LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122118.D

Acqg On : 26 Oct 2020 16:37
Operator : JU/CG

Sample : L4436-09

Misc :

ALS vial : 4 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: BF122118.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.340 549 553 580 rBV 2065334 2268410 31.83% 4.300%
2 6.369 724 728 753 rBV 2039904 2326564 32.65% 4.410%
3 6.710 783 786 797 rVB 655726 625538 8.78% 1.186%
4 7.281 879 883 896 rBV 1565286 1617991 22.71% 3.067%
5 7.998 1001 1005 1020 rVB 904130 839043 11.77%  1.591%

6 8.810 1140 1143 1155 rBV 38271 72756 1.02%
7 9.069 1183 1187 1190 rBV 2704220 2469088 34.65%
8 9.469 1251 1255 1260 rBV 338437 287943 4.04%
9 9.745 1298 1302 1310 rBV 1193843 966324 13.56%
10 10.498 1412 1430 1431 rBV3 87722 291166  4.09%

oORroMO
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o
R

11 10.539 1431 1437 1441 rBV 1507587 1455545 20.43%
12 11.233 1551 1555 1562 rBV 1143319 987174 13.85%
13 11.774 1635 1647 1649 rBV2 1074823 1993504 27.98%
14 11.792 1649 1650 1659 rVB 500824 370865 5.20%
15 12.021 1686 1689 1694 rVV2 62215 79334  1.11%
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N
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B

16 12.074 1694 1698 1706 rVB3 65213 109842 1.54%
17 12.451 1758 1762 1769 rBV 84933 150228 2.11%
18 12.551 1772 1779 1791 rVV 948030 1631959 22.90%
19 12.757 1798 1814 1820 rVV 2182849 6277899 88.10% 11.
20 12.816 1820 1824 1827 rVB 2656267 2399356 33.67%
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[
O
I
R

21 13.333 1904 1912 1914 rBv4 70917 182396 2.56% ©.346%
22 13.374 1914 1919 1936 rVB2 237071 560790  7.87%
23 13.645 1952 1965 1973 rBV 2654906 7125822 100.00% 13.508%
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[
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w
B

24 13.715 1973 1977 1987 rVB2 258555 446779 6.27% 0.847%
25 13.845 1995 1999 2001 rBV 91735 87937 1.23% 0.167%
26 13.874 2001 2004 2008 rVV 861295 766831 10.76%  1.454%
27 14.045 2026 2033 2039 rVV 138089 309599 4.34% 0.587%
28 14.110 2040 2044 2056 rVB 88496 150715 2.12% ©.286%

29 14.280 2064 2073 2078 rBV 3204119 5749656 80.69% 10.899%
30 14.327 2078 2081 2084 rVB 105193 123605 1.73%

©
N
w
I
3R

31 14.486 2105 2108 2111 rBV 165381 147143 2.06%
32 14.633 2121 2133 2147 rVB3 539931 1507584 21.16%
33 14.821 2157 2165 2176 rBV 1862072 3739289 52.48%
34 14.939 2181 2185 2191 rVB 151416 188910 2.65%
35 15.180 2222 2226 2231 rVB2 56367 102082 1.43%
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B

36 15.251 2234 2238 2241 rW2 54347 72099 1.01% 0.137%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122118.D

Acqg On : 26 Oct 2020 16:37
Operator : JU/CG

Sample : L4436-09

Misc :

ALS vial : 4 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.304 2241 2247 2254 rVWV2 538175 764659 10.73%  1.450%
38 15.415 2258 2266 2274 rVB 680386 1368464 19.20%  2.594%
39 15.698 2308 2314 2319 rBV 106938 184614 2.59% ©.350%
40 15.815 2324 2334 2337 rBV5 165565 441784 6.20% ©.837%
41 16.104 2375 2383 2390 rBV 175591 453606 6.37% 0.860%
42 16.162 2390 2393 2403 rVB3 59359 109553 1.54% 0.208%
43 16.651 2470 2476 2481 rBV3 50713 108648 1.52% 0.206%
44 16.821 2498 2505 2510 rBV6 46468 130431 1.83% 0.247%
45 16.886 2510 2516 2527 rVB2 73598 222854  3.13% 0.422%

46 18.033 2702 2711 2722 rBV3 148953 485650 6.82% 0.921%

Sum of corrected areas: 52752029

8270-BF101220.M Tue Oct 27 17:10:10 2020 Pag 2



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 4

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\

BF122118.D
: 26 Oct 2020 16:37
Ju/CG
L4436-09
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

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0
Time-->
Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF122118.D\data.ms

5.340 6.369

7.281

6.710

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: BF122118.D\data.ms

9.069 12.816

12.7%7

10.539

9.745 11.233

7.998

9.469

A 10.

122074 124

0
Time-->
Abundance

3000000

2500000

2000000

1500000

1000000

500000

T — =
9.50 10.00 10.50 11.00 11.50

TIC: BF122118.D\data.ms

— — —
12.00 12.50 13.00

13.645

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122118.D

Acqg On : 26 Oct 2020 16:37
Operator : JU/CG

Sample : L4436-09

Misc :

ALS vial : 4 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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.551 33.06 ng 1631960 Phenanthrene-d10 11.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1779 (12.551 min): BF122118.D\data.ms (-1772) (-} m/z 43.10 100.00%

43.1
5000 129.1
185.1 241.2 T 1
H‘ ‘ ‘ 284.3 12.50
ol M, ! “‘M“MMH‘uw‘uw‘u_m_” m/z 73.00  90.58%
mlz--> 5 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
5000 129.0 T T
12.50
1850 5410 2840 m/z 60.00 81.33%
O\\ ‘“‘“h\“\“\“‘\\‘\\“‘\\‘\\“\\\‘\‘\\\\‘\\\
m/z--> 5 100 150 200 250 300 350
Abundance #95854: Pentadecanoic acid
43.0
T
12.50
5000 m/Z 57.10 79.68%
129.0 242.0
‘ ‘ 199.0
o“““‘\\‘\ HM‘“HHL\ ‘ \H\‘\“ H‘\“H“HH“H
miz--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es = ‘
43.0 12.50
m/z 55.05 73.08%
5000 284.0
3.0 129 0
1850 2410
0 NM w‘h\‘ Jv‘w e 1 B PRI E— 1 —
m/z--> 50 100 150 200 250 300 350 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122118.D

Acqg On : 26 Oct 2020 16:37
Operator : JU/CG

Sample : L4436-09

Misc :

ALS vial : 4 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 Octacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.757 163.74 ng 6277900 Chrysene-d12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 1814 (12.757 min): BF122118.D\data.ms (-1798) (-, m/z 57.10 100.00%

57.1
5000

‘ | | \ }41218322252 281.3 1250 13.00
oLk A L4 27183.2225.2 281332333653 1/, 71.10  65.97%

m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0

5000 N
12 50 13 00

m/z 43.10 62.03%

ol bl H | 141 0183.0225.0 281.0 337.0 394.
\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane

57.0

12 50 13 00
5000 m/z 85.10 49,58%
‘ 9.0
41.0
o591 1 0s0zs0 260
miz--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane ' —
57.0 12.50 13.00

m/z 55.10  23.31%

5000 JL
1 H ‘\%91‘830225026703090 365.0

0 b i H‘H‘wmu_m_m_m_m‘
miz--> 50 100 150 200 250 300 350 1250 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122118.D

Acqg On : 26 Oct 2020 16:37
Operator : JU/CG

Sample : L4436-09

Misc :

ALS vial : 4 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 Sulfurous acid, butyl tride... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.333 4.76 ng 182396 Chrysene-d12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 87
2 Heptacosane 380 C27H56 000593-49-7 87
3 Hentriacontane 437 C31He4 000630-04-6 87
4 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 87
5 Tetratetracontane 619 C44H90 007098-22-8 87

Abundance Scan 1912 (13.333 min): BF122118.D\data.ms (-1904) (- m/z 57.05 100.00%
57.0

= —
‘]”1 1071 2571 13.00 13.50
0 Hmphh”‘ g A m/z 43.10 72.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #161090: Sulfurous acid, butyl tridecyl ester
57.0
5000 = —
13.00 13.50
m/z 71.05 58.73%
13.0
O \\\\‘\H‘l‘\‘\’\”\‘\‘\‘\1\8\?1(’)\2\3\5\‘0\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57.0
- =
13.00 13.50
5000 ITI/Z 85.05 41.26%
o L L1 3090 2250 2810 3800
el L I R
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane — —
57.0 13.00 13.50
m/z 56.05 33.00%
5000
oLt |0 1690 2250 300.0 3650 4364
H“““,H‘“H“,H“‘H“‘H“‘H“‘H“, == ==
m/z--> 50 100 150 200 250 300 350 400 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122118.D

Acqg On : 26 Oct 2020 16:37
Operator : JU/CG

Sample : L4436-09

Misc :

ALS vial : 4 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 Cyclododecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.374 14.63 ng 560790 Chrysene-d12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclododecane 168 C12H24 000294-62-2 89
2 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 50
3 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 50
4 Pentafluoropropionic acid, dodec... 332 C15H25F502 006222-04-4 50
5 Trifluoroacetic acid,n-tridecyl ... 296 C15H27F302 053800-02-5 50

Abundance Scan 1919 (13.374 min): BF122118.D\data.ms (-1914) (- m/z 57.10 100.00%

ph-1 257.3
5000
11.1
168.2 — —
213.2 13.00 13.50
0 ““‘ m/z 43.10 91.27%
m/z--> 50 100 150 200 250 300 350
Abundance #36738: Cyclododecane
55.0
5000 = =
0 13.00 13.50
m/z 257.25 85.69%
NG
O\\\ \\\ ‘ "\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> O 100 150 200 250 300 350
Abundance  #190374: Pentafluoropropionic acid, tetradecyl ester
57.0
— e
13.00 13.50
5000 11.0 m/z 55.10 68.77%
196.0
st |LLLLL540%%0200 sang
m/z--> 50 100 150 200 250 300 350
Abundance  #215485: Heptafluorobutyric acid, n-tetradecyl ester . T
57.0 13.00 13.50
m/z 69.10 57.57%
5000 11.0
1690
NN DO T R =TI
m/z--> 50 100 150 200 250 300 350 13.00 13.50

8270-BF101220.M Tue Oct 27 17:10:17 2020 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122118.D

Acqg On : 26 Oct 2020 16:37
Operator : JU/CG

Sample : L4436-09

Misc :

ALS vial : 4 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 Tetratetracontane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.645 185.85 ng 7125820 Chrysene-d12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 (C28H58 000630-02-4 91

Abundance Scan 1965 (13.645 min): BF122118.D\data.ms (-1952) (- m/z 57.10 100.00%
57.1

5000
1350 1400
7.1 : -
o‘HH_Hﬁ‘w“1‘9‘7“2“ﬁ?%ﬁﬁﬁlﬁwHw‘_m_wm m/z 71.10  66.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
5000 — —
13.50 14.00
m/z 43.10 61.36%
o /| 1 || }77:9197.0 267.0337.0407.0 491.0562.0
‘\\H‘HH‘\\H‘\H!]WHT[HT\‘TFH}H\\‘\H\‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
57.0
= —
13.50 14.00
5000 ITI/Z 85.10 48.88%
. .“ J 12709197.0067.0 3650
_‘H_‘H_‘H‘HH,HH‘H‘WH‘WH‘WH‘W‘HW‘HW‘H‘_H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #219831: Triacontane — —
57.0 13.50 14.00
m/z 55.05 23.38%
5000

0 \JHﬂlﬁng?‘0267O337o 4220
e e e e T —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122118.D

Acqg On : 26 Oct 2020 16:37
Operator : JU/CG

Sample : L4436-09

Misc :

ALS vial : 4 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 1-Docosene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.716 11.65 ng 446779 Chrysene-d12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 94
3 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 93
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 1-Nonadecene 266 C19H38 018435-45-5 91

Abundance Scan 1977 (13.715 min): BF122118.D\data.ms (-1973) (-] m/z 57.10 100.00%
57.1

97.1
5000
T
39.2 : :
[ — “ ] “H\ L o821 24112810 /7 s5.e5  93.41%
miz--> 50 100 150 200 250 300
Abundance #151538: 1-Docosene
53.0
97.0
5000 T =
13.50 14.00
‘ m/z 43.10  90.43%
Olﬂ'\q‘\“ “\‘H\‘ \‘H‘\‘H“ U‘ \%??‘0‘\1\8\1\0‘ L \398\9\ T
m/z--> 50 100 150 200 250 300
Abundance #197885: Trichloroacetic acid, pentadecyl ester
3.0
83.0 — —
13.50 14.00
5000 ITI/Z 83.10 83.91%
WL
182.0
m/z--> 50 100 150 200 250 300
Abundance #185169: Heptadecy! trifluoroacetate T =
57.0 13.50 14.00
97.0 m/z 69.10 71.86%
5000
o UL 180 sm20 200 90 soa _a L
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122118.D

Acqg On : 26 Oct 2020 16:37
Operator : JU/CG

Sample : L4436-09

Misc :

ALS vial : 4 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 7 Pentacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.045 8.07 ng 309599 Chrysene-d12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Octacosane 394 (C28H58 000630-02-4 91
5 Hentriacontane 437 C31H64 000630-04-6 91

Abundance Scan 2033 (14.045 min): BF122118.D\data.ms (-2026) (- m/z 57.05 100.00%
57.0

-

5000
14.00 |
7.1 !
197.1
o‘Hu“_mﬂ“l‘fw\uu,uHﬁ??"l‘”wHH‘HHw‘_m_wm m/z 43.10  65.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
5000 [

—
14.00
71.16  55.91%

o

57.0

L

—
14.00

5000 85.10 41.40%

7.0
1) ﬁl ||,211.0281.0352.0

L i

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #185535: Heptadecane, 9-octyl- —
57.0 14.00
m/z 55.00  23.30%

m/z
| 1 || £77:0197.0267.0337.0407.0 491.0562.0
‘\\\\‘\\f\‘\\\\‘\\\V]T\\T[\WT\TF\W T ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185533: Pentacosane
m/z

S

5000

7.0 239.0
o LTS, P %3080
e b 3080 e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.00

Z
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122118.D

Acqg On : 26 Oct 2020 16:37
Operator : JU/CG

Sample : L4436-09

Misc :

ALS vial : 4 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 8 Octadecane, 2-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.110 3.93 ng 150715 Chrysene-d12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 72
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 72
3 Tetratetracontane 619 C44H90 007098-22-8 72
4 Tricosane 324 C23H48 000638-67-5 70
5 Hentriacontane 437 C31H64 000630-04-6 68

Abundance Scan 2044 (14.110 min): BF122118.D\data.ms (-2040) (-, m/z 57.05 100.00%

57.0
5000
T \

‘ J P 71 2421 3242 4074 14.00 14.50
Ot e bt e et e e e m/z 71.10 51.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #117646: Octadecane, 2-methyl-

57.0

5000
14 00 14 50

43.10 49.49%

7.0 225.0
O‘\\I‘\‘\J\\\f‘\fl\\l“\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185535: Heptadecane, 9-octyl-
57.0

14 00 14 50
5000 56.00 37.66%
239.0
O \M\‘Lﬂ?vl\&?SO\\\\\\ M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0 14 00 14 50

m/z 85.10 34.57%

5000
27.0
0 J‘H £(:7197.0267.0337.0407.0 491.0562.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14 00 14 50

8270-BF101220.M Tue Oct 27 17:10:20 2020 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122118.D

Acqg On : 26 Oct 2020 16:37
Operator : JU/CG

Sample : L4436-09

Misc :

ALS vial : 4 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 9 2-methyloctacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.280 149.96 ng 5749660 Chrysene-d12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 2073 (14.280 min): BF122118.D\data.ms (-2064) (- m/z 57.10 100.00%

57.1
5000
14 00 14 50
169.2
0 ma‘u h “ J Fiph.425:2 2813 337.4 3934 /7 71.10  67.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57.0
5000
14 OO 14 50
m/z 43.05 %
o LY 1690 2250 2810 3650
\\\\‘\\I\‘\\\\‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
14 OO 14 50
5000 m/z 85.10 50.37%
0 L) “h h\ n‘ ! \69\0‘2250 281.0 337.0 42|2'(
e T e e T
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #141426: Heneicosane — —
57.0 14.00 1450
m/z 55.10 %
- AL
oL L] g M 1L G20 280 260
m/z--> 50 100 150 200 250 300 350 400 14 00 14 50

8270-BF101220.M Tue Oct 27 17:10:20 2020 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122118.D

Acqg On : 26 Oct 2020 16:37
Operator : JU/CG

Sample : L4436-09

Misc :

ALS vial : 4 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 10 1,3-Benzenedicarboxylic aci... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.486 3.84 ng 147143 Chrysene-d12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 58
2 Diisooctyl phthalate 390 C24H3804 000131-20-4 14
3 5-Undecene, 3-methyl-, (E)- 168 C12H24 074630-67-4 14
4 Di-n-octyl phthalate 390 C24H3804 000117-84-0 14
5 Phthalic acid, but-3-yn-2-yl 3,5... 330 C18H12F204 1000315-75-6 14
Abundance Scan 2108 (14.486 min): BF122118.D\data.ms (-2105) (- m/z 70.05 100.00%
70.0
149.0
5000 261.1
==
) Ll
b L 218 L w/z 149.08 61.51%
mlz--> 50 100 150 200 250 300 350
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0
167.0 261.0
5000 T
14.50
m/z 261.15 44.51%
A ‘h‘ I ‘ L1 210 | |s0a0 ze10
\\\\‘\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #207653: Diisooctyl phthalate
149.0
——
14.50
5000 m/z 112.10 42.53%
57.0
279.0
old H | [ 20H0 | | 2020 3330 390
e e e e
miz--> 50 100 150 200 250 300 350
Abundance #36827: 5-Undecene, 3-methyl-, (E)- ey
70.0 14.50
m/z 57.05 39.61%
5000
29.
0 110 1652 —
m/z--> 50 100 150 200 250 300 350 14.50

8270-BF101220.M Tue Oct 27 17:10:21 2020 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122118.D

Acqg On : 26 Oct 2020 16:37
Operator : JU/CG

Sample : L4436-09

Misc :

ALS vial : 4 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 11 2-Ethyl-1-dodecanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.633 39.43 ng 1507580 Perylene-di2 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclododecane 168 C12H24 000294-62-2 90
2 2-Ethyl-1-dodecanol 214 C14H300 019780-33-7 81
3 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 76
4 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 74
5 Oxalic acid, isobutyl heptadecyl... 384 C23H4404 1000309-38-2 74
Abundance Scan 2133 (14.633 min): BF122118.D\data.ms (-2121) (. m/z 57.10 100.00%
57.1
11.1 — A
‘ H ‘ 168.2 ”3 i 14.50 15.00
oA “‘\JM‘W bl 2900 4520, 4310 g4.s5o%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #36737: Cyclododecane
55.0
5000 — A
14.50 15.00
11.0 m/z 71.10 50.63%
[T oo
O\\U“\\‘\‘\ }‘\‘J‘\l‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #72869: 2-Ethyl-1-dodecano
57.0
— -
14.50 15.00
5000 m/z 55.10 50.51%
“11.0
oLl o0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #95991: 1-Decanol, 2-hexyl- T e
57.0 14.50 15.00
m/z 83.05 39.35%
5000
Tl.o
oLl so o LA
m/z--> 50 100 150 200 250 300 350 400 450 14.50 15.00

8270-BF101220.M Tue Oct 27 17:10:22 2020 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122118.D

Acqg On : 26 Oct 2020 16:37
Operator : JU/CG

Sample : L4436-09

Misc :

ALS vial : 4 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 12 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.821 97.80 ng 3739290 Perylene-di2 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexadecane, 5-butyl- 282 C20H42 006912-07-8 91
4 Tetratetracontane 619 C44H99 007098-22-8 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 2165 (14.821 min): BF122118.D\data.ms (-2157) (-] m/z 57.10 100.00%

57.1
5000

9.0

||| || 14121832005 32673 1450 15,00
ol A b Ll 1421832225.3267.33003 3654 71 107 66.69%
mlz--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000
14 50 15 00

m/z 43.10 59.81%

olid “\ “‘\ H | 141-0183.0225.0267.0309.0 365.0
LR ‘ T T T \ ‘ \ T T ‘ LU ‘ T 1T ‘ T T ‘ T \ T ‘
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane

57.0

14 50 15 00
5000 m/z 85.10 48.63%
9.0
otsOLLLLL 00000 2900
m/z--> 50 100 150 200 250 300 350
Abundance #129495: Hexadecane, 5-butyl- = e
43.0 14.50 15.00

m/z 55.05 22.96%

5000 5.0
126.0 2250
L4y, | 1690 [ 2800

ob—A a2 L 0l
miz--> 50 100 150 200 250 300 350 1450 15.00

8270-BF101220.M Tue Oct 27 17:10:22 2020 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122118.D

Acqg On : 26 Oct 2020 16:37

Operator : JU/CG

Sample L4436-09

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
: 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 13 Octadecane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
14.939 4.94 ng 188910 Perylene-di2 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 94
3 Octacosane 394 C28H58 000630-02-4 91
4 Hentriacontane 437 C31He64 000630-04-6 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91

Abundance Scan 2185 (14.939 min): BF122118.D\data.ms (-2181) (-] 57.10 100.00%
57.1
J\\]\¢ |
1500
1551
ol ‘L“ | w“u“‘ Lo gort 2840 m/z 71.10  66.58%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57.0
5000 - M’/\
15.00
m/z 43.10 65.70%
‘\ ‘ | \ ‘14101830 254.0
O\‘\“ ‘\“‘\“‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #105893: Heptadecane, 2-methyl-
43.0
=
15.00
5000 m/z 85.05 46.32%
5.0
211.0
ol AMLIZ000 | 25e0
miz--> 50 100 150 200 250 300 350 ML/\
Abundance #209566: Octacosane "
57.0 15.00
m/z 55.10  23.33%
5000
oLl h‘ H | 141 0183.0225.0 281.0 337.0 394.
e “““‘“““‘“““““““““‘ T
m/z--> 50 100 150 200 250 300 350 15.00

8270-BF101220.M Tue Oct 27 17:10:23 2020

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122118.D

Acqg On : 26 Oct 2020 16:37
Operator : JU/CG

Sample : L4436-09

Misc :

ALS vial : 4 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 14 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.415 35.79 ng 1368460 Perylene-di2 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93
3 Tetratetracontane 619 C44H99 007098-22-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91

Abundance Scan 2266 (15.415 min): BF122118.D\data.ms (-2258) (- m/z 57.10 100.00%
57.1

- MA/LM
P
IR as72 2051 o
o‘HH_Hu_J‘wHH,HH_m_HwHH‘HHw‘_m_wm m/z 71.10  66.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129493: Eicosane
57.0
5000 T T
15.50
282.0 m/z 43.10 58.79%
Imo 70 ‘
O‘\\J\‘\J\\\‘\I\L!‘\‘Lf‘\\‘\’\\\i\‘\‘\\\\\‘\\\\‘\\\\‘\H\‘\\H‘\H\‘\\H‘H\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #117648: Octadecane, 2-methyl-
43.0
e
15.50
5000 ITI/Z 85.10 46.45%
| LFO 225.0
ow""“""""‘,""""“""""‘_ww_www
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane 7
57.0 15.50
m/z 55.05 22.85%
B AWWW/\MA,/\L%Mwa/Jk
o \HH £7:0197.0267.0337.0407.0 491.0562.0
e e e e e e e e T P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.50

8270-BF101220.M Tue Oct 27 17:10:24 2020 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122118.D

Acqg On : 26 Oct 2020 16:37
Operator : JU/CG

Sample : L4436-09

Misc :

ALS vial : 4 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 15 Heptacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

15.698 4.83 ng 184614 Perylene-di2 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 (C28H58 000630-02-4 91
3 Tetratetracontane 619 C44H99 007098-22-8 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2314 (15.698 min): BF122118.D\data.ms (-2308) (- m/z 57.10 100.00%
57.1

3

5000
Ml 197.1265.0 15.50 16.00
ol 29712650t m/z 71.10  61.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane
57.0
5000 = —
15.50 16.00
m/z 43.05 59.28%
. l‘ [L}7]0197.02670 3800
‘\H\HF!W\!TH\\’\\\\‘H\\‘\\\\‘H\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57.0
—— —
15.50 16.00
5000 m/z 85.10 44 .15%

|| 127.0197.0 281.0 394.0

?

(RS PV v e N -l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0 15.50 16.00
m/z 55.05 23.25%
h M
0 H‘H 27-0197.0267.0337.0407.0 491.0562.0
P N e —r— —r—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.50 16.00

8270-BF101220.M Tue Oct 27 17:10:24 2020 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122118.D

Acqg On : 26 Oct 2020 16:37
Operator : JU/CG

Sample : L4436-09

Misc :

ALS vial : 4 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 16 .gamma.-Sitosterol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.815 11.56 ng 441784 Perylene-di2 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 97
3 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 92
4 Kauren-18-ol, acetate, (4.beta.)- 330 C22H3402 072150-74-4 50
5 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H500 1000210-86-9 49

Abundance Scan 2334 (15.815 min): BF122118.D\data.ms (-2324) (- m/z 43.05 100.00%

5000
95.0
1oL 2132 M
303.3 T ]
414.. 15.50 16.00
Ok m/z 57.10 71.11%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43.0
5000 5.0 = —
145.0 414.( 15.50 16.00
\ 2130 3030 m/z 55.00  46.79%
0 \\“\‘ ‘h‘\‘{ ¥
miz--> 0 50 100 150 200 250 300 350 400
Abundance #217433: .beta.-Sitosterol
43.0
P e
15.50 16.00
5000 m/z 41.00  43.66%
0 ‘\“ |“ | ‘H\‘ \
miz--> 0 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)- — —
43.0 15.50 16.00
m/z 71.10 41.40%
5000
368.0
| H& hm 2130 2750 o
Ot RRA “'wuJmm‘mwmm‘m S — —
m/z--> 0 5 100 150 200 250 300 350 400 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122118.D

Acqg On : 26 Oct 2020 16:37
Operator : JU/CG

Sample : L4436-09

Misc :

ALS vial : 4 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 17 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.104 11.86 ng 453606 Perylene-di2 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Octacosane 394 (C28H58 000630-02-4 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2383 (16.104 min): BF122118.D\data.ms (-2375) (- m/z 57.10 100.00%
57.1

-

5000
1600  16.50
7.1 : :
o‘Hw‘mhffupu«f%?fu‘wu‘WH‘WH‘W‘HW‘HW‘H‘_H m/z 71.10  63.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57.0
5000 AU ]
16.00 16.50
m/z 43.05 55.11%
o \‘ ||1#/:0197.0267.0 3670
‘H\\‘\\H‘\\\\‘\\H’\\\\‘HH‘W\\\‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
—— —
16.00 16.50
5000 m/z 85.10 45.43%

j\1JJPF%9;910261033104010 491.0 562.0
T 200267.0337.0407.0 491.0562.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223851: Hentriacontane T T
57.0 16.00 16.50

m/z 55.10  22.50%

- \//\/U\,W

0 J‘JJffﬂ?;9102610 351.0 436.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16.00 16.50

o

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122118.D

Acqg On : 26 Oct 2020 16:37
Operator : JU/CG

Sample : L4436-09

Misc :

ALS vial : 4 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 18 unknownl6.82 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

16.821 3.41 ng 130431 Perylene-di2 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 16-Hexadecanoyl hydrazide 270 C16H34N20 002619-88-7 49
2 Palmitic acid vinyl ester 282 C18H3402 000693-38-9 45
3 Nonadecane 268 C19H40 000629-92-5 38
4 Heptadecane 240 C17H36 000629-78-7 35
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 30

Abundance Scan 2505 (16.821 min): BF122118.D\data.ms (-2498) (- m/z 57.05 100.00%
57.0

97.0 . _—
Wil \H\ ol || [T e,
oL—— “\ | HM u‘ u\ \ I ‘\\ L] : L “ AL m/z 43.05 79.41%
miz--> 50 150 200 250
Abundance #119244.16-Hexadecanoy|hydraﬂde
32.0
5000 T T 7
16.50 17.00
m/z 71.10 60.18%
74.0 239.0
0 \“ ‘\M‘m 109.0 1430 1940 | ~270.0
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 #129350: Palmitic acid vinyl ester
57.0
P e
239.0 16.50 17.00
5000 m/z 55.00 44.42%
210 Ll WMM
0 “Lthkwh\h“ M M %370 LU I
miz--> 50 150 200 250
Abundance #117637:Nonadecane — —
57.0 16.50 17.00
m/z 58.00 42.25%
5000
2710 ‘ 99.0
fo) \}: \“\ ‘M‘ HH\ H\ H‘ v ‘]"4}"0‘ ‘18‘3‘0‘ . . ‘2‘6%9 .
m/z--> 50 100 150 200 250 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122118.D

Acqg On : 26 Oct 2020 16:37
Operator : JU/CG

Sample : L4436-09

Misc :

ALS vial : 4 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 19 Tetracosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.886 5.83 ng 222854 Perylene-di2 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetracosane 338 (C24H50 000646-31-1 90
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Eicosane 282 (C20H42 000112-95-8 90
5 Pentacosane 352 C25H52 000629-99-2 90

Abundance Scan 2516 (16.886 min): BF122118.D\data.ms (-2510) (- m/z 57.10 100.00%

57.1
5000
— —
“ ‘ ‘ 9.1 278.1 355.0 16.50 17.00
ol—rd b L w‘ﬂ‘ e m/z 71.18  60.99%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494: Hexacosane
57.0
5000 — —
16.50 17.00
m/z 43.10 55.39%
\\‘HH | |169.0 225.0 2950 366.0
O\‘\\H‘ ‘\h\“\“\I\“‘1\‘\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane
57.0
— —
16.50 17.00
5000 ITI/Z 85.10 46.03%
1
oL LT 100 250 smo
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane “ —
57.0 16.50 17.00
m/z 55.00 19.73%
- MNJW\/\«WWA
0 AU ‘\ ) ‘11690 225.0  309.0 365.0 436.
H“"""H"“W“‘W““_““H“‘H“‘ — —
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00

8270-BF101220.M Tue Oct 27 17:10:27 2020 Page: 22



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122118.D

Acqg On : 26 Oct 2020 16:37
Operator : JU/CG

Sample : L4436-09

Misc :

ALS vial : 4 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 20 2-Nonadecanone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.033 12.70 ng 485650 Perylene-di2 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Nonadecanone 282 C19H380 000629-66-3 60
2 Octadecane 254 C18H38 000593-45-3 55
3 Stearic acid hydrazide 298 C18H38N20 004130-54-5 43
4 Hexadecanal, 2-methyl- 254 C17H340 055019-46-0 42
5 Eicosane 282 C20H42 000112-95-8 35

Abundance Scan 2711 (18.033 min): BF122118.D\data.ms (-2702) (- m/z 57.10 100.00%

57.1
5000 239.2
7.0
83.3 iS‘Od \
137.1 194.1 ‘ :
— i o 39 43010 98.06%
m/z--> 0 50 100 150 200 250 300 350
Abundance #129460: 2-Nonadecanone
58.0
5000 — :
18.00
‘ m/z 71.10 96.95%
o AL LT somoas002220 220
m/z--> 0 50 100 150 200 250 300 350
Abundance #105886: Octadecane
57.0
1 \
18.00
5000 ITI/Z 58.05 58.79%
Ll fl Y0180 2540
oL d b b “ mw‘_”Wm_m_
miz--> 0 50 100 150 200 250 300 350
Abundance #143051.: Stearic acid hydrazide
32.0 18.00
m/z 55.05 51.44%
5000
‘740
o‘H«,M\ww%q,\1‘8‘4\9”‘\,2‘639\_“_ .
m/z--> 0 100 150 200 250 300 350 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102620\
Data File : BF122118.D

Acqg On : 26 Oct 2020 16:37
Operator : JU/CG

Sample : L4436-09

Misc :

ALS vial : 4 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|
Octadecanoic acid 12.551 33.1 ng 1631960 4 11.233 987174 20.0
Octacosane 12.757 163.7 ng 6277900 5 13.874 766831 20.0
Sulfurous acid,... 13.333 4.8 ng 182396 5 13.874 766831 20.0
Cyclododecane 13.374 14.6 ng 560799 5 13.874 766831 20.0
Tetratetracontane 13.645 185.8 ng 7125820 5 13.874 766831 20.0
1-Docosene 13.716 11.7 ng 446779 5 13.874 766831 20.0
Pentacosane 14.045 8.1 ng 309599 5 13.874 766831 20.0
Octadecane, 2-m... 14.110 3.9 ng 150715 5 13.874 766831 20.0
2-methyloctacosane 14.280 150.0 ng 5749660 5 13.874 766831 20.0
1,3-Benzenedica... 14.486 3.8 ng 147143 5 13.874 766831 20.0
2-Ethyl-1-dodec... 14.633 39.4 ng 1507580 6 15.304 764659 20.0
Heneicosane 14.821 97.8 ng 3739290 6 15.304 764659 20.0
Octadecane 14.939 4.9 ng 188910 6 15.304 764659 20.0
Eicosane 15.415 35.8 ng 1368460 6 15.304 764659 20.0
Heptacosane 15.698 4.8 ng 184614 6 15.304 764659 20.0
.gamma.-Sitosterol 15.815 11.6 ng 441784 6 15.304 764659 20.0
Hexacosane 16.104 11.9 ng 453606 6 15.304 764659 20.0
unknown16.82 16.821 3.4 ng 130431 6 15.304 764659 20.0
Tetracosane 16.886 5.8 ng 222854 6 15.304 764659 20.0
2-Nonadecanone 18.033 12.7 ng 485650 6 15.304 764659 20.0
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