LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121621\
Data File : BM@33495.D

Acqg On : 16 Dec 2021 21:37
Operator : CG/JU

Sample : M5061-02 5X

Misc :

ALS Vvial : 16 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_N\METHODS\8270-SIM-BN120721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@33495.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 7.937 791 799 804 rBV 133522 213884 3.34% 0.504%
2 8.001 804 810 822 rVB 153519 247490 3.87% 0.584%
3 9.113 993 999 1010 rBvV 64402 126416 1.98% 0.298%
4 9.295 1013 1030 1040 rVV 133454 371218 5.80% ©0.875%
5 10.160 1155 1177 1189 rBV 210199 737304 11.52% 1.739%
6 10.748 1265 1277 1287 rBV 160717 285713 4.46% 0.674%
7 12.913 1632 1645 1656 rBV 302879 669458 10.46% 1.579%
8 13.207 1684 1695 1704 rBV 191624 305236 4.77% 0.720%
9 14.224 1863 1868 1875 rBv2 184194 296326 4.63% 0.699%
10 14.583 1923 1929 1939 rVB 259701 398586 6.23% 0.940%
11 15.083 1996 2014 2027 rBV 2155653 6399841 100.00% 15.093%
12 15.230 2033 2039 2047 rVB 175376 261283 4.08% 0.616%
13 16.077 2173 2183 2187 rBvV2 107614 170013 2.66% 0.401%
14 16.118 2187 2190 2197 rVB 109383 163134 2.55% 0.385%
15 16.283 2213 2218 2225 rBV 54403 79860 1.25% ©.188%

16 16.495 2247 2254 2257 rBV 818496 1164680 18.20%
17 16.542 2257 2262 2266 rVV 2013312 2944700 46.01%
18 16.589 2266 2270 2287 rVV 1074146 1780981 27.83%

ORr PN
N
[
(]
R

19 16.736 2289 2295 2303 rVV 459025 690057 10.78% 627%
20 16.807 2304 2307 2323 rVW2 49679 152587 2.38% 360%
21 16.948 2326 2331 2339 rVB 89906 132609 2.07% ©.313%
22 17.330 2391 2396 2406 rVB 323774 490712 7.67% 1.157%
23 17.624 2441 2446 2451 rBV2 44270 65518 1.02% 0.155%
24 17.818 2475 2479 2489 rVB 93319 119459 1.87% ©.282%
25 18.101 2521 2527 2532 rBV 254815 318036 4.97% ©.750%
26 18.230 2541 2549 2562 rBV 413417 657212 10.27%  1.550%
27 18.530 2595 2600 2605 rVB3 31261 64286 1.00% ©.152%
28 18.648 2615 2620 2623 rBV 384495 432123 6.75% 1.019%
29 18.683 2623 2626 2632 rVB 100916 154299 2.41% 0.364%
30 19.059 2687 2690 2693 rBV2 97791 114527 1.79% 0.270%
31 19.089 2693 2695 2699 rwv2 52887 75766 1.18% ©.179%
32 19.148 2701 2705 2713 rVV4 146982 357167 5.58% 0.842%
33 19.212 2713 2716 2719 rVB3 57745 71176 1.11% ©0.168%
34 19.383 2741 2745 2750 rVB 332218 380819 5.95% ©.898%
35 19.430 2750 2753 2757 rVB 130468 159205 2.49% ©.375%

36 19.483 2757 2762 2763 rBV 370259 452139 7.06% 1.066%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121621\
Data File : BM@33495.D

Acqg On : 16 Dec 2021 21:37
Operator : CG/JU

Sample : M5061-02 5X

Misc :

ALS Vvial : 16 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_N\METHODS\8270-SIM-BN120721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 19.554 2771 2774 2779 rVB2 309195 358713 5.61% ©.846%
38 19.601 2779 2782 2790 rVB2 95710 148155 2.31% ©.349%
39 19.683 2792 2796 2798 rBV 260353 328863 5.14% 0.776%
40 19.712 2798 2801 2803 rVV 816115 1042762 16.29%  2.459%
41 19.736 2803 2805 2815 rVV 1525485 1805235 28.21% 4.257%
42 19.842 2817 2823 2832 rVB2 2057126 3119859 48.75%  7.358%
43 19.948 2836 2841 2848 rBV2 478838 793312 12.40% 1.871%
44 20.006 2848 2851 2855 rVB 151447 168093 2.63% ©.396%
45 20.106 2864 2868 2873 rBV3 57765 91769 1.43% 0.216%
46 20.395 2912 2917 2922 rBV 2123586 2282817 35.67% 5.384%
47 20.542 2938 2942 2946 rBV 148664 165783 2.59% ©0.391%
48 20.842 2991 2993 2999 rBV3 54893 70287 1.10% ©.166%
49 20.906 3000 3004 3009 rVV 1811359 1979865 30.94%  4.669%
50 21.030 3017 3025 3042 rVB 3283290 5397077 84.33% 12.728%
51 21.218 3054 3057 3062 rVB 122464 139733 2.18% ©.330%
52 21.389 3081 3086 3090 rBV 1456193 1645009 25.70%  3.880%
53 21.512 3102 3107 3120 rBV 312056 481836  7.53% 1.136%
54 21.983 3183 3187 3192 rBV 325256 410660 6.42%  0.968%
55 23.242 3397 3401 3407 rVB2 82963 135232 2.11% ©.319%

56 23.924 3512 3517 3527 rVB2 151610 333661 5.21% ©.787%

Sum of corrected areas: 42402541
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 16 Dec 2021 21:37
: CG/IU
: M5061-02 5X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121621\
BM@33495.D

: 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121621.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0
Time-->
Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BM033495.D\data.ms

789601 0.19295 10.160  10.748

350 400 450 500 550 6.00 6.50 7.00 750 8.00 8.50 9.00 9,50 10.00 10.50 11.00 11.50
TIC: BM033495.D\data.ms

15.083 19.842
16.542

12.99% 207 14.2244583 15 930 %

0

N =
LB B e e e ettt L B [ s s B BB
T T T T T I T I T I T I I T T T T T

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BM033495.D\data.ms
21.030

20.906

21.389

512 21.983

A

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121621\
Data File : BM@33495.D

Acqg On : 16 Dec 2021 21:37
Operator : CG/JU

Sample : M5061-02 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 1-Hexanol, 2-ethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.001 23.14 ng 247490 1,4-Dichlorobenzene-d4 7.937

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 72
3 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 64
4 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 64
5 Carbonic acid, heptyl vinyl ester 186 C10H1803 1010383-25-4 53

Abundance Scan 810 (8.001 min): BM033495.D\data.ms (-804) (-) m/z 57.05 100.00%

57.0
5000 41.0 /L
83.1 e
| ‘ | 98.2 7.60 7.80 8.00 8.20 8.40
bl m/z 41.05  49.38%
miz-> 20 40 60 80 100 120 140
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000 I L L B
41.0 7.60 7.80 8.00 8.20 8.40
83.0 m/z 43.05 33.30%
miz-> 20 40 60 80 100 120 140
Abundance #61072: 1-Isobutoxy-2-ethylhexane
57.0
REEREREEE S SRR
7.60 7.80 8.00 8.20 8.40
5000 410 m/z 55.10 32.49%
83.0 112.0
0 L e ™~ T
miz--> 20 40 60 80 100 120 140
Abundance #15785: 1-Pentanol, 2-ethyl-4-methyl- R
57.0 7.60 7.80 8.00 8.20 8.40
m/z 56.10  23.17%
5000
41.0
‘ 83.0
ok ‘1‘8"0“\“‘ Al L “1 ey ‘1‘1“2"0‘ e e e
m/z--> 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121621\
Data File : BM@33495.D

Acqg On : 16 Dec 2021 21:37
Operator : CG/JU

Sample : M5061-02 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Hexanoic acid, 2-ethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.295 34.71 ng 371218 1,4-Dichlorobenzene-d4 7.937

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 86
2 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 53
3 Heptanoic acid, 2-methyl-, methy... 158 C9H1802 051209-78-0 47
4 Undecanoic acid, 2-methyl-, meth... 214 C13H2602 055955-69-6 43
5 Cyclohexaneacetic acid, .alpha.-... 170 C10H1802 006051-00-9 42

Abundance Scan 1030 (9.295 min): BM033495.D\data.ms (-1013) (-) m/z 73.10 100.00%
1

73
5000
AR ARARRR RS
‘H 16.1 9.00 9.20 9.40 9.60
ob bl b L 28y gg.le 74.31%
m/z--> 50 100 150 200 250 300 350
Abundance #24100: Hexanoic acid, 2-ethyl-
88.0
5000 41.0 R N R
9.00 9.20 9.40 9.60
m/z 41.05 51.03%
O' “LW ‘} T “ \“\ T ‘ L ‘ L ‘ L ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #292480: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
43.0 88.0
R A RRRARRER
9.00 9.20 9.40 9.60
5000 ITI/Z 57.05 32.95%
0 M I “M L “ 135.0173.0 214.0  272.0 313.0 355.
e B e i T
miz--> 50 100 150 200 250 300 350
Abundance #35466: Heptanoic acid, 2-methyl-, methyl ester R e s
88.0 9.00 9.20 9.40 9.60
m/z 55.10 32.85%
5000
41.0
M M‘ | ‘ }27.0
e o T I T B e
m/z--> 50 100 150 200 250 300 350 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121621\
Data File : BM@33495.D

Acqg On : 16 Dec 2021 21:37
Operator : CG/JU

Sample : M5061-02 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Octanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.160 51.61 ng 737304  Naphthalene-d8 10.748
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 90
2 Hexanoic acid 116 C6H1202 000142-62-1 59
3 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 53
4 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 47
5 3,4-Dihydroxy-5-methyl-dihydrofu... 132 C5H804 005803-57-6 47

Abundance Scan 1177 (10.160 min): BM033495.D\data.ms (-1155) (- m/z 60.10 100.00%
6

Q.1
5000

101.1

| 10.00 10,50
aap L 1129.1 207.0

O bl e m/z 73.10 70.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24058: Octanoic acid
60.0
5000 s ——
27.0 10.00 10.50

m/z 41.10 61.03%

‘ 85.0
115.0
\\\‘\w”\\i‘\‘\\“U“\‘\‘\‘\‘M\H‘\\\“\\\‘\‘\\\]\-?4\4\.\0\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9148: Hexanoic acid
60.0
—

P
10.00 10.50

o

5000 70 m/z 43.05 49.,37%
‘ 87.0
0"“‘\“\"m‘“MH"u‘\‘““‘“‘H‘“‘H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4827: Butanoic acid, 3-methyl- e =
60.0 10.00 10.50

m/z 55.10 44.65%

5000
27.0 87.0
0 ‘\\ ‘ wl | | ‘

1t
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121621\
Data File : BM@33495.D

Acqg On : 16 Dec 2021 21:37

Operator : CG/JU

Sample : M5061-02 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121621.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 n-Decanoic acid Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.913 33.59 ng 669458  Acenaphthene-di10 14.583
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 72
2 Hexanoic acid 116 C6H1202 000142-62-1 59
3 Alpha-1-rhamnopyranose 164 C6H1205 035810-56-1 53
4 Heptanoic acid 130 C7H1402 000111-14-8 50
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 49

Abundance Scan 1645 (12.913 min): BM033495.D\data.ms (-1632) (- m/z 60.10 100.00%

60.1
5000
129.1
3 wa 8\7\-1 172.3 1300
0 gl 4 AT23 2070 73,10 92.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46964: n-Decanoic acid
6Q.0
5000 29.0
129.0 1300
87.0 m/z 41.10 79.66%
L AL
O\\\\‘\\\\‘\‘\\H!“\w\\‘Hh\\\H“\\‘H\‘\\\\“\\\\‘\\1\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9147: Hexanoic acid
60.0
1300

o

953: Alpha-I-rhamnopyranose

27.0
‘ “ 87.0
D 0 0 X
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39953: oI

60.0 1300
43.10 55.60%
5000
29.0
110.0
Sﬁo | || 1470
0 S N .
m/z--> 20 40 60 80 100 120 140 160 180 200 13 OO

8270-SIM-BN120721.M Fri Dec 17 14:30:39 2021



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121621\
Data File : BM@33495.D

Acqg On : 16 Dec 2021 21:37

Operator : CG/JU

Sample : M5061-02 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121621.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Dodecanoic acid Concentration Rank 1

Abundance Scan 2014 (15.083 min): BM033495.D\data.ms (-1996) (-
41.1 73.1

60.0

1291

157.2
97.1
LJM 200.2
0
#

80 100 120 140 160 180 200
75716: Dodecanoic acid

129.0
85.0 157.0
200.0

e

20 40 60 80 100 120 140 160 180 200

60.0

#60690: Undecanoic acid

129.0

87.0

‘MH 1 ‘ ‘15‘70 18?0

\ il 1L
H \H‘H\\‘\\H‘HH‘HH‘HH‘HH

0 80 100 120 140 160 180 200
#35300: Nonanoic acid

60.0

115.0

87.0 ‘
\ ‘H N 158.0

m/z

R.T. EstConc Area Relative to ISTD R.T.
15.083 321.13 ng 6399840  Acenaphthene-d10 14.583
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 98
2 Undecanoic acid 186 C11H2202 000112-37-8 80
3 Nonanoic acid 158 C9H1802 000112-05-0 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 Hexanoic acid 116 C6H1202 000142-62-1 38

73.10 100.00%

P —

m/z

‘ \
15.00

60.10  96.62%

m/z

>'

\
15.00

41.10  92.81%

%’

m/z

‘ T
15.00

43.10 80.14%

m/z

%

‘ T
15.00

55.05  75.38%

5000
0,
m/z--> 20 40 6
Abundance
5000
29.0
O \‘iu\\
m/z-->
Abundance
5000 20.0
0,
m/z--> 20 40 6
Abundance
5000
29.0
o N P
m/z--> 20 40 6

0 80 100 120 140 160 180 200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121621\
Data File : BM@33495.D

Acqg On : 16 Dec 2021 21:37
Operator : CG/JU

Sample : M5061-02 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Heptyl tetradecyl ether Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

16.495 47.47 ng 1164680  Phenanthrene-d10 17.330
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptyl tetradecyl ether 312 C21H440 1000406-39-3 59
2 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 53
3 Acetic acid, 3,7,11,15-tetrameth... 340 C22H4402 1000193-63-0 50
4 1-Dodecanol, 3,7,11-trimethyl- 228 C15H320 006750-34-1 50
5 Heptacosane 380 C27H56 000593-49-7 47

Abundance Scan 2254 (16.495 min): BM033495.D\data.ms (-2247) - m/z 57.10 100.00%
57.1

| 16.50
97.2 1402 1963 '
0 H‘m‘“”“w‘H“‘H,“HH‘W,HH‘meH,HHw,w?ﬁﬁw m/z 41.10  21.56%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #215091: Heptyl tetradecyl ether
57.0
5000
16.50
97.0 m/z 55.10 14.11%
ozl || oo assozar0
H‘HH‘HH‘H\\’\\H‘HH’HH‘HH‘HH’HH‘HH’HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #161364: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty
57.0
‘Y—Y—Y—Y—'—Y—Y—Y—Yi
16.50
5000 ITI/Z 43.05 12.39%
97.0
O 70 A b e TR0, 10 2550
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #249041: Acetic acid, 3,7,11,15-tetramethyl-hexadecyl es =
57.0 16.50
m/z 69.05 11.88%
- AN AAA\J\ﬁ\J\
27,0 H 1
ol AL w‘l“ A J6700°00 230 200 )T
m/z--> 20 40 60 80 100120140160180200220240260280 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121621\
Data File : BM@33495.D

Acqg On : 16 Dec 2021 21:37
Operator : CG/JU

Sample : M5061-02 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 1-Octanol, 5,7,7-trimethyl-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.542 120.02 ng 2944700  Phenanthrene-d10 17.330
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 91
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 59
3 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 59
4 3-Chloropropionic acid, heptadec... 346 C20H39C1l02 1000283-05-1 53
5 1-Heptadecanamine 255 C17H37N 004200-95-7 53

Abundance Scan 2262 (16.542 min): BM033495.D\data.ms (-2257) (- m/z 57.10 100.00%

57.1
5000

972 1402 16.50
MM Ly 2402 1963 2853 41.10  21.25%

m/z--> 50 100 150 200 250 300
Abundance #161364: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty
57.0
5000

16.50
55.10 14.10%

97.0 140 0
LA S o o ik
miz--> 50 100 150 200 250 300
Abundance #173731: 3-Eicosene, (E)-
57.0

o

97.0 1650
o L LLLL 190 1020 o000 00
m/z--> 50 100 150 200 250 300
Abundance  #269424: Pentafluoropropionic acid, tetradecyl ester
57.0 1650
97.0 m/z 43.10 12.26%
5000
400 196.0
g LLLLL 00 290 0w
m/z--> 50 100 150 200 250 300 1650

8270-SIM-BN120721.M Fri Dec 17 14:30:41 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121621\
Data File : BM@33495.D

Acqg On : 16 Dec 2021 21:37
Operator : CG/JU

Sample : M5061-02 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Pentafluoropropionic acid, ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.589 72.59 ng 1780980  Phenanthrene-d10 17.330
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 90
2 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 53
3 Carbonic acid, but-2-yn-1-yl tet... 310 C19H3403 1010383-20-9 53
4 Trichloroacetic acid, undecyl ester 316 C13H23C1302 074339-49-4 50
5 1-Heptadecanamine 255 C17H37N 004200-95-7 50

Abundance Scan 2270 (16.589 min): BM033495.D\data.ms (-2266) (- m/z 57.10 100.00%

57.1
5000
| 16.50 |
97.2 :
1402
ol H‘ | Lif 1e02 213326883  n; 4110 22.15%
miz--> 50 100 150 200 250 300
Abundance #161364: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty
57.0
5000
16.50
m/z 55.10 14.60%
97.0 1400
L O o o -1 B—
m/z--> 50 100 150 200 250 300
Abundance  #269424: Pentafluoropropionic acid, tetradecyl ester
57.0
97.0 - ‘
16.50
5000 ITI/Z 83.10 12.69%
196.0
oisd LLLLL “°° (BP0 0 s
m/z--> 50 100 150 200 250 300
Abundance #212062: Carbonic acid, but-2-yn-1-yl tetradecyl ester A o ‘
5i7.0 16.50
114.0 m/z 43.10 12.15%
5000
N |, 1680 24102810
e B e e R —
m/z--> 50 100 150 200 250 300 16.50

8270-SIM-BN120721.M Fri Dec 17 14:30:42 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121621\
Data File : BM@33495.D

Acqg On : 16 Dec 2021 21:37
Operator : CG/JU

Sample : M5061-02 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Tetradecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.736  28.12 ng 690057  Phenanthrene-di10 17.330
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 95
2 n-Decanoic acid 172 C10H2002 000334-48-5 76
3 Dodecanoic acid 200 C12H2402 000143-07-7 72
4 Undecanoic acid 186 C11H2202 000112-37-8 62
5 Tridecanoic acid 214 C13H2602 000638-53-9 53

Abundance Scan 2295 (16.736 min): BM033495.D\data.ms (-2289) (- m/z 73.05 100.00%

41,1 73.0
5000 129.1
185.2
97.1 — e
‘ h | ‘1571‘ 228.3 16.50 17.00
0! bl el b o e ke m/z 60.10  96.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #109280: Tetradecanoic acid
73.0
41.0
5000 129.0 228.0 = —
185.0 16.50 17.00
97.0 m/z 41.10 93.36%
LIS )=
O‘\\\\‘\\\‘\\\‘\‘\‘!1\1”“\\‘“1‘\M\‘\\‘\\\\‘\\\\‘\\\\H\\\\‘\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #46964: n-Decanoic acid
60.0
—1— =5
16.50 17.00
m/z 43.10 93.00%
50007 29.0 1290
87.0
ALy
ol bl L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75718: Dodecanoic acid — =
73.0 16.50 17.00
m/z 55.10 83.69%
5000
43.0 129.0
157.0
[ o O O O
0 _“wﬂumJw“w:‘m‘Jm“mMHH‘W‘JH“H‘}H“_“‘ - -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.50 17.00

8270-SIM-BN120721.M Fri Dec 17 14:30:43 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121621\
Data File : BM@33495.D

Acqg On : 16 Dec 2021 21:37
Operator : CG/JU

Sample : M5061-02 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 n-Hexadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.230  26.79 ng 657212  Phenanthrene-di10 17.330
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Dodecanoic acid 200 C12H2402 000143-07-7 86
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80

Abundance Scan 2549 (18.230 min): BM033495.D\data.ms (-2541) (- m/z 43.10 100.00%

43.1 ,73.0
5000
129.1
213.3 — A
‘ ‘ 171.2 ‘ 256.3 18.00 18.50
oL—— ‘; “‘ Ll \\H‘\\ M‘ gl “‘ “‘ ““ I ‘\‘ ‘ m/z 73.05 95.10%
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 3
43.0 73.0 256.0
5000 —— e
129.0 18.00 18.50
213.0 m/z 60.10 93.12%
‘ H ‘ 171.0 ‘
01‘4‘0 “\ ‘H Il M“ ‘\H““Hhh‘“ \M Ll | “‘ “‘ “‘u\‘ B - ‘ “ N
miz-> 50 100 150 200 250
Abundance #92063: Tridecanoic acid
73.
43.0 0
—p =
18.00 18.50
5000 129.0 m/Z 41.10 87.42%
171.0
D
0L— ‘\‘ H‘H‘\\ UH“H‘\‘\\M“‘\ {‘H\‘h} “ ‘h“ b “‘ | “‘ P
miz-> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid == T
43.0 73.0 18.00 18.50
m/z 55.10 82.29%
5000 129.0
‘ 199.0 2420
oL— | m ‘H‘n il “HM‘“‘ nh\‘\‘ M‘u; “‘ ‘1§7J-Q“ ‘i o ‘L — = S
miz--> 50 100 150 200 250 18.00 18.50

8270-SIM-BN120721.M Fri Dec 17 14:30:44 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121621\
Data File : BM@33495.D

Acqg On : 16 Dec 2021 21:37
Operator : CG/JU

Sample : M5061-02 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Isopropyl palmitate Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.648 17.61 ng 432123  Phenanthrene-d10 17.330
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl palmitate 298 C19H3802 000142-91-6 83
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 78
3 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 50
4 Heptanoic acid, 2,2-dimethyl-6-o0... 186 C10H1803 000926-27-2 35
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 30

Abundance Scan 2620 (18.648 min): BM033495.D\data.ms (-2615) - m/z 43.10 100.00%

4']
5000
102.1
256.3 e ——
‘ 3511711 213.3 ‘ ‘ 18.50 19.00
ob— yie: A e m/z 41.1@ 53.75%
miz--> 50 100 150 200 250 300
Abundance #197285: Isopropyl palmitate
43.0
102.0
5000 Sis —
256.0 18.50 19.00
m/z 60.10 44 .49%
1510 2130
O T T h‘\ ‘\“ “‘ ‘\H‘\ \ \ ‘\ \‘ \‘\ ‘ \ T \ ‘ ‘\ T \2\98‘-(
miz--> 50 100 150 200 250 300
Abundance #143509: n-Hexadecanoic acid
43.0
== =
18.50 19.00
5000 256.0 ITI/Z 57.10 43.25%
129.0
53.0 213.0
‘ ‘ 171.0
0““‘ M‘H “H‘\‘H‘\ ‘\\ “““u ‘\‘\““““‘
miz--> 50 100 150 200 250 300
Abundance #92123: n-Capric acid isopropyl ester —— —
43.0 18.50 19.00
m/z 55.10 41.10%
5000
102.0
155.0
AL P Y O A NSV [
m/z--> 50 100 150 200 250 300 18.50 19.00

8270-SIM-BN120721.M Fri Dec 17 14:30:45 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121621\
Data File : BM@33495.D

Acqg On : 16 Dec 2021 21:37
Operator : CG/JU

Sample : M5061-02 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 unknown19.483 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

19.483 18.77 ng 452139  Chrysene-di12 21.512
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 38
2 Butyl octadecyl ether 326 C22H460 1000406-40-6 38
3 Heneicosane, 11-cyclopentyl- 364 C26H52 006703-81-7 35
4 1-Hexadecanesulfonyl chloride 324 C16H33Clo2S 038775-38-1 30
5 Propyl tetracosyl ether 396 C27H560 1000406-28-3 30

Abundance Scan 2762 (19.483 min): BM033495.D\data.ms (-2757) (- m/z 43.10 100.00%
3.1

- NA/JU\\A
102.1 L
85.2 284.3 19.50
0 M}\\2412 ““327;“‘ m/z 57.10 52.95%
mlz--> 50 100 150 200 250 300 350
Abundance #289288: Oxalic acid, allyl octadecyl ester
41.0
5000 U
19.50
[ m/z 41.10  51.32%
m/z--> 50 100 150 200 250 300 350
Abundance #232318: Butyl octadecyl ether
57.0
e
19.50
5000 m/z 55.10  44.64%
f70
ol Ll w020 220
miz--> 50 100 150 200 250 300 350
Abundance #273812: Heneicosane, 11-cyclopentyl- —
57.0 19.50
m/z 71.10 28.56%
5000
J} 223.0
294.0
o150 u_‘ Ly H 1m0 | 20 s e
m/z--> 50 100 150 200 250 300 350 19.50

8270-SIM-BN120721.M Fri Dec 17 14:30:46 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121621\
Data File : BM@33495.D

Acqg On : 16 Dec 2021 21:37
Operator : CG/JU

Sample : M5061-02 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 1i-Propyl 9-octadecenoate (Z) Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
19.712 43.28 ng 1042760  Chrysene-d12 21.512
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 i-Propyl 9-octadecenoate (Z) 324 C21H4002 000112-11-8 91
2 2-Undecanol oleate 436 C29H5602 1000465-66-9 91
3 n-Propyl 11-octadecenoate 324 C21H4002 1000336-71-7 86
4 i-Propyl 11-octadecenoate 324 C21H4002 1000336-79-5 60
5 9-Tetradecenal, (Z)- 210 C14H260 053939-27-8 55

Abundance Scan 2801 (19.712 min): BM033495.D\data.ms (-2798) (- m/z 55.10 100.00%
:q = 1

11.1 265.3 ~— =
165.2 2203 ‘ 19.50 20.00
OMJ||\“IJ.3243 m/z 43.10 98.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #229550: i-Propyl 9-octadecenoate (Z)
54.0
264.0
5000 R —r
11.0 19.50 20.00
165.0 324.0 m/z 41.10 80.49%
Ot [ 1“ “ "Uh %ﬁ‘}\"‘(\)“‘\““ \“\ N\ T \L\ L L L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #320579: 2-Undecanol oleate
55.0
265.0 1 T
19.50 20.00
5000 m/Z 69.10 71.02%
11.0
165.0 220.0
ok J‘ | u‘\ i h““\ \J\M\L\uh\\h m“hﬁ\hw. o o Nl . “‘ M ‘3‘19‘0‘ e ‘43‘6‘(‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #229544: n-Propyl 11-octadecenoate T T
55.0 19.50 20.00
m/z 83.10 60.16%
- J\NJJUL
0 R =
m/z--> 50 100 150 200 250 300 350 400 19.50 20.00

8270-SIM-BN120721.M Fri Dec 17 14:30:46 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121621\
Data File : BM@33495.D

Acqg On : 16 Dec 2021 21:37
Operator : CG/JU

Sample : M5061-02 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 1-Dodecanol, 2-hexyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

19.736  74.93 ng 1805240  Chrysene-d12 21.512
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 91
2 Oxalic acid, allyl dodecyl ester 298 C17H3004 1000309-24-0 91
3 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 91
4 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 90
5 Oxalic acid, allyl tetradecyl ester 326 C19H3404 1000309-24-2 90

Abundance Scan 2805 (19.736 min): BM033495.D\data.ms (-2803) (- m/z 57.10 100.00%
57.1

5000
7.1
T s
‘ ‘ 392 19.50 20.00
ol A AL ] 1021828 25232051 386 .0 43,10 72.76%
mlz--> 50 100 150 200 250 300 350
Abundance #161356: 1-Dodecanol, 2-hexyl-
57.0
5000 S e
7.0 19.50 20.00
‘ m/z 55.10 58.04%
O T “\‘ ‘\ “ T h!‘ \““\“H‘ M‘ \%\3?‘9\ %8\2.\0‘ T \‘ T 2\5“2;0\ T ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #196789: Oxalic acid, allyl dodecyl ester
41.0
—— —
19.50 20.00
5000 m/z 71.10  53.99%
fs.o
ol e a0
miz--> 50 100 150 200 250 300 350
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester e =
57.0 19.50 20.00
m/z 41.10 50.29%
5000
7.0
ol bbbl 0 1m0 2260 290 SIS
m/z--> 50 100 150 200 250 300 350 19.50 20.00

8270-SIM-BN120721.M Fri Dec 17 14:30:47 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121621\
Data File : BM@33495.D

Acqg On : 16 Dec 2021 21:37
Operator : CG/JU

Sample : M5061-02 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 Benzoic acid, tridecyl ester Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.842 129.50 ng 3119860  Chrysene-d12 21.512
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, tridecyl ester 304 C20H3202 1010340-22-6 87
2 Benzoic acid, pentadecyl ester 332 C22H3602 1000340-22-8 74
3 Benzoic acid, octyl ester 234 C15H2202 000094-50-8 68
4 Benzoic acid, tetradecyl ester 318 C21H3402 1000340-22-7 62
5 Benzoic acid, octadecyl ester 374 C25H4202 010578-34-4 58

Abundance Scan 2823 (19.842 min): BM033495.D\data.ms (-2817) (- m/z 105.05 100.00%

106.1
5000
284.3 19.50 20.00
0. w“‘h“ “ Ll 190220512418 | | 3265 715310 99.83%
miz--> 100 150 200 250 300 350
Abundance #204852: Benzoic acid, tridecyl ester
123.0
5000 — ——
19.50 20.00
77.0 o
2410 ‘ m/z 43.10 57.96%
182.0
O\“\ \H“H\ Hh‘ ‘H“ “M “\ T “\ T \‘\ ‘ L ‘ T \\30‘4\-()\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #239609: Benzoic acid, pentadecyl ester
128.0
— —r=
19.50 20.00
5000 m/z 77.10 52.19%
77.0
41.0 ‘
bl b AL L 1630 2100 a0
miz--> 50 100 150 200 250 300 350
Abundance #116125: Benzoic acid, octyl ester
123.0 19.50 20.00
m/z 41.10 43.87%
77.0
5000
41.0
m/z--> 100 150 200 250 300 350 19.50 20.00

8270-SIM-BN120721.M Fri Dec 17 14:30:48 2021 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121621\
Data File : BM@33495.D

Acqg On : 16 Dec 2021 21:37
Operator : CG/JU

Sample : M5061-02 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 Benzoic acid, heptadecyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
20.395 94.75 ng 2282820  Chrysene-d12 21.512
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, tridecyl ester 304 C20H3202 1010340-22-6 83
2 Benzoic acid, heptadecyl ester 360 C24H4002 1000340-23-0 72
3 Benzoic acid, octadecyl ester 374 C25H4202 010578-34-4 72
4 Benzoic acid, undecyl ester 276 C18H2802 006316-30-9 64
5 Benzoic acid, hexyl ester 206 C13H1802 006789-88-4 64

Abundance Scan 2917 (20.395 min): BM033495.D\data.ms (-2912) (- m/z 123.10 100.00%
123.1
5000 77.1
‘ ZObd éo%d J
ol S UL L, 1823 po7006s.03001 3851 o5 10 e2.s1
mlz--> 50 100 150 200 250 300 350
Abundance #204852: Benzoic acid, tridecyl ester
128.0
5000 — -
20.00 20.50
77.0 m/z 77.16  45.85%
182.0
O \“\%“‘H\ \‘\ T “\ T \‘\ ‘ L ‘ T \3\0‘4\0\\ T ‘ T T
miz--> 100 150 200 250 300 350
Abundance #270137: Benzoic acid, heptadecyl ester
123.0
. ‘
2000 2050
5000 m/z 41.10 28.31%
77.0
oYl a7B0 2380 3600
miz--> 50 100 150 200 250 300 350
Abundance #283301: Benzoic acid, octadecyl ester — —
123.0 20.00 20.50
m/z 43.10 27.70%
5000
55.0
ol d Al il t  areo 2520 srar Moo
m/z--> 50 100 150 200 250 300 350 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121621\
Data File : BM@33495.D

Acqg On : 16 Dec 2021 21:37

Operator : CG/JU

Sample : M5061-02 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 Benzoic acid, nonadecyl ester  Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
20.906 82.18 ng 1979870  Chrysene-d12 21.512
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, tridecyl ester 304 C20H3202 1010340-22-6 91
2 Benzoic acid, heptadecyl ester 360 C24H4002 1000340-23-0 72
3 Benzoic acid, nonadecyl ester 388 C26H4402 1000340-23-2 72
4 Benzoic acid, octadecyl ester 374 C25H4202 010578-34-4 68
5 Benzoic acid, tetradecyl ester 318 C21H3402 1000340-22-7 68

Abundance Scan 3004 (20.906 min): BM033495.D\data.ms (-3000) (-

m/z 123.10 100.00%

123.1
5000 77.1
‘ 21,00
1963 :
ob “ “h‘ ! Mgl 1953 2820 3430 4150 1/, 10505 87.78%
m/z--> 100 150 200 250 300 350 400
Abundance #204852: Benzoic acid, tridecyl ester
1238.0
5000 L—/\m L —
21.00
77.0 m/z 77.10 42.05%
182.0
0 ?f \‘ f T "\ T \\\ ‘ T T ‘ T \3\0‘4\-(\)\ T ‘ LI ‘ T T
m/z--> 100 150 200 250 300 350 400
Abundance #270137: Benzoic acid, heptadecyl ester
1238.0 L\AAA
2100
5000 m/z 43.10  28.83%
77.0
P29l | 1780 2330 3600
miz--> 50 100 150 200 250 300 350 400
Abundance #294312: Benzoic acid, nonadecyl ester —
123.0 21.00
m/z 55.10 27.27%
5000
43.0
0 \‘ M u‘“ \‘u | 168.0 266.0 388.0
R R e S L
m/z--> 50 100 150 200 250 300 350 400 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121621\
Data File : BM@33495.D

Acqg On : 16 Dec 2021 21:37
Operator : CG/JU

Sample : M5061-02 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 unknown21.030 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.030 224.02 ng 5397080  Chrysene-d12 21.512
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethanolamine 105 C4H11NO2 000111-42-2 47
2 Dodecanamide, N,N-bis(2-hydroxye... 287 C16H33NO3 000120-40-1 46
3 2-Amino-4-methyl-4-pentenoic acid 129 C6H11NO2 1010133-00-5 42
4 2-Methylheptanoic acid 144 C8H1602 001188-02-9 40
5 Octanamide, N,N-bis(2-hydroxyeth... 231 C12H25NO3 003077-30-3 38

Abundance Scan 3025 (21.030 min): BM033495.D\data.ms (-3017) (- m/z 74.10 100.00%
7

4.1
5000
21,00 |
2443 :
ol \L“h“““l“ wuy‘uh%ﬁ:l‘l‘??-?‘u 11,2883 3420 415 /7 43.10  18.74%
mlz--> 50 100 150 200 250 300 350 400
Abundance #5547 Diethanolamine
74.0
5000 S :
30.0 21.00
m/z 55.10 17.05%
AL
O \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #182792: Dodecanamide, N,N-bis(2-hydroxyethyl)-
74.0
N
21.00
5000 ITI/Z 41.10 16.08%
29. 256.0
miz--> 50 100 150 200 250 300 350 400
Abundance #14761: 2-Amino-4-methyl-4-pentenoic acid —— ‘
74.0 21.00
m/z 57.10 14.23%
5000
1L 129.0
ol e —
m/z--> 50 100 150 200 250 300 350 400 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121621\
Data File : BM@33495.D

Acqg On : 16 Dec 2021 21:37
Operator : CG/JU

Sample : M5061-02 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 19 Benzoic acid, pentadecyl ester Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
21.389 68.28 ng 1645010 Chrysene-d12 21.512
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, pentadecyl ester 332 C22H3602 1000340-22-8 96
2 Benzoic acid, tridecyl ester 304 C20H3202 1010340-22-6 91
3 Benzoic acid, octadecyl ester 374 C25H4202 010578-34-4 87
4 Benzoic acid, heptadecyl ester 360 C24H4002 1000340-23-0 87
5 Benzoic acid, hexadecyl ester 346 C23H3802 1000340-22-9 87

Abundance Scan 3086 (21.389 min): BM033495.D\data.ms (-3081) (-  m/z 123.10 100.00%
123.1
5000
43.1
- —
H “ \ 2103 21.00 21.50
ol il L 2103 28118322 41724749 /) 195,05  77.46%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #239609: Benzoic acid, pentadecyl ester
128.0
5000 s Y
21.00 21.50
430 m/z 77.85  35.39%
0 \"\ ‘\H “M‘”l mm T \\2:‘[?\0\\ [TTTT ‘:\3\3\2\.(‘)\ T T T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #204852: Benzoic acid, tridecyl ester
128.0
e —
21.00 21.50
5000 m/z 43.10 26.96%
43.0
182.0
ol L B0 o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #283301: Benzoic acid, octadecyl ester — =
123.0 21.00 21.50
m/z 55.10 25.26%
5000
55.0
ol L1 1780 2820 a4 AN
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121621\
Data File : BM@33495.D

Acqg On : 16 Dec 2021 21:37
Operator : CG/JU

Sample : M5061-02 5X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 20 Dodecanamide, N,N-bis(2-hyd... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
21.983 17.05 ng 410660 Chrysene-d12 21.512
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanamide, N,N-bis(2-hydroxye... 287 C16H33NO3 000120-40-1 80
2 Methyl valerate 116 C6H1202 000624-24-8 50
3 Diethanolamine 105 C4H11NO2 000111-42-2 47
4 Octanamide, N,N-bis(2-hydroxyeth... 231 C12H25NO03 003077-30-3 45
5 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 42

Abundance Scan 3187 (21.983 min): BM033495.D\data.ms (-3183) - m/z 74.10 100.00%
74.1

5000

%

H |, [1147.02002 2723 5411 175 503 2200
b SE SR SLL ALlg 9US- m/z 43.18 22.64%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #182792: Dodecanamide, N,N-bis(2-hydroxyethyl)-

o

-

74.0
5000 N
22.00
m/z 55.10 19.68%
256.0
0‘\\“\ \“I‘“\‘I\l\m\ ‘L\‘\]-\4\T.\(\)\2\()‘2\.(\)\ T “\ TTT ‘ TTTT ‘ \\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9152: Methyl valerate
74.0
—
22.00
5000 m/z 41.10 17.80%

15.#
L]

|

J

-

oyt e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5544: Diethanolamine —
74.0 22.00
m/z 57.10 15.76%
- MNMLN
18.‘
S I —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121621\
Data File : BM@33495.D

Acqg On : 16 Dec 2021 21:37
Operator : CG/JU

Sample : M5061-02 5X

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121621.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|
1-Hexanol, 2-et... 8.001 23.1 ng 247490 1  7.937 213884 20.0
Hexanoic acid, ... 9.295 34.7 ng 371218 1  7.937 213884 20.0
Octanoic acid 10.160 51.6 ng 737304 2 10.748 285713 20.0
n-Decanoic acid 12.913 33.6 ng 669458 3 14.583 398586 20.0
Dodecanoic acid 15.083 321.1 ng 6399840 3 14.583 398586 20.0
Heptyl tetradec... 16.495 47.5 ng 1164680 4 17.330 490712 20.0
1-Octanol, 5,7,... 16.542 120.0 ng 2944700 4 17.330 490712 20.0
Pentafluoroprop... 16.589 72.6 ng 1780980 4 17.330 490712 20.0
Tetradecanoic acid 16.736 28.1 ng 690057 4 17.330 490712 20.0
n-Hexadecanoic ... 18.230 26.8 ng 657212 4 17.330 490712 20.0
Isopropyl palmi... 18.648 17.6 ng 432123 4 17.330 490712 20.0
unknown19.483 19.483 18.8 ng 452139 5 21.512 481836 20.90
i-Propyl 9-octa... 19.712 43.3 ng 1042760 5 21.512 481836 20.0
1-Dodecanol, 2-... 19.736 74.9 ng 1805240 5 21.512 481836 20.0
Benzoic acid, t... 19.842 129.5 ng 3119860 5 21.512 481836 20.0
Benzoic acid, h... 20.395 94.8 ng 2282820 5 21.512 481836 20.0
Benzoic acid, n... 20.906 82.2 ng 1979870 5 21.512 481836 20.0
unknown21.030 21.030 224.0 ng 5397080 5 21.512 481836 20.90
Benzoic acid, p... 21.389 68.3 ng 1645010 5 21.512 481836 20.0
Dodecanamide, N... 21.983 17.1 ng 410660 5 21.512 481836 20.90
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