%
46 11.386 1578 1581 1583 rBv4 6495 7392 4.54% 0.331%
47 11.422 1585 1587 1590 rVB4 8528 9716 5.97% ©.435%
48 11.463 1590 1594 1600 rBV5 11905 27723 17.04%  1.241%
49 11.516 1600 1603 1607 rBV3 14500 18351 11.28% 0.821%
50 11.557 1607 1610 1611 rBvV2 8083 8017 4.93% 0.359%
51 11.586 1613 1615 1618 rVB3 9608 9690 5.96% ©.434%
52 11.622 1618 1621 1623 rBvV2 17535 19491 11.98% 0.873%
53 11.639 1623 1624 1626 rVvv2 14106 10070 6.19% 0.451%
54 11.663 1626 1628 1632 rVV5 11528 16955 10.42% ©0.759%
55 11.698 1632 1634 1639 rVv3 15757 23583 14.50% 1.056%
56 11.739 1639 1641 1647 rVB5 19443 22933 14.10% 1.027%
57 11.892 1661 1667 1670 rBV2 77664 103116 63.40% 4.616%
58 11.939 1672 1675 1678 rVV3 12837 13384 8.23% 0.599%
59 12.022 1686 1689 1692 rVB 19472 18361 11.29% ©.822%
60 12.051 1692 1694 1698 rBV2 25254 24060 14.79% 1.077%
61 12.086 1698 1700 1702 rBV3 9632 8546 5.25% ©.383%
62 12.110 1702 1704 1708 rVB5 11708 11218 6.90% ©0.502%
63 12.216 1718 1722 1726 rBV7 14657 25941 15.95% 1.161%
64 12.333 1738 1742 1746 rBV2 29484 47324 29.10%  2.118%
65 12.398 1750 1753 1758 rVV 121308 126533 77.80% 5.664%
66 12.539 1775 1777 1781 rBv4 17379 22263 13.69% 0.997%
67 12.580 1782 1784 1790 rVV3 20646 31290 19.24% 1.401%
68 12.680 1798 1801 1806 rBV3 86886 101354 62.32% 4.537%
69 12.816 1822 1824 1826 rBV3 21877 20665 12.71% 0.925%
70 12.945 1842 1846 1853 rVB 149760 162647 100.00%  7.281%
71 13.168 1882 1884 1887 rBV2 64535 58045 35.69% 2.598%
72 13.298 1903 1906 1912 rBV2 54267 69624 42.81% 3.117%
73 13.974 2018 2021 2023 rBV 54464 50295 30.92% 2.251%
74 14.751 2149 2153 2157 rBV2 61781 89480 55.01% 4.006%
75 15.462 2271 2274 2276 rBV 24453 26565 16.33% 1.189%
76 16.145 2387 2390 2397 rVB5 13489 23317 14.34% 1.044%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080721\
Data File : BF124986.D

Acqg On : 7 Aug 2021 21:42
Operator : JU/CG

Sample : M3297-01

Misc

ALS Vvial : 13  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-BF080421.M

Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 16.468 2441 2445 2451 rVB4 14337 26584 16.34% 1.190%

78 16.815 2502 2504 2507 rBV4 2847 2846 1.75% 0.127%

79 17.821 2672 2675 2682 rVB7 6483 12477 7.67% 0.559%
Sum of corrected areas: 2233907
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M3297-01

. 13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080721\
BF124986.D

7 Aug 2021 21:42

Ju/CaG

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

250000

200000

150000

100000

50000

0

TIC: BF124986.D\data.ms

6.463
5.445

7.392

6.828

469

3.863 5.04%.240

Time-->
Abundance

250000

200000

150000

100000

50000

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: BF124986.D\data.ms

12.39812.680

9.186

8.110 9.863

7.857.01 8.457 887167 9.69§"

0
Time-->
Abundance

250000

200000

150000

100000

50000

B8d
O e
.00 10.50

TIC: BF124986.D\data.ms

8.00

‘ ‘ — — — —
8.50 9.00 10 11.50 12.00 12.50 13.00

13.974

16.145 16.468
16.815

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124986.D

Acqg On 7 Aug 2021 21:42
Operator : JU/CG

Sample : M3297-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 Tetradecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

10.763 11.70 ng 29579  Phenanthrene-die 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 72
2 Hexadecane 226 C1l6H34 000544-76-3 72
3 Tridecane 184 C13H28 000629-50-5 72
4 Decane, 2-methyl- 156 C11H24 006975-98-0 59
5 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 53

Abundance Scan 1475 (10.763 min): BF124986.D\data.ms (-1472) (- m/z 57.05 100.00%
57.0

5000
85.1 A{\W
= —
‘ “ ‘ 113.1 10.50 11.00
bt b o w/z 43.10  86.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane
57.0
5000 — ——
85.0 10.50 11.00
290 m/z 71.10 63.47%
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0 ﬂ
J ‘Mﬂm‘ —
10.50 11.00
5000 m/z 41.00 47.53%
85.0
29.0
0 ‘\ ““ I H‘ /113.0 1410 169.0 197.0 226.0
R B e R AARERRE TR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59025: Tridecane T —
57.0 10.50 11.00
m/z 85.10 37.06%
5000
29.0 85.0
ob bl 4152, 20L0 1810 AMWM —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124986.D

Acqg On 7 Aug 2021 21:42
Operator : JU/CG

Sample : M3297-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 unknownll.463 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.463 10.96 ng 27723  Phenanthrene-die 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 4-methyl- 128 C9H20 002216-34-4 38
2 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 37
3 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 32
4 Hexyl octyl ether 214 C14H300 017071-54-4 32

5 Acetic acid, trichloro-, nonyl e... 288 C11H19C1302 065611-32-7 25

Abundance Scan 1594 (11.463 min): BF124986.D\data.ms (-1590) (1 m/z 43.10 100.00%
43.1

85.0
69.0
5000
99.1
——
‘ ‘ 1251 11.50
oH_m‘w_HWwl‘_Hh_ww,m ‘,‘ m/z 85.00  72.41%
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130
Abundance #14533: Octane, 4-methyl-
43.0
5000 R
11.50
29.0 57.0 710 850 m/z 69.00 62.73%
o I “m M‘ 99.0 113.0 128.0
H‘HH‘HH‘\\H‘HH‘HH‘HH‘H\\‘HH’HH‘HH‘HH’HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14574: Hexane, 2,3,4-trimethyl-
43.0
——
11.50
5000 57.0 /1.0 850 m/z 57.10 47.87%
29.0
o240 |1 H i 99.0 128.0
H‘HH‘H‘wu‘wu‘w‘Hw‘uw‘H‘_H‘V‘H_‘H_‘H,HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14557: Heptane, 2,4-dimethyl- T
43.0 11.50
m/z 71.10 47.56%
5000
85.0
57.0 710
290
0 N T |, 99.0113.0128.0
H‘HH‘H‘wu‘wu‘w‘Hw‘uw‘H‘_H‘MH‘_H‘_‘HW‘H_‘H —
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124986.D

Acqg On 7 Aug 2021 21:42
Operator : JU/CG

Sample : M3297-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 Hentriacontane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.621 7.71 ng 19491  Phenanthrene-die 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 72
2 Heptacosane 380 C27H56 000593-49-7 72
3 Pentacosane 352 C25H52 000629-99-2 64
4 Octadecane 254 C18H38 000593-45-3 64
5 2-Methyltetracosane 352 C25H52 001560-78-7 64

Abundance Scan 1621 (11.622 min): BF124986.D\data.ms (-1618) (- m/z 43.10 100.00%

43.1
5000
— —
| HH il \H 500 82,81
oL AL . m/z 57.10 82.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane
57.0
5000 — ——
11.50 12.00
m/z 71.05 70.90%
ol H\L 0701690 2250 3000 3650 4361
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\Y\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #287977: Heptacosane
57.0
— —
11.50 12.00
5000 ITI/Z 85.10 63.55%
oLl ||| 4130 1690 2250 2810 380.0
A e A e T T T
miz--> 50 100 150 200 250 300 350 400
Abundance #262013: Pentacosane 7 —
57.0 11.50 12.00
m/z 41.00  35.39%
5000
0 ‘ h\ h\ I u‘ \\ | \1\8\39 239.0 295.0 352'0
A e A e e —— —
m/z--> 50 100 150 200 250 300 350 400 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124986.D

Acqg On 7 Aug 2021 21:42
Operator : JU/CG

Sample : M3297-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 unknownll.698 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

11.698 9.33 ng 23583  Phenanthrene-die 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5-methyl- 170 C12H26 001632-70-8 27
2 2-Bromononane 206 C9H19Br 002216-35-5 22
3 Sulfurous acid, nonyl 2-propyl e... 250 C12H2603S 1000309-12-0 16
4 Carbonic acid, neopentyl 2-ethyl... 244 C14H2803 1000357-85-7 12
5 1-Methylpentyl isobutyrate 172 C10H2002 1000429-31-7 10

Abundance Scan 1634 (11.698 min): BF124986.D\data.ms (-1632) (- m/z 43.10 100.00%

43.1
71.1
5000
990 1271 — e
Ll
0l e el m‘w_‘mw‘_m_m‘ m/z 71.10  68.56%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #45495: Undecane, 5-methyl-
43.0
5000 71.0 e —
11.50 12.00
m/z 57.10 48.14%
112
0 L 140.0 170.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #83299: 2-Bromononane
43.0
71.0
—r —
11.50 12.00
5000 m/z 55.10  40.19%
127.0
150 | | | 970 [P0
i B
miz--> 0 20 40 60 80 100 120 140 160 180
Abundance #135264: Sulfurous acid, nonyl 2-propyl ester e ——
43.0 11.50 12.00
m/z 85.10 38.71%
71.0
5000
L Lo 210 e
"H‘_‘H"H‘_‘H“H‘_‘H“H‘_‘H“H‘_‘H‘ —r —
m/z--> 0O 20 40 60 80 100 120 140 160 180 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124986.D

Acqg On 7 Aug 2021 21:42
Operator : JU/CG

Sample : M3297-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 unknownll.739 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.739 9.07 ng 22933  Phenanthrene-die 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 8-Azabicyclo[3.2.1]octan-3-0l, 8... 141 C8H15NO 000135-97-7 38
2 8-Azabicyclo[3.2.1]octan-3-0l, 8... 141 C8H15NO 000120-29-6 38
3 Tridecanal 198 C13H260 010486-19-8 30
4 Tetradecanal 212 C14H280 000124-25-4 30
5 Cyclododecanol 184 C12H240 001724-39-6 27

Abundance Scan 1641 (11.739 min): BF124986.D\data.ms (-1639) (- m/z 57.00 100.00%
57.0

82.1
5000
—— —
11.50 12.00
Ot m/z 43.10 92.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21995: 8-Azabicyclo[3.2.1]octan-3-ol, 8-methyl-, exo-
82.0
5000 e —
124.0 11.50 12.00
42.0 m/z 41.10 91.42%
O\H‘HH“‘}\\“M“\““\\N\\“\“\\H\’W‘\Hi‘\u\’HH‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22002: 8-Azabicyclo[3.2.1]octan-3-ol, 8-methyl-, endo-
82.0
—— —
11.50 12.00
5000 ITI/Z 82.10 75.79%
124.0
42.0
o‘H_Hmu‘w‘m‘l“‘“U"M‘“u“‘“H‘,wmm‘,wwww
m/z--> 20 40 60 80 100 120 140 160 180 200 220 Jm ﬂw
Abundance #73885: Tridecanal L —
43.0 11.50 12.00
82.0 m/z 55.10 49.20%
5000
110.0
Y
0! A e BN — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50 12.00

8270-BF080421.M Mon Aug 09 15:46:02 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080721\
Data File : BF124986.D

Acqg On 7 Aug 2021 21:42

Operator : JU/CG

Sample : M3297-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
: 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 unknownl2.022 Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
12.022 7.26 ng 18361 Phenanthrene-die 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 43
2 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 43
3 Sulfurous acid, butyl hexadecyl ... 362 C20H4203S 1000309-18-3 43
4 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 38
5 2-Methyltetracosane 352 C25H52 001560-78-7 38

Abundance Scan 1689 (12.022 min): BF124986.D\data.ms (-1686) (1 m/z 57.10 100.00%

57.1
5000
27.1
T \
WL T
o‘uk_WVlvu_‘H,H‘W‘HW‘H‘_H‘_‘H_‘H‘HH‘H‘WH“ m/z 43.10  74.67%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347239: Tetratetracontane
57.0
5000 —— :
12.00
m/z 71.10 61.23%
0 1 Hﬂlemozmo 351.0421.0491.0  618.(
\\\\‘\\\\’f\\\‘\\\\’\\\T‘\\f\‘1\\\‘\\1\‘WT\\“\\\f‘\l\\“r\\T‘\l\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #345481: Dotriacontane, 1-iodo-
57.0
T \
12.00
5000 ITI/Z 85.10 54.39%
7.0
LT D s7026705370 a0
A o e e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #271592: Sulfurous acid, butyl hexadecyl ester — ‘
57.0 12.00
m/z 55.10 38.42%
- wMWWA/VANNmMMfVJwﬂwM
7 225.0
ollizre o .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 12.00

8270-BFO80421.M Mon Aug 09 15:46:03 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124986.D

Acqg On 7 Aug 2021 21:42
Operator : JU/CG

Sample : M3297-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 Decane, 1l-iodo- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.051 9.52 ng 24060  Phenanthrene-die 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 1-iodo- 268 C10H21I 002050-77-3 59
2 Eicosane 282 C20H42 000112-95-8 53
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 53
4 1-TIodoundecane 282 C11H23I 004282-44-4 53
5 Octacosane 394 (C28H58 000630-02-4 53

Abundance Scan 1694 (12.051 min): BF124986.D\data.ms (-1692) (- m/z 57.10 100.00%
57.1

5000 M
211410 12.00 |
oA ““ ML | 1 m/z 43.10  81.52%
mlz--> 50 100 150 200 250 300 350
Abundance #157263: Decane, 1-iodo-
43.0
5000 0 7 !
12.00
m/z 41.10 54.36%
‘ 141.0
O\‘\“‘ “‘\‘\“\\\\“‘\].\8\3\0‘\\\\‘2\6\8\0\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
e
12.00
5000 ITI/Z 71.10 52.76%
0 % \141018302250 282.0 ﬂhwmfjwwﬂukadvmmj
e R e
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl- —— ‘
57.0 12.00
m/z 85.10 46.71%
5000
9.0
oLy “\ H‘\ | |141-0183.0225. 0267.0309.0 3650
i ““““““““‘ e Wi e
m/z--> 50 100 150 200 250 300 350 12.00

8270-BF080421.M Mon Aug 09 15:46:04 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124986.D

Acqg On 7 Aug 2021 21:42
Operator : JU/CG

Sample : M3297-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 unknownl2.216 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.216 10.26 ng 25941  Phenanthrene-die 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexatriacontyl pentafluoropropio... 669 C39H73F502 1000351-89-0 25
2 Tetratriacontyl heptafluorobutyrate 691 C38H69F702 1000351-84-1 25
3 Octatriacontyl trifluoroacetate 647 C40H77F302 1000351-88-7 25
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 22
5 Tetradecanoic acid, 2-hydroxy-, ... 258 C15H3003 056009-40-6 22

Abundance Scan 1722 (12.216 min): BF124986.D\data.ms (-1718) (-~ m/z 57.10 100.00%
57.1

%

5000
3312050
H “H‘ 12.00 12.50
0 H"‘H_‘H_H‘_Hw‘HwH‘WHH,HHM‘HMH‘MHW‘HWH“ m/z 43.10 89.38%
m/z--> 0 50 100150200250300350400450500550600650
Abundance #348587: Hexatriacontyl pentafluoropropionate
57.0
5000 —r —
12.00 12.50
m/z 71.10 57.64%
9.0
oh WSO 2200 306.0377.0 5040 6500
HH" \\\‘\\\TTHH‘T\\\‘\\\\‘\\\\‘\\\\’\\\\‘HH‘HH’HH‘HH‘HH
m/z--> 0 50 100150200250300350400450500550600650
Abundance #349033: Tetratriacontyl heptafluorobutyrate
57.0
—— —
12.00 12.50
5000 ITI/Z 55.10 49,94%
9.0
oh JJ*?“”_zzzo 306.0 390.0 476.0 672
I e e e e e e
m/z--> 0 50 100150200250300350400450500550600650
Abundance #348089: Octatriacontyl trifluoroacetate —— T
57.0 12.00 12.50
m/z 97.10 47.25%
5000

0 %3““2220 306.0 390.0461.0533.0 628.0
\u\‘m\‘m\‘m\‘m\"uWuWu\,\u"\m‘\m,\m‘\m‘m\

m/z--> 0 50 100150200250300350400450500550600650 12.00 12.50

%

8270-BF080421.M Mon Aug 09 15:46:05 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124986.D

Acqg On 7 Aug 2021 21:42
Operator : JU/CG

Sample : M3297-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 2-Bromo dodecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.333 18.72 ng 47324  Phenanthrene-d10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 64
2 Octacosane 394 (C28H58 000630-02-4 64
3 Hentriacontane 437 C31H64 000630-04-6 59
4 Pentacosane 352 C25H52 000629-99-2 59
5 Tetracosane 338 C24H50 000646-31-1 59

Abundance Scan 1742 (12.333 min): BF124986.D\data.ms (-1738) (- m/z 57.10 100.00%
57.1

o M\AW
— ——
‘127 1 12.00 12.50
0"“"w“““‘N““\“M‘J‘” ‘H‘,HH_MWH_m_m m/z 43.10  50.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #132769: 2-Bromo dodecane
57.0
5000 — —
12.00 12.50
m/z 71.10 46.41%
]TL3 0 169.0
O\\“\\“ “‘\‘h\]\‘\\\\‘\‘\\\’\\?4(‘8\0\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
— ——
12.00 12.50
5000 ITI/Z 41.10 38.63%
1
o ‘\‘ | 31“\‘1‘6‘90 225.0 281.0 337.0 394.0 M\A/W
H“““ e mEEE e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane “ —
57.0 12.00 12.50
m/z 85.10 34.96%
h M
o (70 1690 2250 3000 365.0 436
H“““,H“‘H“,H“‘H“‘H“‘H“‘H“, — ——
m/z--> 50 100 150 200 250 300 350 400 12.00 12.50

8270-BF080421.M Mon Aug 09 15:46:06 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124986.D

Acqg On 7 Aug 2021 21:42
Operator : JU/CG

Sample : M3297-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 Cetene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.398 50.04 ng 126533  Phenanthrene-die 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cetene 224 C16H32 000629-73-2 94
2 1-Hexadecanol 242 C16H340 036653-82-4 91
3 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 n-Heptadecanol-1 256 C17H360 001454-85-9 91

Abundance Scan 1753 (12.398 min): BF124986.D\data.ms (-1750) (- m/z 55.10 100.00%

55.1 83.1
5000
111.1
— —r
| ‘ | | 4011601 942 12.00 12.50
Ot I L L 20 S m/z 43.1@  85.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104591: Cetene
41.0
83.0
5000 — e
12.00 12.50
111.0 m/z 83.10 84.41%
0120‘ ‘ d H‘Jh L [139.0 168.0196.0224.0
\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100120140160 180200220240
Abundance #126376: 1-Hexadecano
55.0 83.0
— —r
12.00 12.50
m/z 41.10 84.14%
5000 111.0 /
L L oz WJNW
———— _H“H‘_H‘_‘H_‘H_‘H_‘H_‘H_‘H_‘H_
m/z--> 20 40 60 80 100120140160 180200220240
Abundance #257310: Bromoacetic acid, pentadecyl ester P ——
43.0 12.00 12.50
83.0
m/z 57.10 69.33%
5000
111.0
1410 1820
m/z--> 20 40 60 80 100120140160 180200220240 12.00 12.50

8270-BF080421.M Mon Aug 09 15:46:06 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124986.D

Acqg On 7 Aug 2021 21:42
Operator : JU/CG

Sample : M3297-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 unknownl12.539 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

12.539 8.80 ng 22263  Phenanthrene-die 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Ethyl-6-tridecanone 226 C15H300 1000374-10-9 35
2 Hexadecane, 2,6,10-trimethyl- 268 C19H40 055000-52-7 22
3 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 22
4 3-Ethyl-2,6,10-trimethylundecane 226 C1l6H34 1000432-25-9 22
5 Docosyl octyl ether 438 C30H620 1000406-38-9 14

Abundance Scan 1777 (12.539 min): BF124986.D\data.ms (-1775) (- m/z 57.10 100.00%
57.1

%

m/z--> 20 40 60 80 100120140160 180 200 220 240 260

Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-
57.0 12.50

m/z 99.05 41.83%

5000 99.0
128.0
L L] s
O ‘HMM‘wM‘Hm_mwwwwwwww m/z 71.18  69.30%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #107162: 7-Ethyl-6-tridecanone
71.0
99.0
5000 e :
43.0 155.0 12.50
127.0 m/z 55.10 52.97%
0 | | | 184.0 2260
‘H\\‘\H\‘\\H‘HH‘H\\‘\H\‘\\H‘H\\‘\H\‘\H\‘\\H‘H\\‘\H\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #158619: Hexadecane, 2,6,10-trimethyl-
57.0
T \
12.50
5000 m/z 43.10 51.75%
8501120 183.0
H I J | M , 1550 L 225.0253.0
(USSR [0 MR U S S o S N Lo S
T \

5000

113.0
183.0
\‘ L141.0 | 225.0253.0

m/z--> 20 40 60 80 100120140160 180 200 220 240 260 12.50

290 ‘
H Iy

(o]
a1
o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124986.D

Acqg On 7 Aug 2021 21:42
Operator : JU/CG

Sample : M3297-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 unknownl12.580 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.580 12.37 ng 31290  Phenanthrene-die 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 49
2 Tridecane, 3-methyl- 198 C14H30 006418-41-3 43
3 Decane, 4-ethyl- 170 C12H26 001636-44-8 43
4 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 38
5 Sulfurous acid, decyl 2-propyl e... 264 C13H2803S 1000309-12-1 38

Abundance Scan 1784 (12.580 min): BF124986.D\data.ms (-1782) (1 m/z 43.10 100.00%

43.1
71.1
5000
1111
‘ 140.1 169.1 12'50 ‘
0 m,w“m!u h‘u‘}“u‘“_‘:‘m”“‘1‘m‘u‘H““‘H‘wawm m/z 57.10  85.58%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #132769: 2-Bromo dodecane
57.0
5000 —— :
85.0 12.50
m/z 71.10 60.48%
29.0 ‘ 113.0 169.0
O H\’\‘\‘H“}H‘!“\‘\‘M\‘h‘\\1“\\1‘\‘\‘%“\4\.‘0\.9\‘\\\\‘\\\\‘\\\\‘\\\%4\\8\9
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74014: Tridecane, 3-methyl-
57.0
RN \
12.50
5000 ITI/Z 85.10 50.33%
29.0
85.0 169.0
ol L 301400 1970 1980
i s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45483: Decane, 4-ethyl- T
43.0 12.50
m/z 41.10 48.83%
h I MW
140.0
T . L N L N .
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080721\
Data File : BF124986.D

Acqg On 7 Aug 2021 21:42

Operator Ju/caG

Sample : M3297-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
: 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 Tetradecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.680 40.30 ng 101354 Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 70
2 Octadecanoic acid 284 C18H3602 000057-11-4 68
3 Pentadecanoic acid 242 C15H3002 001002-84-2 50
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 46
5 Tridecanoic acid 214 C13H2602 000638-53-9 43

Abundance Scan 1801 (12.680 min): BF124986.D\data.ms (-1798) (-] 43.10 100.00%

43.1
73.0
5000

129.0
1851 5419 —— ——
‘ ‘ 284. 12.50 13.00
0L—— W,‘ “muN‘ﬂ‘M‘d‘h \“‘M“p“ J‘ m/z 41.10 84.64%
m/z--> 50 100 150 200 250
Abundance #109279: Tetradecanoic acid
73.0
43.0
5000 129.0 T —
185.0 12.50 13.00
z 57.10 82.78%
0

228.0 m/
‘ “M ———
m/z--> 0 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0

43.0
—— —
12.50 13.00
5000 129.0 m/z 55.10 70.05%
‘ 1850 940 284l
ol AR A Ly
miz--> 100 150 200 250
Abundance #126203: Pentadecanoic acid —— —
43.0 73.0 12.50 13.00
m/z 73.00 67.20%
5000 129.0
199.0 2420
oL 163p — - —
miz--> 50 100 150 200 250 12.50 13.00

8270-BFO80421.M Mon Aug 09 15:46:08 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124986.D

Acqg On 7 Aug 2021 21:42
Operator : JU/CG

Sample : M3297-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 Undecane, 5-ethyl-5-propyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.816 8.22 ng 20665 Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5-ethyl-5-propyl- 226 C16H34 002755-07-9 52
2 Octadecane 254 C18H38 000593-45-3 49
3 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 49
4 Octacosane 394 (C28H58 000630-02-4 47
5 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 47
Abundance Scan 1824 (12.816 min): BF124986.D\data.ms (-1822) (. m/z 57.10 100.00%
57.1
85.1
5000
— —
H 1281 1831 12.50 13.00
bbb A I L LU mjz 43.10 93.14%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107242: Undecane, 5-ethyl-5-propyl-
57.0
5000 — ——
12.50 13.00
141.0 m/z 85.10 60.66%
99.0 169.0
O’\H\‘f‘f‘\\‘\“\‘\h}\“}‘\\\”“HH‘HH‘HH‘H‘H“\]\-\g\p‘\\o\\‘HH‘HH’HH’\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #141056: Octadecane
57.0
— —
12.50 13.00
5000 m/z 71.10 59.97%
99.0
,HH"H_HW‘HWHH_‘H_HWH‘WHH_H‘_HWHH,HH“H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176396: Nonadecane, 9-methyl- — ——
57.0 12.50 13.00
m/z 41.10 44.81%
5000
99.0 140.0,44
oo bbbl L e o
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\BF@80721\
Data File : BF124986.D

Acqg On 7 Aug 2021 21:42
Operator : JU/CG

Sample : M3297-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 Dotriacontyl isobutyl ether Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.169 23.08 ng 58045 Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dotriacontyl isobutyl ether 523 C36H740 1010406-33-6 64
2 Isobutyl tetratriacontyl ether 551 C38H780 1000406-33-7 64
3 Eicosyl heptyl ether 396 C27H560 1000406-39-6 64
4 Docosyl heptyl ether 424 C29H600 1000406-39-7 64
5 Heptyl hexadecyl ether 340 C23H480 1000406-39-4 64
Abundance Scan 1884 (13.168 min): BF124986.D\data.ms (-1882) (- m/z 57.10 100.00%
57.1
5000
—— —
Hl‘ 71 13.00 13.50
0 ‘m“HM‘LMwwuuuu“‘_"w“w“‘w“w“‘w“w m/z 43.10 57.97%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #341128: Dotriacontyl isobutyl ether
57.0
5000 —r —
13.00 13.50
m/z 41.10 39.29%
111.0
oL | 1 i)y 169.0225.0278.0  364.0420.0 479.0
\\\‘\ \‘\\\\‘\\\\\\\\‘\\\\\\\\\\\\‘\\\\‘\\f\‘\\
m/z--> 100 150 200 250 300 350 400 450 500
Abundance #343819: Isobutyl tetratriacontyl ether
57.0
—— —
13.00 13.50
5000 m/z 55.10 38.78%
111.0
Ll 18902250 2050 449,0 507
“w AL b RS ST T T
m/z--> 100 150 200 250 300 350 400 450 500
Abundance #299853: Eicosyl heptyl ether —— —
57.0 13.00 13.50
m/z 75.10  36.41%
5000
obid 1” ” ‘ " 169.0225.0280.0
A e e P o
m/z--> 50 100 150 200 250 300 350 400 450 500 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124986.D

Acqg On 7 Aug 2021 21:42
Operator : JU/CG

Sample : M3297-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 16 Pentacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.298 27.69 ng 69624 Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 80
2 Hexacosane 366 C26H54 000630-01-3 72
3 Heneicosane 296 C21H44 000629-94-7 72
4 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 64
5 Hexatriacontane 507 C36H74 000630-06-8 64

Abundance Scan 1906 (13.298 min): BF124986.D\data.ms (-1903) (- m/z 57.10 100.00%

57.1
5000
—— —
‘ M ‘ 141.1 72 13.00 13.50
b d L L 2002wz 43.10 64.80%
miz--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane
57.0
5000 — ——
13.00 13.50
9.0 m/z 71.10 59.89%
\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
—— —
13.00 13.50
5000 m/z 85.10 47.25%
ol ‘L‘ ”h‘ i M | 14}91830225026703090 367.(
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane T ——
57.0 13.00 13.50
m/z 41.10 38.77%
5000
41.0
osd L L] w |¥i0wm0ms0 20
m/z--> 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\BF@80721\
Data File : BF124986.D

Acqg On 7 Aug 2021 21:42
Operator : JU/CG

Sample : M3297-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 17 unknownl14.751 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.751 67.37 ng 89480 Perylene-di2 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanamide 255 C16H33NO 000629-54-9 38
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 38
3 3-Heptanone, 6-methyl- 128 C8H160 000624-42-0 30
4 4-Octanone 128 C8H160 000589-63-9 25
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 22
Abundance Scan 2153 (14.751 min): BF124986.D\data.ms (-2149) (.  m/z 59.10 100.00%
59.1
5000
99.1 /\
—— e
‘ 154.1 2171 14.50 15.00
y— “‘ Ay ‘\‘h R M m/z 43.10 73.81%
miz-> 50 100 150 200 250
Abundance #142059: Hexadecanamide
59.0
5000 —r ——
14.50 15.00
m/z 57.10 69.59%
O 2%.0‘\“ H‘ M \‘ ‘llﬁ.'o‘ 1700 21\2'0 25\5-0
T 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 #174775: 9-Octadecenamide, (Z)-
59.0
—— —
14.50 15.00
5000 m/z 72.10 62.89%
29.0
98.0
oL~ L“ U ‘\HH HM‘\;MM‘ ‘HNM \;\\}‘%‘%9 P ‘18‘4‘0‘ . ‘2‘38"0‘ . Z‘S}F
miz--> 50 100 150 200 250
Abundance #14373: 3-Heptanone, 6-methyl- WMM ‘ N‘V\M‘“ i
43.0 14.50 15.00
m/z 55.10 58.64%
5000 99.0
m/z--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124986.D

Acqg On 7 Aug 2021 21:42
Operator : JU/CG

Sample : M3297-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 18 unknownl6.145 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.145 17.55 ng 23317 Perylene-di2 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Hydroxy-2,5,8-quinoline trione 191 C9H5NO4 015544-54-4 43
2 [2-(1-butenyl)-2,2-dimethylcyclo... 163 C11H17N 1000111-15-4 18
3 2-Propenamide, N-(4-methoxyphenyl)- 177 C1@H11NO2 007766-37-2 10
4 Thiazole, 2-amino-4-(p-aminophen... 191 C9HIN3S 003673-53-8 9
5 Pyrido[3,4-d]pyrimidine-2,4(1H,3... 191 C9HON302 022389-87-3 9
Abundance Scan 2390 (16.145 min): BF124986.D\data.ms (-2387) (-  m/z 191.10 100.00%
191.1
107.1
5000 81.0 135.0
55.1 163.0 A
— —
‘ ‘ ‘ 16.00 16.50
oHH_Hw“”lw‘”_” m/z 107.1@  59.84%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #66067: 7-Hydroxy-2,5,8-quinoline trione
191.0
5000 1350 16.00 16.50
52.0 107.0 163.0 . :
79.0 m/z 123.05 56.19%
OHH‘HH“‘W\ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38776: [2-(1-butenyl)-2,2-dimethylcyclopropyl]acetonitril
1238.0
81.0
—— ——
41.0 163.0 16.00 16.50
5000 m/z 81.05 49,24%
o P A F D —
miz--> 20 40 60 80 100 120 140 160 180
Abundance #51668: 2-Propenamide, N-(4-methoxyphenyl)- —— —
128.0 177.0 16.00 16.50
m/z 135.00 46.30%
5000 550
27.0 83.0
S OSPL 0  ™Y.J0
m/z--> 20 40 60 80 100 120 140 160 180 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124986.D

Acqg On 7 Aug 2021 21:42
Operator : JU/CG

Sample : M3297-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 19 Sulfurous acid, decyl 2-eth... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
‘16.468 20.01ng 26584  perylene-diz 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, decyl 2-ethylhex... 334 Cl8H38035  100309-19-3 50

2 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 50
3 Hentriacontane 437 C31H64 000630-04-6 50
4 Tetratetracontane 619 C44H99 007098-22-8 40

5 Tetratriacontyl heptafluorobutyrate 691

C38H69F702

1000351-84-1 38

Abundance Scan 2445 (16.468 min): BF124986.D\data.ms (-2441) (-, m/z 57.10 100.00%

57.1
5000
113.1
P
L
ob—t e m/z 71.10 74.50%
mlz--> 50 100 150 200 250 300 350 400
Abundance #241464: Sulfurous acid, decyl 2-ethylhexyl ester
57.0
5000 L
16.50
m/z 69.10 61.64%
‘ 113.0
O\“\\"“‘\“\“‘\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #224373: Sulfurous acid, 2-ethylhexyl nonyl ester
57.0
P
16.50
5000 ITI/Z 43.10 55.65%
‘ 113.0
o“‘ “M“w‘“‘m"HH_m_m_m_m_m
miz--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane —
57.0 16.50
m/z 85.10 34.94%
5000
0 ‘\.\‘11690 225.0  309.0 365.0 436.
4 “““"‘““““““““““““““‘ P
m/z--> 50 100 150 200 250 300 350 400 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124986.D

Acqg On 7 Aug 2021 21:42
Operator : JU/CG

Sample : M3297-01

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 20 unknownl7.821 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.821 9.39 ng 12477 Perylene-di2 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decyl isobutyl carbonate 258 C15H3003 959226-07-4 38
2 7-Octyloxepan-2-one 226 C14H2602 003041-18-7 32
3 Decane, 1-fluoro- 160 C1lOH21F 000334-56-5 27
4 Pentanoic acid, decyl ester 242 C15H3002 005454-12-6 25
5 Silane, trichlorodocosyl- 442 C22HA5C13Si 007325-84-0 25
Abundance Scan 2675 (17 821 min): BF124986.D\data.ms (-2672) (1 m/z 57.10 100.00%
.1 851
5000 1311411
— ——
‘ Ll 17.50 18.00
om,w,m,‘m‘mu‘_“H_m_wawww m/z 85.10  88.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #145874: Decyl isobutyl carbonate
57.0
5000 — e
17.50 18.00
6.0 85.0 m/z 43.00 83.73%
L] ] D 100
O\\\’\H\\"M\\"‘\“\\\‘!\\\‘\\‘1\“\\\\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #106882: 7-Octyloxepan-2-one
55.0 85.0
— ——
17.50 18.00
m/z 113.05 51.19%
5000 113.0
29.0
|l I 137.0 164.0  208.0
0“W‘WH,1H e Al e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36060: Decane, 1-fluoro- i T
43.0 17.50 18.00
m/z 141.05 47.49%
5000 69.0
97.0
MR N 1 P - S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124986.D

Acqg On : 7 Aug 2021 21:42
Operator : JU/CG

Sample : M3297-01

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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|
Tetradecane 10.763 11.7 ng 29579 4 11.351 50570 20.0
unknown11.463 11.463 11.0 ng 27723 4 11.351 50570 20.0
Hentriacontane 11.621 7.7 ng 19491 4 11.351 50570 20.0
unknownl11.698 11.698 9.3 ng 23583 4 11.351 50570 20.0
unknown11.739 11.739 9.1 ng 22933 4 11.351 50570 20.0
unknownl12.022 12.022 7.3 ng 18361 4 11.351 50570 20.0
Decane, 1-iodo- 12.051 9.5 ng 24060 4 11.351 50570 20.0
unknown12.216 12.216 10.3 ng 25941 4 11.351 50570 20.0
2-Bromo dodecane 12.333 18.7 ng 47324 4 11.351 50570 20.0
Cetene 12.398 50.0 ng 126533 4 11.351 50570 20.0
unknownl12.539 12.539 8.8 ng 22263 4 11.351 50570 20.0
unknownl12.580 12.580 12.4 ng 31290 4 11.351 50570 20.0
Tetradecanoic acid 12.680 40.3 ng 101354 5 13.998 50295 20.0
Undecane, 5-eth... 12.816 8.2 ng 20665 5 13.998 50295 20.0
Dotriacontyl is... 13.169 23.1 ng 58045 5 13.998 50295 20.0
Pentacosane 13.298 27.7 ng 69624 5 13.998 50295 20.0
unknown14.751 14.751 67.4 ng 89480 6 15.463 26565 20.0
unknownl16.145 16.145 17.6 ng 23317 6 15.463 26565 20.0
Sulfurous acid,... 16.468 20.0 ng 26584 6 15.463 26565 20.0
unknown17.821 17.821 9.4 ng 12477 6 15.463 26565 20.0
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