Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs :

Z:\svoasrv
BF129696.D

: 10 Aug 202
: CG\JU

: N4o079-01

: 8 Sample

Parameters:

RTE
ON

1

0.2
0

LSC Area Percent Report

\HPCHEM1\BNA_F\Data\BF081022\

2 15:32
Multiplier: 1
rteint.p
Filtering:
Min Area:
Max Peaks:

Peak Location:

5

3 % of largest Peak
100

TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separa

Method

tion: 5

: Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF@072522.M

Title

Signa

1

: TIC: BF129696.D\data.ms

peak R.T. first

#

1

2

3

4

5

6 7
7 7
8 7
9 7
10 7
11 8
12 8
13 8
14 8
15 9
16
17
18
19
20
21 9
22 9
23 9
24 9
25 9
26 9.
27 9.
28 1e0.
29 10.
30 1e0.
31 10.
32 10.
33 1e.
34 1e0.
35 10.
36 160.
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PK
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1897534
4272300
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8511731
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11302472
1210694
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2629811
1034771
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081022\
Data File : BF129696.D

Acqg On : 10 Aug 2022 15:32
Operator : CG\JU

Sample : N4e79-01

Misc :

ALS vial : 8 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-BF@072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 10.963 1468 1475 1491 rVB2 4797103 19846608 30.52% 2.271%
38 11.151 1492 1507 1509 rBV2 8710105 24407235 37.53% 2.793%
39 11.192 1509 1514 1523 rVV 10401070 18048940 27.75%  2.066%
40 11.263 1524 1526 1534 rVV 3591647 4942903 7.60% ©0.566%

41 11.333 1534 1538 1541 rVV2 1769502 1916102 2.95% ©0.219%
42 11.398 1545 1549 1556 rVB 764071 1260204 1.94% 0.144%
43 11.510 1563 1568 1571 rBv4 765901 1219171 1.87% ©.140%
44 11.627 1584 1588 1591 rBV3 570465 984273 1.51% ©0.113%
45 11.810 1616 1619 1621 rBV 741960 806136 1.24% ©.092%
46 11.839 1621 1624 1628 rBV3 603427 1028255 1.58% 0.118%
47 11.939 1632 1641 1644 rBV2 6039301 13401776 20.61% 1.534%
48 11.998 1644 1651 1654 rVB 6760439 14531866 22.34% 1.663%
49 12.033 1654 1657 1659 rBV3 616523 662549 1.02% 0.076%
50 12.063 1659 1662 1664 rBV2 819246 1026145 1.58% 0.117%

51 12.163 1673 1679 1681 rBV 10260316 16413037 25.24% 1.878%

52 12.186 1681 1683 1685 rVB 3036548 2715047 4.17% 0.311%
53 12.386 1710 1717 1720 rBV2 6054990 12990746 19.97% 1.487%
54 12.433 1720 1725 1730 rBV5 4381602 10426797 16.03% 1.193%
55 12.521 1738 1740 1743 rVB2 4494447 3898464 5.99%  0.446%

56 12.557 1743 1746 1749 rBV2 5096316 8067480 12.40% 0.923%
57 12.669 1762 1765 1766 rVB 4211348 3342017 5.14% ©.382%
58 12.745 1766 1778 1782 rVV7 10875043 45483959 69.94% 5.205%
59 12.798 1785 1787 1792 rVV2 9637222 14814733 22.78% 1.695%
60 12.845 1792 1795 1800 rVB2 8009550 10870412 16.71% 1.244%

61 12.968 1805 1816 1818 rBV 16668965 44565429 68.52% 5.100%
62 13.063 1829 1832 1834 rVV 8174687 7172854 11.03% 0.821%
63 13.080 1834 1835 1837 rVB 2977763 1369005 2.10% ©.157%
64 13.116 1837 1841 1844 rBV3 4920312 8368378 12.87% ©.958%
65 13.139 1844 1845 1849 rVB2 5351765 5367235 8.25% 0.614%

66 13.180 1849 1852 1856 rVB2 2920664 3069559 4.72% ©.351%
67 13.339 1867 1879 1885 rBV2 17764182 61200785 94.10% 7.004%
68 13.404 1885 1890 1892 rVV 8437662 9545936 14.68% 1.092%
69 13.433 1892 1895 1899 rVV2 3422164 5499431 8.46% 0.629%
70 13.468 1899 1901 1904 rVB 2953355 2472506 3.80% 0.283%

71 13.521 1906 1910 1912 rBV 2449927 2359407 3.63% 0.270%
72 13.680 1925 1937 1940 rBV 17390595 48007818 73.82% 5.494%
73 13.739 1944 1947 1949 rVV 7393189 6349275 9.76% ©.727%
74 13.757 1949 1950 1956 rVB2 1186830 1133954 1.74% ©.130%
75 13.874 1963 1970 1977 rVB 11365973 18753419 28.84% 2.146%

76 14.010 1983 1993 1996 rBV 16440586 40839177 62.79% 4.674%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081022\
Data File : BF129696.D

Acqg On : 10 Aug 2022 15:32
Operator : CG\JU

Sample : N4e79-01

Misc :

ALS vial : 8 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-BF@072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 14.057 1998 2001 2002 rVV 1164619 1084278 1.67% ©0.124%
78 14.080 2002 2005 2009 rVB 1465606 1502117 2.31% 0.172%
79 14.227 2027 2030 2034 rBV 1575845 1652021 2.54% 0.189%
80 14.292 2039 2041 2043 rBV 858843 692475 1.06% 0.079%
81 14.380 2053 2056 2058 rVB 1214298 946330 1.46% 0.108%
82 14.474 2069 2072 2075 rVB 2726681 2761766 4.25% 0.316%
83 14.527 2077 2081 2088 rVB 1134716 1689990 2.60% 0.193%
84 14.621 2093 2097 2104 rBV 2611145 4122987 6.34% 0.472%
85 14.680 2104 2107 2109 rVB 1778047 1636117 2.52% ©0.187%
86 14.892 2139 2143 2148 rBV 864816 1007592 1.55% 0.115%
87 14.998 2158 2161 2165 rVB 1482977 1531896 2.36% ©.175%
88 15.110 2176 2180 2187 rVB 653095 894087 1.37% 0.102%
89 15.357 2217 2222 2227 rBV2 2315325 2903781 4.46% 0.332%
90 15.504 2243 2247 2252 rVB 783335 956641 1.47% 0.109%
91 16.251 2369 2374 2381 rVV3 386365 783322 1.20% ©.090%
92 16.357 2383 2392 2398 rVB 5659467 11243252 17.29% 1.287%
93 17.486 2579 2584 2588 rBV2 399862 869790 1.34% 0.100%
94 17.592 2594 2602 2610 rVB2 2873094 7374361 11.34% 0.844%

Sum of corrected areas: 873803692
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 10 Aug 2022 15:32
: CG\JU
: N4o79-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081022\
BF129696.D

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF129696.D\data.ms
2e+07
1.5e+07
le+07
5000000
6.910
1 7'41‘9.5697'79
’ 492
6.492¢ 79 73
O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
Time--> 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
Abundance TIC: BF129696.D\data.ms
2e+07 12.7432.968 13.33
10.280
798
D 1
1.5e+07 i, Lgli .
12.1632;3 ¥ 1.84
10.745 atsvat
11.192 | 4
5 11.998
1e+07 11.151 86
11.989
10.963
5000000 10.545692 .263 26
10822 | 11.333 i
193893 11 308516 IHLETF
0 — — — — — — ——
Time--> 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF129696.D\data.ms
2e+07 13.680
14.010
1.5e+07
13.87
1e+07 73
16.357
5000000 14. 4174*621
5 W 680 15.357
5 110 15.504
0 ‘ T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 13.50 14 00 14 50 15 00 15 50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081022\
Data File : BF129696.D

Acq On : 10 Aug 2022 15:32

Operator : CG\JU

Sample : N4o79-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 1 Hexanoic acid, 2-ethyl- Concentration Rank 17

R.T EstConc Area Relative to ISTD R.T.
7.798 165.51 ng 16197160  Naphthalene-d8 8.122
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Heptanoic acid, 2-ethyl- 158 C9H1802 003274-29-1 53
3 Acetic acid, diethyl- 116 C6H1202 000088-09-5 45
4 2-Ethyl-4-methylpentanoic acid 144 C8H1602 000108-81-6 45
5 1,4-Dioxane 88 (C4H802 000123-91-1 43
Abundance Scan 937 (7.798 min): BF129696.D\data.ms (-902) (-) m/z 73.00 100.00%
73.0
5000
1011 [T T[T T T[T [ T[Tt
‘ ‘ ‘ ‘ ‘ 9.0 7.40 7.60 7.80 8.00 8.20
0ol b 12290 1682 s gg a5 79.75%
m/z--> 20 40 60 80 100 120 140 160
Abundance #24100: Hexanoic acid, 2-ethyl-
88.0
5000 41.0 RRRRRE RS N
7.40 7.60 7.80 8.00 8.20
“ b 1160 m/z 41.10 36.91%
O\1\5\.0‘\‘1‘\\i‘\‘\\“}‘i\\“’\‘\‘\“H“H\‘!‘HH‘HH‘HH
miz--> 20 40 60 80 100 120 140 160
Abundance #35335: Heptanoic acid, 2-ethyl-
88.0
RRRRA R R
7.40 7.60 7.80 8.00 8.20
5000 m/z 57.10 35.11%
41.0
69.
0 L mmo
m/z--> 20 40 60 80 100 120 140 160
Abundance #9193: Acetic acid, diethyl-
43.0 88.0 7.40 7.60 7.80 8.00 8.20
m/z 55.10 26.21%
5000
m/z--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081022\
Data File : BF129696.D

Acq On : 10 Aug 2022 15:32
Operator : CG\JU

Sample : N4o79-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Cyclobutane-1,1-dicarboxami... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.433 262.42 ng 25680700  Naphthalene-d8 8.122

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid 122 C7H602 000065-85-0 97
2 Cyclobutane-1,1-dicarboxamide, N... 382 C20H18N206 1000253-25-3 91
3 Benzoic acid, silver(1+) salt 228 C7H5Ag02 000532-31-0 90
4 Heptanediamide, N,N'-di-benzoyloxy- 398 C21H22N206 1000253-26-4 90
5 Methanol, oxo-, benzoate 150 C8H603 1000305-65-2 78

Abundance Scan 1045 (8.433 min): BF129696.D\data.ms (-1018) (-) m/z 105.05 100.00%

105.1
5000
51.0
R
‘ 8.20 8.40 8.60 8.80
obrtpk L1822  — m/z 122.05 81.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #11265: Benzoic acid
105.0
5000 L B I L LA BN L
51.0 8.20 8.40 8.60 8.80
m/z 77.10 76.33%
O\\\“"“\“\“‘H\\“\\‘\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #288919: Cyclobutane-1,1-dicarboxamide, N,N'-di-benzo
105.0
R
8.20 8.40 8.60 8.80
5000 51.0 m/z 51.05 34.17%
T
m/z--> 50 100 150 200 250 300 350 400
Abundance #109670: Benzoic acid, silver(1+) salt AR R
105.0 8.20 8.40 8.60 8.80
m/z 50.05 20.86%
5000
51.0
ol s h‘\‘ | | 11520 2160  293.0337.0  414(
B IR I E I B e AR R
m/z--> 50 100 150 200 250 300 350 400 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081022\
Data File : BF129696.D

Acq On : 10 Aug 2022 15:32
Operator : CG\JU

Sample : N4o79-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Pentafluoropropionic acid, ... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.280 158.98 ng 65036600  Acenaphthene-d10 9.904
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentafluoropropionic acid, undec... 318 C14H23F502 959014-11-0 91
2 Cetene 224 C16H32 000629-73-2 91
3 1-Tetradecanol 214 C14H300 000112-72-1 90
4 Fluoroacetic acid, dodecyl ester 246 C14H27F02 000408-14-0 90
5 n-Tridecan-1-o0l 200 C13H280 000112-70-9 90
Abundance Scan 1359 (10.280 min): BF129696.D\data.ms (-1338) (- m/z 55.10 100.00%
55.1
5000 97.1 M
—T —
‘ 12‘91 712 10.00 1050
ol bl 07772021 2410 297.C pu 4116 86.98%
miz--> 50 100 150 200 250 300
Abundance  #221567: Pentafluoropropionic acid, undecyl ester
55.0
97.0
5000 —r I
10.00 10.50
m/z 43.10 84.38%
015.0\“ Ll \‘ ‘ h I/ w 1990 2430 _ 3004
T T T T ‘ T T T T T T T T ‘ T T T T T T T T
miz--> 50 100 150 200 250 300
Abundance #104590: Cetene
41.0
—— —
83.0 10.00 10.50
5000 m/z 69.10 78.18%
250
iy ‘\ 0 meo
miz--> 50 150 200 250 300
Abundance #92360.1—Tenadecanol —T —
69.0 10.00 10.50
m/z 83.10 71.29%
5000 11.0
29. 0‘ | M 168.0
oH‘Hu“uw!mu_”‘_‘”_”w RIS S
m/z--> 50 100 150 200 250 300 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081022\
Data File : BF129696.D

Acq On : 10 Aug 2022 15:32
Operator : CG\JU

Sample : N4o79-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 1-Octanol, 5,7,7-trimethyl-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.963 314.98 ng 19846600  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 72
2 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 53
3 Carbonic acid, but-2-yn-1-yl eic... 394 C25H4603 1000383-21-4 50
4 Carbonic acid, but-2-yn-1-yl hep... 352 C22H4003 1000383-21-2 50
5 Isobutyl tridecyl carbonate 300 C18H3603 959275-44-6 50
Abundance Scan 1475 (10.963 min): BF129696.D\data.ms (-1468) (- m/z 57.10 100.00%
57.1
11.00
1 140.2 '
ol ““ J F?\ Loyl 1962 2853 3298 n/z 41.10  16.32%
m/z--> 50 100 150 200 250 300 350
Abundance #161364: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty
57.0
5000 T
11.00
m/z 83.10 14.72%
.0 140.0
O T \‘\ \H“\ N \P%“ \‘“\‘\ 1 ‘ \ T \2‘]_\3\(?2\5‘5\\0\ T ‘ T T ‘ T T ‘
miz--> 50 100 150 200 250 300 350
Abundance  #307572: Heptafluorobutyric acid, n-tetradecyl ester
57.0
—=
11.00
m/z 69.10 13.27%
5000 110 /
1690
s UL T 2w s
m/z--> 50 100 150 200 250 300 350
Abundance  #298356: Carbonic acid, but-2-yn-1-yl eicosyl ester re
57.0 11.00
m/z 55.10 11.92%
ol i, H Hﬂ 11 4167.02080 278032303650
‘H“““‘ A e o
m/z--> 50 100 150 200 250 300 350 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081022\
Data File : BF129696.D

Acq On : 10 Aug 2022 15:32
Operator : CG\JU

Sample : N4o79-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Tetradecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.151 387.35 ng 24407200  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 98
2 8-Methylnonanoic acid 172 C10H2002 005963-14-4 86
3 Dodecanoic acid 200 C12H2402 000143-07-7 83
4 Undecanoic acid 186 C11H2202 000112-37-8 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 45

Abundance Scan 1507 (11.151 min): BF129696.D\data.ms (-1492) (- m/z 73.05 100.00%
73

3.0
43.1
5000 129.1
185.2

— —

H‘ ‘ 228.2 11.00 11.50

ol W,H“ MLl ok ol 270 s se.05  81.37%
miz--> 50 100 150 200 250
Abundance #109279: Tetradecanoic acid
73.0
43.0
5000 129.0 e ———

11.00 11.50

185.0
m/z 43.10  65.23%

228.0
0L— “‘ w’ !\ \‘HM\‘\‘ M‘H“\ M\‘ h} “ ‘ L \“ - \‘ — ‘\‘ A
miz--> 50 100 150 200 250
Abundance #46984: 8-Methylnonanoic acid
43.0 73.0 129.0

—
11.00 11.50

5000 m/z 41.10 62.77%
o) H“ N\ }LH “ 1\ L ‘ ?‘7‘2"0‘ — ————
m/z--> 50 100 150 200 250
Abundance #75718: Dodecanoic acid — -
73.0 11.00 11.50

m/z 55.10  59.87%

5000 43.0 129.0
| 10
H u‘ “ ”1 ‘uh \‘w‘ \h\“\ ‘h “ . L ‘ ZOP'O

Ot——4 M“HHHH“H —T —T—
m/z--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081022\
Data File : BF129696.D

Acq On : 10 Aug 2022 15:32
Operator : CG\JU

Sample : N4o79-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 1-Tetradecanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.192 286.44 ng 18048900  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Tetradecanol 214 C14H300 000112-72-1 94
2 9-Octadecene, (E)- 252 C18H36 007206-25-9 91
3 n-Tridecan-1-o0l 200 C13H280 000112-70-9 91
4 1-Hexadecanol 242 C16H340 036653-82-4 91
5 n-Pentadecanol 228 C15H320 000629-76-5 91

Abundance Scan 1514 (11.192 min): BF129696.D\data.ms (-1509) (- m/z 55.10 100.00%

58.1
97.1
5000

S
11.00 11.50
401 182.2
‘ “‘ | fé01 182 2292 2696 47 83.10 93.15%

I
m/z--> 50 1 O 150 200 250
Abundance #92360: 1-Tetradecano
69.0

5000 s e
11.0 11.00 11.50

m/z 69.10  89.10%

UL e
T \“\‘ ‘\““‘\ T " 1‘\“\ ‘1 T \‘\ L B B B
miz-> 50 100 150 200 250
Abundance #138524: 9-Octadecene, (E)-

55.0

—
11.00 11.50
5000 m/z 43.10 74.62%

97.0
zsioll LU “\ 1390 120 2520
Ll ) 1390 g0 2520
m/z--> 50 100 150 200 250

Abundance #76025: n-Tridecan-1-ol 7 —
55.0 11.00 11.50

o

o

o

m/z 41.10 72.45%

5000
ol L1
‘L ﬂ ‘ ‘ L\ ‘

0 199 g L B e — 7 —
m/z--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081022\
Data File : BF129696.D

Acq On : 10 Aug 2022 15:32
Operator : CG\JU

Sample : N4o79-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 unknownll1.939 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.939 212.69 ng 13401800 Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 49
2 Estra-1,3,5(10)-trien-17.beta.-0l 256 C18H240 002529-64-8 49
3 9-Octadecen-1-0l1, (Z)- 268 C18H360 000143-28-2 49
4 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 49
5 Oxalic acid, allyl tetradecyl ester 326 C19H3404 1000309-24-2 43
Abundance Scan 1641 (11.939 min): BF129696.D\data.ms (-1632) (- m/z 57.10 100.00%
57.1
000 W
——
“V I
) ﬂ‘”“h ﬂrﬁl‘f?m ‘m ?ﬁ’?‘?‘l‘ e M/ 43.10 93.56%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #336401: 17-Pentatriacontene
57.0
5000 T
111.0 12.00
‘ m/z 55.10  73.45%
O’ T \L’\ ‘ “ ’! Jl‘\" ‘”! \‘“\ Il‘ “‘l\“l\ ‘\I‘ \m‘ l} \"?’\'PiZ\‘Z\S\O \3\:?’\4\ ‘0\3\\9\0‘9\ TT ‘ \4\.\9\0‘.(
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143688: Estra-1,3,5(10)-trien-17.beta.-ol
43.0
——
12.00
5000 m/z 41.10 69.54%
7.0 256.0
1850
0 AL, Wb ol
AR "w“H“H‘_“w“u“u“u“_“
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #158586: 9-Octadecen-1-ol, (2)- —
55.0 12.00
m/z 71.10 56.36%
5000
109.0
UL asmo 200
o,u“‘_Jmm““m‘_m}Hu_m‘mwm_m —
m/z--> 0 50 100 150 200 250 300 350 400 450 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081022\
Data File : BF129696.D

Acq On : 10 Aug 2022 15:32

Operator : CG\JU

Sample : N4o79-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method :
Quant Title

TIC Libra

ry

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 8 n-Hexadecanoic acid Concentration Rank 12

R.T EstConc Area Relative to ISTD R.T.
11.998 230.63 ng 14531960  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 90
3 Undecanoic acid 186 C11H2202 000112-37-8 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 70

Abundance Scan 1651 (11.998 min): BF129696.D\data.ms (-1644) (- m/z 73.05 100.00%
73.0
5000 129.1 JU”
213.2 256.3
. —
sl bl LT L
0 Al L L b L2981 s 43,10 8e.85%
m/z--> 50 100 150 200 250 300
Abundance #143511: n-Hexadecanoic acid
73.0
129.0 256.0
5000 j '
213.0 1£OO
171.0 m/Z 60.00 78.23%
29. ‘ ‘
ok \“ W‘u‘u h!\ | H‘\‘\H‘Hm‘\ \‘w‘\‘ L “‘ ‘\‘h“ AL “ . “ R
miz—-> 50 100 150 200 250 300
Abundance #109281: Tetradecanoic acid
73.0
——
12.00
5000 m/z 55.10 57.22%
129.0
29. 185.0 228.0
0 . “‘ w‘u‘u ‘HH“‘ u‘“‘“ ‘ML‘H‘\ “ i \‘ \u“ “\‘ \‘ — ‘\‘ L A
miz--> 50 100 150 200 250 300
Abundance #60691: Undecanoic acid —
60.0 12.00
m/z 41.10 56.34%
5000
p7.0 129.0
Yf# ‘ ‘ 186.0
m/z--> 50 100 150 200 250 300 12.00

8270-BF072522.M Thu Aug 11 16:50:35 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081022\
Data File : BF129696.D

Acq On : 10 Aug 2022 15:32
Operator : CG\JU

Sample : N4o79-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Isopropyl palmitate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.163 260.48 ng 16413000  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Isopropyl palmitate 298 C19H3802 000142-91-6 87
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
3 Dodecanoic acid, 1-methylethyl e... 242 C15H3002 010233-13-3 27
4 8-Methylnonanoic acid 172 C10H2002 005963-14-4 14
5 Methyl isopropylidene-.beta.-d-a... 204 C9H1605 1000129-88-1 12

Abundance Scan 1679 (12.163 min): BF129696.D\data.ms (-1673) (- m/z 43.10 100.00%

43.1
102.1 256.3
5000

L 1711 21‘3‘2 12.00 12.50
N — MABZLL L L L d ) 2983 nys1e2.10 61.63%

m/z--> 50 100 150 200 250 300
Abundance #197285: Isopropyl palmitate
43.0
102.0
5000 — —
256.0 12.00 12.50
m/z 60.00 61.21%
1510 2130
O T \h‘\ ‘““ ‘\H‘\ \ \ ‘\ \‘ \‘\ . \ T \ ‘\ T \2\98‘.(\)\ T

m/z--> 50 100 150 200 250 300

Abundance #143508: n-Hexadecanoic acid
256.0

12.00 12.50

5000 ITI/Z 256.25 58.21%
129.0
213.0
171.0
0! HM‘\M}HM ‘ “‘ “‘ “‘u\’ “\‘ b “‘ R
m/z--> 100 150 200 250 300
Abundance #126248: Dodecanoic acid, 1-methylethyl ester . i
43.0 12.00 12.50
m/z 41.10 49.49%
5000 102.0
200.0
157. ‘
ol “Hu \WMu‘kj“ “““?429“““‘ ‘ — —
m/z--> 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081022\
Data File : BF129696.D

Acq On : 10 Aug 2022 15:32
Operator : CG\JU

Sample : N4o79-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 unknownl2.386 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.386 206.17 ng 129907060  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, 2,4-dimethylpent-3... 220 C14H2002 1000368-26-3 22
2 N-[(Propylamino)carbonothioyl]be... 222 C11H14N20S 1000485-12-4 14
3 Benzoic acid, 2-methylpropyl ester 178 C11H1402 000120-50-3 14
4 Benzoic acid, hept-2-yl ester 220 C14H2002 1000368-69-4 14
5 Benzoic acid, 1-methylpropyl ester 178 C11H1402 003306-36-3 11
Abundance Scan 1717 (12.386 min): BF129696.D\data.ms (-1710) (- m/z 105.10 100.00%
105.1
5000
43.1
1682 10 1550
| \h il h‘ | ‘ 2653 apeg o0 o %
o) M- il M hMm‘hm Hu‘\\ Ly \‘\HH \u‘ I ‘ 9400 . m/z 77.10 36.93%
miz--> 50 150 200 250 300 350
Abundance #98976: Benzmc acid, 2,4-dimethylpent-3-yl ester
105.0
5000 = —
12.00 12.50
m/z 43.10 30.62%
miz--> 50 100 150 200 250 300 350
Abundance  #101011: N-[(Propylamino)carbonothioyllbenzamide
105.0
— —
12.00 12.50
5000 m/z 56.10 27.89%
58.0
222.0
180.0
01‘8"9\”‘;“: w“ﬂumw“ e L
m/z--> 50 100 150 200 250 300 350
Abundance #52601: Benzoic acid, 2-methylpropyl ester — —
105.0 12.00 12.50
m/z 102.10 27.12%
5000
56.0
018.0 | i‘ ‘ ol 1630 ‘ ‘ ‘
e e e e |
m/z--> 50 100 150 200 250 300 350 1200 1250
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081022\
Data File : BF129696.D

Acq On : 10 Aug 2022 15:32
Operator : CG\JU

Sample : N4o79-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 wunknownl2.433 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.433 165.48 ng 10426800  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid 2-methylpentyl ester 206 C13H1802 059736-57-1 49
2 Benzoic acid, dec-2-yl ester 262 C17H2602 1000367-89-7 35
3 Benzoic acid, 2-ethylhexyl ester 234 C15H2202 005444-75-7 27
4 1,5-Pentanediol, monobenzoate 208 C12H1603 055162-82-8 27
5 Benzoic acid, hex-2-yl ester 206 C13H1802 1000368-22-0 22

Abundance Scan 1725 (12.433 min): BF129696.D\data.ms (-1720) (- m/z 105.05 100.00%

106.1
5000
43.1

168.2 2272 12.50
m uh\ ‘HH\ HH‘ ot | AT A “28f3:‘3263 368.: m/z 84.10 45.01%

miz--> 150 200 250 300 350
Abundance #82522. Benzou: acid 2-methylpentyl ester
105.0

5000 ]

56.0 m/z 77.10  34.30%
|l \‘ ‘ ‘

\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #150877: Benzoic acid, dec-2-yl ester
105.0

o

o

12.50
5000 m/z 43.10 30.96%
55.0
ol by dlijo0 220
m/z--> 50 O 150 200 250 300 350
Abundance #116142: Benzoic acid, 2-ethylhexyl ester
105.0 12.50
m/z 56.10 26.80%
5000
55.0
SR T S Y7 N .
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\BF081022\
Data File : BF129696.D

Acq On : 10 Aug 2022 15:32
Operator : CG\JU

Sample : N4o79-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 1i-Propyl 16-methyl-heptadec... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.745 838.97 ng 45484000 Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 i-Propyl 16-methyl-heptadecanoate 326 C21H4202 1000336-66-3 90
2 Isopropyl stearate 326 C21H4202 000112-10-7 45
3 Acetamide, N,N'-carbonylbis- 144 C5H8N203 000638-20-0 25
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 25
5 Octadecanoic acid, octadecyl ester 537 C36H7202 002778-96-3 18

Abundance Scan 1778 (12.745 min): BF129696.D\data.ms (-1766) (- m/z 43.10 100.00%

43.1
5000

T
12.50 13.00
0 m/z 57.10  55.48%

m/z--> 50 100 150 200 250 300 350
Abundance #232241.: i-Propyl 16-methyl-heptadecanoate
284.0

5000

T
12.50 13.00
m/z 41.10 52.39%

O,
m/z--> 50 100 150 200 250 300 350
Abundance #232196: Isopropyl stearate
43.0

w

102.0 T —
12.50 13.00
5000 284.0 m/z 55.10  44.77%
185.0
L d0t 29| | s
ol b MM Py L b b e
m/z--> 50 100 150 200 250 300 350
Abundance #23680: Acetamide, N,N'-carbonylbis- T —
43.0 12.50 13.00

m/z 284.30  44.64%

5000
102.0
0 | uh\ | ‘ | i44'0

T ‘
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081022\
Data File : BF129696.D

Acq On : 10 Aug 2022 15:32
Operator : CG\JU

Sample : N4o79-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.798 273.26 ng 148147060  Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 50
2 Isopropyl stearate 326 C21H4202 000112-10-7 38
3 Acenaphtho[1,2-b]Jquinoxaline, 9-... 284 C19H12N20 026832-43-9 25
4 1H,8H-Pyrido[2,3-d]pyrimidine-2,... 285 C14H11N304 1000302-21-9 25
5 9,10-Anthracenedione, 1,8-dihydr... 284 C16H1205 059190-72-6 25
Abundance Scan 1787 (12.798 min): BF129696.D\data.ms (-1785) (- m/z 43.10 100.00%
3.1
284.3
5000 102.1
’ 241.2
185.2 T T
‘ ‘ ‘ 12.50 13.00
0L m‘ | M \‘\‘H phy ;‘Hm \‘\ 1 \\‘M\‘ 1 \‘\‘h“ ‘H 3?§f" ‘3‘8‘2‘3 m/z 284.30 62.49%
m/z--> 50 100 150 200 250 300 350 400
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 S Al
% 0 12.50 13.00
T 185.0 2410284-0 m/z 60.05 40.80%
0***‘“
m/z--> 50 100 150 200 250 300 350 400
Abundance #232196: Isopropyl stearate
43.0
102.0 e —r—
12.50 13.00
5000 284.0 m/z 285.30  40.48%
185.0 241.0
oL ‘L“\ m h\‘\“\\h” N ‘ I “ - ‘?;ZE(‘)‘ R
m/z--> 5 100 150 200 250 300 350 400
Abundance  #179177: Acenaphtho[1,2-b]quinoxaline, 9-methoxy- — L
284.0 12.50 13.00
m/z 102.10 37.16%
5000
241.0
ol 630 12501780 |
e R e —— o
m/z--> 50 100 150 200 250 300 350 400 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081022\
Data File : BF129696.D

Acq On : 10 Aug 2022 15:32
Operator : CG\JU

Sample : N4o79-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 unknownl2.845 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.845 200.51 ng 10870400  Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid 2-methylpentyl ester 206 C13H1802 059736-57-1 43
2 Benzoic acid, 4-methylpent-2-yl ... 206 C13H1802 1000367-94-2 35
3 S-Benzoyl-N-(p-dimethylaminobenz... 284 C16H16N20S 145198-43-2 30
4 Benzoic acid, hex-2-yl ester 206 C13H1802 1000368-22-0 27

5 N-(6-Methoxy-1,3-benzothiazol-2(... 284 C15H12N202S 035353-26-5 27

Abundance Scan 1795 (12.845 min): BF129696.D\data.ms (-1792) (- m/z 105.00 100.00%
105.0
5000 57.1
284.3 S L L
‘ ‘ ‘ ‘ ‘ 182.2227.2 h 12.50 13.00
ol “Uw“w“w pdph o by L 8293 3963y 57 10 39.90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #82522: Benzoic acid 2-methylpentyl ester
105.0
5000 — e
12.50 13.00
56"0 m/z 84.10  34.74%
O \\H\\M%\‘\‘\‘\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #82560: Benzoic acid, 4-methylpent-2-yl ester
105.0
— —r
12.50 13.00
5000 m/z 77.10  34.19%
43.0
ot L 2020
m/z--> 50 100 150 200 250 300 350 400
Abundance #178546: S-Benzoyl-N-(p-dimethylaminobenzylidene)thio P T
105.0 12.50 13.00
m/z 56.10 31.34%
5000
284.0
51.0 179.0
) e NS i 22 IR E— - —
m/z--> 50 100 150 200 250 300 350 400 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081022\
Data File : BF129696.D

Acq On : 10 Aug 2022 15:32
Operator : CG\JU

Sample : N4o79-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 wunknownl13.116 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.116 154.36 ng 8368380  Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Oxirane, 2-methyl-2-phenyl- 134 C9H1e0 002085-88-3 47
2 2-Tolyloxirane 134 C9H1e0 002783-26-8 14
3 1-Propanone, 1-phenyl- 134 C9H1e0 000093-55-0 14
4 Benzene, 1l-methyl-2-propyl- 134 CleHi4 001074-17-5 14
5 Benzene, 1-methyl-4-propyl- 134 CleH14 001074-55-1 14
Abundance Scan 1841 (13.116 min): BF129696.D\data.ms (-1837) (-) | m/z 105.05 100.00%
105.1
43.1 T —
257.1 13.00 13.50
196 2
0 H \w H!\ Luh\ Mw Hd”\‘ ! \‘ - ‘ etk “\\‘ A ‘:‘3:"-?.‘3‘ :‘3‘6‘8‘4‘ ‘4"2‘4:-" m/Z 133.05 46‘10%
m/z--> 50 O 150 200 250 300 350 400
Abundance #17566: Oxirane, 2-methyl-2-phenyl-
105.0
5000 e e
13.00 13.50
510‘ \ m/z 77.05  25.00%
O\\‘\‘\“‘\“\”‘\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 100 150 200 250 300 350 400
Abundance #17529: 2-Tolyloxirane
105.0
—— —
13.00 13.50
5000 m/z 134.05 21.85%
S N
oL LA e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #17547: 1-Propanone, 1-phenyl- T =
105.0 13.00 13.50
m/z 91.10 21.28%
5000
51.0
O o — —
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\BF081022\
Data File : BF129696.D

Acq On : 10 Aug 2022 15:32
Operator : CG\JU

Sample : N4o79-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 Benzoic acid, tridecyl ester Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.339 1128.88 ng 61200800  Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, tridecyl ester 304 C20H3202 1010340-22-6 98
2 Benzoic acid, pentadecyl ester 332 C22H3602 1000340-22-8 91
3 Benzoic acid, heptadecyl ester 360 C24H4002 1000340-23-0 87
4 Benzoic acid, hexadecyl ester 346 C23H3802 1000340-22-9 87
5 Benzoic acid, undecyl ester 276 C18H2802 006316-30-9 86

Abundance Scan 1879 (13.339 min): BF129696.D\data.ms (-1867) (- m/z 123.10 100.00%

128.1
5000
77.0
= o
13.00 13.50
182.2
ob H h ““‘ M‘M‘M AL 2322 30433542 424 n/z 105.05 75.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #204852: Benzoic acid, tridecyl ester
123.0
5000 s Al
13.00 13.50
77.0

m/z 77.05 33.02%

182.0
\“\?“”\ \ \ T “\ T \‘\ ‘ LI ‘ T \3\0‘4\.(\)\ T ‘ T T ‘ L
m/z--> 100 150 200 250 300 350 400
Abundance #239609: Benzoic acid, pentadecyl ester

123.0

T
13.00 13.50

O

5000 ITI/Z 41.10 17.38%
77.0
Bt L, 00 smo
m/z--> 5 100 150 200 250 300 350 400
Abundance #270137: Benzoic acid, heptadecyl ester P —
123.0 13.00 13.50
m/z 43.10 17.12%
5000
77.0
0220111 1780 2380 3600 — —
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\BF081022\
Data File : BF129696.D

Acq On : 10 Aug 2022 15:32
Operator : CG\JU

Sample : N4o79-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 Benzoic acid, 2-methylpropy... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.404 176.08 ng 9545940  Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, 2-methylpropyl ester 178 C11H1402 000120-50-3 59
2 Benzoic acid, dec-2-yl ester 262 C17H2602 1000367-89-7 59
3 Benzoic acid, 1-methylpropyl ester 178 C11H1402 003306-36-3 59
4 Benzoic acid, pentyl ester 192 C12H1602 002049-96-9 47
5 Benzoic acid, hex-2-yl ester 206 C13H1802 1000368-22-0 47
Abundance Scan 1890 (13.404 min): BF129696.D\data.ms (-1885) (- m/z 105.05 100.00%
105.1
5000
56.1
— =
‘ ‘ 196.2 13.50
ol ““‘ Wi 11832 |7 260331233543396. 1/, 153,10 39.79%
m/z--> 50 100 150 200 250 300 350
Abundance #52593: Benzoic acid, 2-methylpropyl ester
105.0
5000 — 1
13.50
56.0 m/z 77.05 32.10%
0 \\”\‘w‘i“‘\\“‘\\‘\\“%L\4§.\0\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #150877: Benzoic acid, dec-2-yl ester
105.0
—=
13.50
5000 m/z 56.10 31.46%
55.0 L
ol dd liaee0 ae20
m/z--> 50 100 150 200 250 300 350
Abundance #52592: Benzoic acid, 1-methylpropy! ester —
105.0 13.50
m/z 57.10 21.26%
5000
56.0
ola.0 | ‘\‘L | j149.0
e R
m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081022\
Data File : BF129696.D

Acq On : 10 Aug 2022 15:32

Operator : CG\JU

Sample : N4o79-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 Benzoic acid, tetradecyl ester Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
13.680 885.53 ng 48007800  Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, tetradecyl ester 318 C21H3402 1000340-22-7 99
2 Benzoic acid, tridecyl ester 304 C20H3202 1010340-22-6 91
3 Benzoic acid, heptadecyl ester 360 C24H4002 1000340-23-0 91
4 Benzoic acid, octadecyl ester 374 C25H4202 010578-34-4 91
5 Benzoic acid, undecyl ester 276 C18H2802 006316-30-9 86

Abundance Scan 1937 (13.680 min): BF129696.D\data.ms (-1925) (- m/z 123.05 100.00%

128.1
5000
77.0
AL

196 2 13.50 14.00

H ‘H uh\ \‘\‘\WL‘\‘L ‘L‘ e ‘ ‘ ‘2“}6‘ ‘2‘ : “3:‘]-‘8‘3‘ - ‘:‘396‘ ‘1‘ : m/z 105.05

04 70.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #222566: Benzoic acid, tetradecyl ester
123.0
5000 v L
13.50 14.00
77.0 m/z 77.05  29.29%
O \“\ ?‘“m\ “h‘ “\““\J“‘\‘ \ T ‘ T \]\.9\? \O\ T ‘ L \‘3J\-$ p\ ‘ T T ‘ L
m/z--> 100 150 200 250 300 350 400
Abundance #204852: Benzoic acid, tridecyl ester
1238.0
P ~
13.50 14.00
5000 m/Z 43.10 17.76%

O

77.0
182.0
POU ) 220 soe0
m/z--> 50 100 150 200 250 300 350 400

Abundance #270137: Benzoic acid, heptadecyl ester T —
123.0 13.50 14.00
m/z 55.10 17.76%
5000
77.0
o229 11l | 1780 2380 360.0
‘H“‘““_‘“““w“““‘u,““,‘u — —
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF081022\

Data File : BF129696.D

Acq On : 10 Aug 2022 15:32
Operator : CG\JU

Sample : N4o79-01

Misc

ALS vial : 8

Quant Method :
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 Carbonic acid, 2-ethylhexyl... Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
13.874 345.92 ng 18753400  Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Carbonic acid, 2-ethylhexyl trid... 356 C22H4403 1000383-14-0 70
2 Carbonic acid, dodecyl 2-ethylhe... 342 C21H4203 1000383-13-9 62
3 Carbonic acid, 2-ethylhexyl tetr... 370 C23H4603 1010383-14-1 58
4 Carbonic acid, 2-ethylhexyl octa... 426 C27H5403 1000383-14-5 58
5 Carbonic acid, bis(2-ethylhexyl)... 286 C17H3403 014858-73-2 52

Abundance Scan 1970 (13.874 min): BF129696.D\data.ms (-1963) (- m/z 57.10 100.00%
57.1
112.1
5000
239.3
— ——
13.50 14.00
- "l u‘ 282, | “ 25833742 | 452 nm/z 70.10  68.72%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #266195: Carbonic acid, 2-ethylhexyl tridecyl ester
57.0
112.0
5000 &= SRS
13.50 14.00
} m/z 71.10 68.44%
182.0
O\“‘\‘\““\‘\‘h‘\“\\\‘\\\i\‘\\2\4\5‘\0\\\’\\\\‘\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #251419: Carbonic acid, dodecyl 2-ethylhexyl ester
57.0
— ——
112.0 13.50 14.00
5000 m/z 112.18  61.32%
il } 8
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #279620: Carbonic acid, 2-ethylhexyl tetradecyl ester e =
57.0 13.50 14.00
m/z 43.10 53.19%
112.0
5000
‘ } ‘ 196.0
ow‘ww‘H‘HmWm‘mWm,‘m_m,””_ — ——
m/z--> 50 100 150 200 250 300 350 400 450 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081022\
Data File : BF129696.D

Acq On : 10 Aug 2022 15:32
Operator : CG\JU

Sample : N4o79-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 20 1-Decanol, 2-hexyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.357 235.06 ng 11243300  Perylene-d12 15.504
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 81
2 2-Hexyldecyl isobutyrate 312 C20H4002 1000368-55-3 76
3 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 68
4 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 68
5 2-Hexyldecyl butyrate 312 C20H4002 1072782-00-3 62
Abundance Scan 2392 (16.357 min): BF129696.D\data.ms (-2383) (- m/z 57.10 100.00%
57.1
5000 111.1 /M/L/\
257.3 - -
‘ ‘ ( 16.00 16.50
ol A AkAL L LA L 338339L4 4624 m/z 43.10  61.67%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #126381: 1-Decanol, 2-hexyl-
57.0
5000 — —
111.0 16.00 16.50
m/z 71.10  58.96%
O\\‘I\H“\”\‘\‘\J“\|\|‘\J‘\i“\\]79\6‘\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #214920: 2-Hexyldecyl isobutyrate
43.0
— —
16.00 16.50
5000 111.0 ITI/Z 55.10 45.36%
‘I om0 0
ol LU ‘ul‘\?‘?‘o_‘k L —
m/z--> 0 50 lOO 150 200 250 300 350 400 450
Abundance #161356: 1-Dodecanol, 2-hexyl- “ 7
57.0 16.00 16.50
m/z 83.10  43.33%
5000
111.0
| ”H‘| 167.0  252.0
0‘MpuH‘WMMHH"m_m_m_m_m_m P e
m/z--> 0 50 100 150 200 250 300 350 400 450 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081022\
Data File : BF129696.D

Acqg On : 10 Aug 2022 15:32
Operator : CG\JU

Sample : N4@79-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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|
Hexanoic acid, ... 7.798 165.5 ng 16197100 2 8.122 1957200 20.0
Cyclobutane-1,1... 8.433 262.4 ng 25680700 2 8.122 1957200 20.0
Pentafluoroprop... 10.280 159.0 ng 65036600 3 9.904 8181590 20.0
1-Octanol, 5,7,... 10.963 315.0 ng 19846600 4 11.398 1260200 20.0
Tetradecanoic acid 11.151 387.4 ng 24407200 4 11.398 1260200 20.0
1-Tetradecanol 11.192 286.4 ng 18048900 4 11.398 1260200 20.0
unknown11.939 11.939 212.7 ng 13401800 4 11.398 1260200 20.0
n-Hexadecanoic ... 11.998 230.6 ng 14531900 4 11.398 1260200 20.0
Isopropyl palmi... 12.163 260.5 ng 16413000 4 11.398 1260200 20.0
unknown12.386 12.386 206.2 ng 12990700 4 11.398 1260200 20.0
unknown12.433 12.433 165.5 ng 10426800 4 11.398 1260200 20.0
i-Propyl 16-met... 12.745 839.0 ng 45484000 5 14.057 1084280 20.0
Octadecanoic acid 12.798 273.3 ng 14814700 5 14.057 1084280 20.0
unknown12.845 12.845 200.5 ng 10870400 5 14.057 1084280 20.0
unknown13.116 13.116 154.4 ng 8368380 5 14.057 1084280 20.0
Benzoic acid, t... 13.339 1128.9 ng 61200800 5 14.057 1084280 20.0
Benzoic acid, 2... 13.404 176.1 ng 9545940 5 14.057 1084280 20.0
Benzoic acid, t... 13.680 885.5 ng 48007800 5 14.057 1084280 20.0
Carbonic acid, ... 13.874 345.9 ng 18753400 5 14.057 1084280 20.0
1-Decanol, 2-he... 16.357 235.1 ng 11243300 6 15.504 956641 20.0
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