LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011821\
Data File : BF123008.D

Acqg On : 19 Jan 2021 2:19
Operator : JU/CG

Sample : M1157-02

Misc :

ALS Vvial : 19 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-BF011621.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123008.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 18 24 30 rVB 1809633 2246616 65.32% 8.599%
2 5.116 509 515 522 rVB 49895 57383 1.67% 0.220%
3 5.51@ 577 582 585 rBV 2615996 2330519 67.76% 8.920%
4 6.504 747 751 757 rVB2 1224699 1474896 42.88% 5.645%
5 6.716 784 787 794 rBV 178356 153685 4.47% 0.588%
6 6.892 813 817 821 rBV 753825 636790 18.51% 2.437%
7 7.457 906 913 916 rBV 1907702 2154358 62.63%  8.246%
8 7.534 921 926 933 rVB2 26488 42002 1.22% ©0.161%
9 8.175 1030 1035 1038 rBV 1032988 992012 28.84% 3.797%
10 8.198 1038 1039 1042 rVB 163509 82960 2.41% 0.318%
11  8.722 1123 1128 1132 rVB2 67441 63254 1.84% 0.242%
12 8.845 1145 1149 1152 rBV 51565 44189 1.28% 0.169%
13 8.886 1152 1156 1159 rVB 42585 36632 1.07% 0.140%
14  9.251 1213 1218 1222 rBV 2539144 2591853 75.35%  9.920%
15 9.369 1234 1238 1241 rVB 303021 264235 7.68% 1.011%

16  9.645 1281 1285 1288 rBV 261452 210876 6.13% 0.807%
17 9.933 1327 1334 1338 rBV 858801 877072 25.50%  3.357%
18 10.722 1462 1468 1471 rBV 3062174 2779913 80.82% 10.640%
19 11.280 1558 1563 1569 rBV7 21501 38531 1.12% 0.147%
20 11.422 1582 1587 1590 rBV 835413 701581 20.40%  2.685%

21 11.951 1670 1677 1681 rBV 608259 613765 17.84%  2.349%
22 12.404 1750 1754 1757 rBV 47898 53237 1.55% 0.204%
23 12.657 1795 1797 1803 rVB3 31082 41099 1.19% 0.157%
24 12.733 1806 1810 1819 rBV 335204 379913 11.05% 1.454%
25 12.886 1834 1836 1838 rBV 84415 66887 1.94% 0.256%
26 13.016 1852 1858 1861 rBV 3530868 3439553 100.00% 13.165%
27 13.227 1890 1894 1895 rBv2 34398 36887 1.07% 0.141%
28 13.245 1895 1897 1901 rVB 72112 58581 1.70% ©.224%
29 13.586 1950 1955 1958 rBV2 67629 76291 2.22%  0.292%
30 13.910 2007 2010 2019 rBV 807893 868889 25.26%  3.326%
31 14.063 2032 2036 2040 rBV 1097997 1023808 29.77%  3.919%
32 14.233 2062 2065 2072 rBV 82742 85271 2.48% 0.326%
33 14.539 2114 2117 2122 rVB2 80985 112336  3.27% 0.430%
34 14.851 2166 2170 2175 rBV 63541 75044  2.18% 0.287%
35 15.192 2225 2228 2232 rBV 54257 65114 1.89% 0.249%
36 15.409 2262 2265 2267 rBV3 24590 34584 1.01% 0.132%

8270-BF011621.M Tue Jan 19 12:50:58 2021 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011821\
Data File : BF123008.D

Acqg On : 19 Jan 2021 2:19
Operator : JU/CG

Sample : M1157-02

Misc :

ALS Vvial : 19 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-BF011621.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.545 2282 2288 2292 rBV 729276 887962 25.82% 3.399%
38 15.586 2292 2295 2302 rVB 70937 121203 3.52% 0.464%
39 16.027 2363 2370 2375 rBvV2 52122 86422 2.51% 0.331%
40 16.086 2375 2380 2387 rVvVv3 68596 134236 3.90% 0.514%
41 16.551 2454 2459 2462 rBV3 28579 47184 1.37% 0.181%
42 17.156 2554 2562 2566 rBV6 16895 39318 1.14% 0.150%
Sum of corrected areas: 26126941
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance
3500000

3000000
2500000
2000000
1500000
1000000

500000

0

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011821\

BF123008.D
: 19 Jan 2021 2:19
Ju/CG
¢ M1157-02
: 19 Sample Multiplier: 1

d : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011621.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L
tion Parameters: LSCINT.P

TIC: BF123008.D\data.ms

5.510

7.457

2.228

6.504

6.892

6.716

5.116 .534

Time-->
Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

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: BF123008.D\data.ms

13.p16

10.722

9.251

8.175

9.933 11.422

11.951

12.733
12.40412.657+2-886| 13

0
Time-->
Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

Time-->

8270-BF011621

11.28
— e e A

10.00 10.50 11.00
TIC: BF123008.D\data.ms

11.50 12.00 12.50 13.00

14.063

14.233 14.539 14,851 15.1925 438|586

140986 16.551 17.156

L - T
14.

0 15.00 15.50 16.00 16.50

T T ‘ T T T T ‘ T
00 14.5 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011821\
Data File : BF123008.D

Acqg On : 19 Jan 2021 2:19
Operator : JU/CG

Sample : M1157-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011621.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.228 70.56 ng 2246620 1,4-Dichlorobenzene-d4 6.892

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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23

Abundance  Scan 24 (2.228 min): BF123008.D\data.ms (-18) (-) m/z 73.05 100.00%

73.0
43.0
5000
87.1 \‘\\\\‘\\\\‘\\\
‘ ‘ 91 2.20 2.40 2.60
0m‘mWm‘w“1‘H‘mw‘]m,“lwm‘mwu,w‘mww m/z 43.05 53.49%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 I L L L B
220 240 2.60
43.0 o
87.0 m/z 55.05 35.02%
\ \‘ 90 If
O \H‘\H\‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘HH‘HH’HH‘\\H‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8392: 3-Pentanol, 2,4-dimethyl-
73.0
T
2.20 2.40 2.60
5000 m/z 87.10 24.98%
55.0
27.0 41lo0
o220 L LI 4L eso uso
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol T
73.0 220 2.40 260
87.0 m/z 41.05 17.72%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
“““,“‘,“ T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011821\
Data File : BF123008.D

Acqg On : 19 Jan 2021 2:19
Operator : JU/CG

Sample : M1157-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011621.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.716 4.83 ng 153685 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 50
2 Propanoic acid, 2-(methoxymethoxy)- 134 C5H1004 081327-29-9 42
3 Ethanol, 2-[2-(2-propenyloxy)eth... 146 C7H1403 015075-50-0 38
4 2-Butanol 74 C4H1e0 000078-92-2 38
5 Ethyl ether 74 C4H100 000P60-29-7 36
Abundance Scan 787 (6.716 min): BF123008.D\data.ms (-784) (-) m/z 45.00 100.00%
45.0
5000
R E e  RARamasEE s
| 72.0 0a1 6.40 6.60 6.80 7.00
0b gl 8902081 s se.ee  24.83%
miz--> 20 40 60 80 100 120 140
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 \\‘\\\\‘\\\\‘/\\\\\’\\\\‘
6.40 6.60 6.80 7.00
2900 72.0 m/z 43.00  13.40%
oo |l il | ‘M 89.01040 1350
\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
miz-> 20 40 60 80 100 120 140
Abundance #15027: Propanoic acid, 2-(methoxymethoxy)-
45.0

6.40 6.60 6.80 7.00

5000 m/z 72.e0  13.19%
89.0
29.0 73.0
0Lt L1050 1330
miz--> 20 40 60 80 100 120 140
Abundance #21970: Ethanol, 2-[2-(2-propenyloxy)ethoxy]- Crp e
45.0 6.40 6.60 6.80 7.00
m/z 73.10 8.21%
5000
29.0
73.0 89,0
ol-240 M N - 7 use
m/z--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011821\
Data File : BF123008.D

Acqg On : 19 Jan 2021 2:19
Operator : JU/CG

Sample : M1157-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011621.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 unknown9.369 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.369 6.03 ng 264235  Acenaphthene-die 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 28
2 Cyclopropanemethanol, .alpha.-me... 128 C8H160 024230-08-8 12
3 Cyclohexane, 1R-acetamido-2,3-ci... 213 C1OH15NO4 1000153-70-8 10
4 1-Acetyl-3-amino-4-cyano-3-pyrro... 151 C7HIN30 002125-74-8 9
5 3-Hexyne-2,5-diol, 2,5-dimethyl- 142 C8H1402 000142-30-3 9
Abundance Scan 1238 (9.369 min): BF123008.D\data.ms (-1234) (-) m/z 43.00 100.00%
3.0
5000
109.1
151.1 TP T T T T T
69.0 1.0 9.00 9.20 9.40 9.60
Ol gt PLO L 2270 | 1692 n/z 1e9.@5  37.47%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #82808: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0
5000 \‘\\\\‘\j\\\\‘\\\\’\\\\‘\
109.0 151.0 9.00 9.20 9.40 9.60
69.0 m/z 41.00 19.98%
1,0
0 ft \“\‘ ‘\m\‘\ \““‘”f\ ‘\“‘\ l \“M \" ‘\ T T [ ’l\‘6\9\.0\‘l\9\0\.\0‘ T
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #12651: Cyclopropanemethanol, .alpha.-methyl-.alpha.-p
43.0
R e REE
9.00 9.20 9.40 9.60
5000 m/z 151.05 18.61%
85.0
ol S L 0
miz--> 40 60 80 100 120 140 160 180 200
Abundance #71751: Cyclohexane, 1R-acetamido-2,3-cis-epoxy-4-tral e
43.0 9.00 9.20 9.40 9.60
m/z 69.05 9.18%
5000
84.0 1120
154.0
ol P80 3310 19D 1960
m/z--> 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011821\
Data File : BF123008.D

Acqg On : 19 Jan 2021 2:19
Operator : JU/CG

Sample : M1157-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011621.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.951 17.50 ng 613765  Phenanthrene-die 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Dodecanoic acid 200 C12H2402 000143-07-7 70

Abundance Scan 1677 (11.951 min): BF123008.D\data.ms (-1670) (-  m/z 43.05 100.00%

43.0
73.0
5000
129.1 :

T
‘ ‘ ‘ 157118522132 5562 12.00
HW‘HWJJM‘”‘Mwﬁhwhwm‘muﬂ_ﬂ‘mu‘_uﬂ_u‘_ud_ m/z 41.05 78.19%

m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0

5000 129.0 ‘
12.00

m/z 60.00 74.23%

o

157.0185.0 213.0 256.0
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
73.
43.0 0
=
12.00
5000 129.0 ITI/Z 73.00 69.64%
171.0
214.0
0150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #95851: Pentadecanoic acid =
43.0 73.0 12.00

m/z 57.05 66.34%

5000 129.0
199.0
b e LT
15.00 W i il HH I \m ul L ‘

O“w‘m‘ﬁ‘w

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011821\
Data File : BF123008.D

Acqg On : 19 Jan 2021 2:19
Operator : JU/CG

Sample : M1157-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011621.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.733 10.83 ng 379913  Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 1810 (12.733 min): BF123008.D\data.ms (-1806) (- m/z 43.10 100.00%
3.1

3

73.0
5000
129.0 i —
‘H‘ HH ‘ ‘ 1852 2412 g4 12.50 13.00
O LMl Ml bt e e e m/z 41,10 73.15%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #131261: Octadecanoic acid
43.0,,73.0
5000 129.0 T T
12.50 13.00
185.0 241.0 284 ( ITI/Z 55.00 66.67%
O‘H\\i”\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107549: n-Hexadecanoic acid
60.0
P e
12.50 13.00
5000 129.0 ITI/Z 57.05 64.92%
1710 213.0 256.0
o_w‘:‘u
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #95854: Pentadecanoic acid —— —
43.0 73.0 12.50 13.00
m/z 59.95 62.87%
5000
1290 242.0
‘ ‘ ‘ 199.0
NN O T G IOUOR LN
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\BF011821\
Data File : BF123008.D

Acqg On : 19 Jan 2021 2:19
Operator : JU/CG

Sample : M1157-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011621.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 3
R.T. EstConc Area Relative to ISTD R.T.

13.910 16.97 ng 868889 Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91

Abundance Scan 2010 (13.910 min): BF123008.D\data.ms (-2007) (-  m/z 43.05 100.00%

83.1
5000
17 e oo
ol A hRUd L] 1682 2242 2803 .. 5705 93.26%
miz--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene
55.0
97.0
5000 T T
14.00
‘ m/z 55.00 87.37%
OL\4\q‘\“ “ \‘“\‘ \‘H‘\‘H“ U‘ \:"“\3?‘0‘\1\8\1\0’ LA B \3?8\\0\ il
m/z--> 50 100 150 200 250 300 350
Abundance #194196: Octadecy! trifluoroacetate
57.0
—
97.0 14.00
5000 ITI/Z 83.10 66.76%
ol LLLLLLL 0 1520 2520 2970 3an
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecyl ester =
43.0 14.00
83.0 m/z 41.05 59.02%
5000
1 s
SENEN R TN T R ==
m/z--> 50 100 150 200 250 300 350 14.00

8270-BF011621.M Tue Jan 19 12:51:02 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011821\
Data File : BF123008.D

Acqg On : 19 Jan 2021 2:19
Operator : JU/CG

Sample : M1157-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011621.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 Hentriacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.539 2.19 ng 112336 Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
3 Eicosane, 9-octyl- 394 (C28H58 013475-77-9 87
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
5 Tetratetracontane 619 C44H90 007098-22-8 87

Abundance Scan 2117 (14.539 min): BF123008.D\data.ms (-2114) (- m/z 57.05 100.00%

57.0
5000
\ \ ‘

T
14.50

0 mehw‘ | "‘ d “1931”2999253‘9”_m_m_m m/z 43.10  73.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 —— |

14.50
m/z 71.05 53.69%

13.0
0 | uh\ \‘h :h J\ h‘ | 6\9 (\) L 2\2\5 0 309.0 365.0 437.
\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘1\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
T \
14.50
5000 m/z 85.10 37.86%
113.0
0 H\ A \‘ ﬂ‘ I 183.0 239.0 296.0
e T R e R e
miz--> 50 100 150 200 250 300 350 400
Abundance #209567: Eicosane, 9-octyl- T ,‘”ﬂy
43.0 14.50
m/z 41.05 31.86%
5000
281.0
oL LLLITT 2550 210, "1 300 a0 .
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011821\
Data File : BF123008.D

Acqg On : 19 Jan 2021 2:19
Operator : JU/CG

Sample : M1157-02

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011621.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 13-Tetradecen-1-o0l acetate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.086 3.02 ng 134236 Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Tetradecen-1-0l acetate 254 C16H3002 056221-91-1 90
2 Hexatriacontyl pentafluoropropio... 669 C39H73F502 1000351-89-0 87
3 Octacosyl heptafluorobutyrate 606 C32H57F702 1000351-83-6 83
4 Heptacosyl pentafluoropropionate 542 C30H55F502 1000351-81-6 83
5 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 83

Abundance Scan 2380 (16.086 min): BF123008.D\data.ms (-2375) (- m/z 57.05 100.00%

57.0
5000
— I
ig 16.00
Ol ‘,w“wm“hu%ﬂ%?%%lmWm_m‘wwwwww m/z 55.00 85.92%
m/z--> 0 50 100150200 250300 350400 450500 550 600 650
Abundance #105686: 13-Tetradecen-1-ol acetate
43.0
5000 —
16.00
m/z 43.00 74.87%
\ ] 254.0
Ofrr ’HH“HHI}‘HH“H\‘1“\\H‘\H\‘\\H‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 50 100150200 250 300 350400 450 500 550 600 650
Abundance #242465: Hexatriacontyl pentafluoropropionate
57.0
5000
ol \Hﬂ [, 222.0292.0362.0432.0504.0 650.(
H‘WH‘W‘H“H‘_H‘_H“ T I T T
m/z--> 0 50 100150200 250 300 350400 450 500 550 600 650
Abundance #241205: Octacosyl heptafluorobutyrate ci
57.0 16.00
m/z 83.05 54.80%
5000
9.0
; % ! I
m/z--> 0 50 100150200 250 300 350400450500 550600650 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011821\
Data File : BF123008.D

Acqg On : 19 Jan 2021 2:19
Operator : JU/CG

Sample : M1157-02

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011621.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|
Butane, 2-metho... 2.228 70.6 ng 2246620 1 6.892 636790 20.0
Ethanol, 2-(2-e... 6.716 4.8 ng 153685 1 6.892 636790 20.0
unknown9.369 9.369 6.0 ng 264235 3 9.933 877072 20.0
n-Hexadecanoic ... 11.951 17.5 ng 613765 4 11.422 701581 20.0
Octadecanoic acid 12.733 10.8 ng 379913 4 11.422 701581 20.0
1-Docosene 13.910 17.0 ng 868889 5 14.063 1023810 20.0
Hentriacontane 14.539 2.2 ng 112336 5 14.063 1023810 20.0
13-Tetradecen-1... 16.086 3.0 ng 134236 6 15.545 887962 20.0
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