LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129445.D

Acq On : 29 Jul 2022 16:58
Operator : CG\JU

Sample : N3949-01

Misc :

ALS Vvial : 4  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : @ Peak Location: TOP

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

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

Signal : TIC: BF129445.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.510 545 548 554 rVB 1377892 1277018 1.80% 0.200%
2 5.846 600 605 608 rBV 2398021 2732596 3.85% 0.428%
3 6.522 717 720 724 rBV 728317 732959 1.03% 0.115%
4 6.634 734 739 742 rVB 581564 957924 1.35% 0.150%
5 6.881 778 781 784 rBV 1037366 892328 1.26% 0.140%
6 6.957 788 794 797 rBV 6688095 9074086 12.78% 1.422%
7 7.451 873 878 880 rBV 2820511 2737719 3.86% 0.429%
8 7.928 891 959 961 rBV 6880730 71004871 100.00% 11.125%
9 8.093 975 987 988 rBvV2 1585030 3394961 4.78% 0.532%
10 8.140 988 995 997 rBV 1685332 3012441 4.24% 0.472%
11  8.169 997 1000 1002 rVV 1284845 1431936 2.02% 0.224%
12 8.751 1095 1099 1102 rVB 3636582 2906049 4.09% 0.455%
13 9.187 1156 1173 1175 rBV 3082643 8333480 11.74% 1.306%
14  9.245 1179 1183 1186 rBV 4849820 4082923 5.75% 0.640%
15 9.316 1192 1195 1198 rVB 2618732 1944257 2.74% ©0.305%
16 9.528 1229 1231 1237 rVV 1256791 1529466 2.15% 0.240%
17 9.739 1264 1267 1273 rBV2 4245482 4828259 6.80% ©.757%
18 9.845 1282 1285 1289 rVV 2489790 2247185 3.16% 0.352%
19 9.928 1296 1299 1302 rVV2 2191045 2451067 3.45% 0.384%
20 9.963 1302 1305 1309 rVB 2954797 2813708 3.96% 0.441%
21 10.045 1317 1319 1327 rVB 1211750 1561249 2.20% 0.245%
22 10.234 1333 1351 1352 rBV 6268554 18390417 25.90% 2.881%
23 10.251 1352 1354 1363 rVB 4938456 5918088 8.33% 0.927%
24 10.551 1402 1405 1410 rVB 849755 1075754 1.52% ©0.169%
25 10.610 1412 1415 1418 rVB 1069009 809642 1.14% 0.127%
26 10.739 1431 1437 1443 rBV2 4690424 6774328 9.54% 1.061%
27 10.816 1447 1450 1453 rBV 911342 740032 1.04% 0.116%

28 10.951 1464 1473 1475 rBV2 5865155 8225575 11.58%  1.289%
29 10.981 1475 1478 1481 rVV 10801600 14132989 19.90%  2.214%
30 11.004 1481 1482 1491 rVB 7757012 8790490 12.38% 1.377%

31 11.104 1495 1499 1503 rBV3 601167 1166734 1.64% 0.183%
32 11.198 1513 1515 1520 rBV 4278463 4654364 6.55% 0.729%
33 11.251 1523 1524 1526 rVV 993488 922172 1.30% 0.144%
34 11.286 1526 1530 1539 rVB 8920578 11974506 16.86% 1.876%
35 11.363 1540 1543 1546 rBV 2589679 2099619 2.96% ©.329%

36 11.422 1549 1553 1556 rBV 1125080 1042737 1.47% 0.163%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129445.D

Acq On : 29 Jul 2022 16:58
Operator : CG\JU

Sample : N3949-01

Misc :

ALS Vvial : 4  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : @ Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF@072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.539 1568 1573 1577 rBV3 778679 1501927 2.12% 0.235%
38 11.633 1586 1589 1593 rBvV2 1523288 2137028 3.01% ©0.335%
39 11.669 1593 1595 1598 rVB2 897886 800849 1.13% 0.125%
40 11.798 1612 1617 1620 rBV3 1110204 1861315 2.62% 0.292%
41 11.857 1623 1627 1629 rBV2 795495 1033295 1.46% 0.162%
42 11.945 1638 1642 1644 rBV2 2120901 3127938 4.41% 0.490%
43 12.039 1656 1658 1661 rVB 1582259 1287316 1.81% 0.202%
44 12.075 1661 1664 1666 rBV2 1416055 1606475 2.26% 0.252%
45 12.128 1668 1673 1676 rBvV2 1970439 3580128 5.04% 0.561%

46 12.216 1680 1688 1690 rBV 12229524 22268051 31.36% 3.489%
47 12.433 1717 1725 1729 rBV6 6549634 18139601 25.55%  2.842%
48 12.580 1748 1750 1752 rVB2 7982605 6965078 9.81% 1.091%
49 12.610 1752 1755 1758 rBV2 6200273 10359622 14.59% 1.623%
50 12.722 1771 1774 1775 rBV 1865173 1736873 2.45% 0.272%

51 12.810 1775 1789 1794 rVV7 13358696 65356989 92.05% 10.240%
52 12.863 1796 1798 1803 rVV2 8635018 11819552 16.65% 1.852%
53 12.904 1803 1805 1808 rVB3 9568689 9139764 12.87% 1.432%
54 12.939 1808 1811 1818 rVB2 3966225 6179455 8.70% 0.968%
55 13.010 1818 1823 1824 rBV 15190505 22490837 31.68% 3.524%

56 13.045 1827 1829 1832 rVV2 1971651 1608939 2.27% ©0.252%
57 13.080 1832 1835 1838 rVB2 4252991 4884659 6.88% 0.765%
58 13.110 1838 1840 1843 rVB3 5406973 4211165 5.93% ©0.660%
59 13.133 1843 1844 1846 rVB 3908992 2280525 3.21% ©.357%
60 13.180 1846 1852 1853 rBV3 5308488 9020319 12.70% 1.413%

61 13.233 1859 1861 1865 rVV3 2885584 2830909 3.99%  0.444%
62 13.269 1865 1867 1872 rVB2 4271758 4306986 6.07% 0.675%
63 13.369 1876 1884 1886 rBV 14939646 31060143 43.74% 4.867%
64 13.392 1886 1888 1891 rVB2 7767455 6166336 8.68% 0.966%
65 13.439 1892 1896 1901 rBV2 5894454 8589432 12.10% 1.346%

66 13.516 1907 1909 1912 rVB 2308305 1853521 2.61% ©.290%
67 13.563 1915 1917 1919 rBV2 994270 931416 1.31% 0.146%
68 13.663 1931 1934 1935 rBV 3184566 2867833 4.04% 0.449%
69 13.710 1935 1942 1944 rVV 14371613 28089930 39.56% 4.401%
70 13.780 1951 1954 1957 rBV 3636533 3652556 5.14% ©.572%

71 13.916 1973 1977 1985 rVB 3678326 5098657 7.18% ©.799%
72 14.045 1991 1999 2002 rBV 14513095 26795115 37.74% 4.198%
73 14.280 2035 2039 2042 rBV 2745235 2664029 3.75% ©0.417%
74 14.527 2077 2081 2084 rVB2 2531936 2427262 3.42% ©.380%
75 14.580 2087 2090 2096 rVB 736347 952187 1.34% ©0.149%

76 14.674 2103 2106 2113 rVB2 608445 933603 1.31% ©0.146%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129445.D

Acqg On : 29 Jul 2022 16:58
Operator : CG\JU

Sample : N3949-01

Misc

ALS Vvial : 4  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : @ Peak Location: TOP

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

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

77 14.733 2113 2116 2119 rVB 803716 757690 1.07% 0.119%
78 14.957 2151 2154 2159 rVB 1078036 1231984 1.74% ©0.193%
79 15.180 2188 2192 2195 rVWV2 647162 930313 1.31% 0.146%
80 15.216 2195 2198 2208 rVB2 894161 1637122 2.31% 0.257%
81 15.433 2231 2235 2240 rVB 1827753 2340354 3.30% 0.367%
82 15.568 2254 2258 2268 rVB 723418 1082124 1.52% 0.170%

83 16.510 2402 2418 2422 rBV 12212155 39889413 56.18% 6.250%
84 17.792 2620 2636 2657 rVB2 7986062 31081169 43.77% 4.870%

Sum of corrected areas: 638231713
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129445.D

Acq On : 29 Jul 2022 16:58
Operator : CG\JU

Sample : N3949-01

Misc

ALS Vial : 4  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
Abundance TIC: BF129445.D\data.ms
2e+07
1.5e+07
le+07
6.957
5000000
5.846 7.451
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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: BF129445.D\data.ms
2e+07
12.216
1.5e+07
10.981
le+07 [ 11.286
11/004
928 10.234 10951
5000000 10.739 ! 11.198 1218
l 363 11-GAHPE5
1066100.816 14 1ha283 $2 8309738
ok — T — —— —— —— ——
Time--> 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF129445.D\data.ms
2e+07
13.710
14.045
1.5e+07
16.510
1e+07173°
17.792
3.780
[i
51366313 91
5000000{¥3-20 14.28014 527
4 5BRTBIA.95F gy pph 5433
-~
O ‘ T T ‘ T T ‘ T T ‘ T T T T ‘ T T ‘ 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\BF072922\
Data File : BF129445.D

Acq On : 29 Jul 2022 16:58
Operator : CG\JU

Sample : N3949-01

Misc

ALS Vial : 4  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 1 Ethanol, 2-butoxy- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
5.846 61.25 ng 2732600 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 78
2 Formic acid, 3,3-dimethylbut-2-y... 130 C7H1402 1000368-20-5 33
3 n-Butyl ether 130 C8H180 000142-96-1 32
4 Propanoic acid, 2-methylpropyl e... 130 C7H1402 000540-42-1 25
5 1,3-Propanediol, 2-methyl-, dipr... 202 C10H1804 054932-83-1 23

Abundance Scan 605 (5.846 min): BF129445.D\data.ms (-600) (-) m/z 57.10 100.00%

57.1
5000
41.1
87.0 ﬁ/\u‘uu,uu‘uu‘\u
719 ‘ 5.60 5.80 6.00 6.20
Ol il 1921 8O nsz 45,10 35.76%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10027: Ethanol, 2-butoxy-
57.0
5000 LB L B I LA R
41. 5.60 5.80 6.00 6.20
27l 87.0 m/z 41.10 34.39%
O\\‘\\H‘\H‘\“HH"\H\\‘H‘l\‘\\Z]“_\.R\‘\H‘\’H\\i\\\\‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15549: Formic acid, 3,3-dimethylbut-2-yl ester
57.0
SELNEP UV A S
5.60 5.80 6.00 6.20
5000 m/z 87.05 18.48%
41.0 87.0
0270,7L¢,,1150
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15665: n-Butyl ether “H““‘,“H““““
57.0 5.60 5.80 6.00 6.20

m/z 56.05 8.05%

5000
410 670
270 ‘ | 730 | 1010 1300
Ol e e e

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129445.D

Acq On : 29 Jul 2022 16:58
Operator : CG\JU

Sample : N3949-01

Misc

ALS Vial : 4  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 1-Hexanol, 2-ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.957 203.38 ng 9074090 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 59
3 2-Propyl-1-pentanol 130 C8H180 058175-57-8 47
4 Oxalic acid, isobutyl octyl ester 258 C14H2604 1000309-37-3 43
5 Carbonic acid, heptyl vinyl ester 186 C10H1803 1010383-25-4 43
Abundance Scan 794 (6.957 min): BF129445.D\data.ms (-788) (-) m/z 57.05 100.00%
57.0
5000 /L
83.0 R EERARREES R
“ﬂ ‘ ‘ 6.60 6.80 7.00 7.20
b 8 L 11211839 mjz 41.05  38.15%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
5000 T T T[T T T[T T orrrT
26.0 6.60 6.80 7.00 7.20
' 83.0 m/z 43.10  31.46%
L L LT e
O\\\‘\‘\l\\i\\\h‘\\‘\\“\\\\“\\}\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #92373: Heptane, 1,1'-oxybis-
57.0
S AW S ISP
6.60 6.80 7.00 7.20
5000 m/z 55.05 27.28%
‘ 97.0
O A0 3170 1710
m/z--> 20 40 60 80 100 120 140 160
Abundance #15693: 2-Propyl-1-pentanol N e S RERE o
57.0 6.60 6.80 7.00 7.20
m/z 56.05 21.05%
5000
29.0
83.0
SN 1 - N SO | S
m/z--> 20 40 60 80 100 120 140 160 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129445.D

Acq On : 29 Jul 2022 16:58

Operator : CG\JU

Sample : N3949-01

Misc

ALS Vial : 4  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 3 Hexanoic acid, 2-ethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
7.928 991.73 ng 71004900  Naphthalene-d8 8.169
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 59
3 2-Ethyl-4-methylpentanoic acid 144 C8H1602 000108-81-6 56
4 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 42
5 Octanoic acid, 2-methyl-, methyl... 172 C10H2002 002177-86-8 40
Abundance Scan 959 (7.928 min): BF129445.D\data.ms (-891) (-) m/z 73.05 100.00%
73.0 /
5000
41.1
101.1
‘ ‘ ‘ 7.60 7.80 8.00 8.20
| S “‘ b L 112011470 1682/, g5 10 82.06%
m/z--> 20 80 100 120 140 160
Abundance #24100. Hexanoic acid, 2-ethyl-
88.0
5000 41.0 T T T T T T
7.60 7.80 8.00 8.20
‘ 3 116.0 m/z 41.18  36.21%
15.0
O\\\’\}\\ \‘\\\’\\\‘\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 80 100 120 140 160
Abundance #35335. Heptanoic acid, 2-ethyl-
88.0
R AREEEEENESEEE R
7.60 7.80 8.00 8.20
5000 m/z 57.10 33.11%
41.0
el
0 m,w,“m:m‘m A/ — L
m/z--> 60 80 100 120 140 160
Abundance #24164: 2-Ethyl-4-methylpentanoic acid R AREEEEEE R
73.0 7.60 7.80 8.00 8.20
m/z 55.05 24.89%
5000 41.0
101.0
0 ?H \“,‘1‘\‘\‘!“‘, il M - “u . ‘1‘2‘9(9‘ R e
m/z--> 20 40 60 100 120 140 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129445.D

Acq On : 29 Jul 2022 16:58
Operator : CG\JU

Sample : N3949-01

Misc

ALS Vial : 4  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 n-Decanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.187 68.00 ng 8333480  Acenaphthene-d10 9.928

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 90
2 Octanoic acid 144 C8H1602 000124-07-2 50
3 Nonanoic acid 158 C9H1802 000112-05-0 50
4 Decanoic acid, silver(1+) salt 278 C1OH19Ag02 013126-67-5 50
5 Propanedioic acid, propyl- 146 Cé6H1004 000616-62-6 47
Abundance Scan 1173 (9.187 min): BF129445.D\data.ms (-1156) (-) m/z 60.00 100.00%
60.0
5000 129.1 /L
RERRRREEEEEE S SE R o
SQ‘H | 8‘7"0 21 8.80 9.00 9.20 9.40 9.60
Obrrr et b L 3080 | 150.01721 1961 o 73 09 91.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46961: n-Decanoic acid
60.0
5000 [T i T rrrrprrrrri
129.0 8.80 9.00 9.20 9.40 9.60
29.0 870 m/z 41.10 56.70%
' 172.0
O i \‘i‘\‘\ \“1“‘\‘1“1‘\ ‘”M\ T \“%\0\8”\)‘ T “\ T 1 T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24059: Octanoic acid
60.0
RERREEEE SR
8.80 9.00 9.20 9.40 9.60
5000 m/z 55.05 50.87%
29.0 85.0
L L[580 sano
0 H\“\!M‘H\\U‘\‘H‘\‘HHH“\H‘\‘\H\‘}\H‘\H\‘H\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35299: Nonanoic acid AR e RARE
60.0 8.80 9.00 9.20 9.40 9.60
m/z 43.10 50.86%
5000
29.0 115.0
e T s
ol bbb e e BRSanESTARS A bsa el
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129445.D

Acq On : 29 Jul 2022 16:58
Operator : CG\JU

Sample : N3949-01

Misc

ALS Vial : 4  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 Dodecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.233 150.06 ng 18390400  Acenaphthene-d10 9.928
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 97
2 Undecanoic acid 186 C11H2202 000112-37-8 72
3 Nonanoic acid 158 C9H1802 000112-05-0 58
4 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 46
5 Octanoic acid 144 C8H1602 000124-07-2 46
Abundance Scan 1351 (10.234 min): BF129445 D\data.ms (-1333) (-] m/z 73.05 100.00%
73.0
41.1
5000
129.0
157.1 P P
1011
L L 202 5, I
om‘wwm Ll ‘Huww‘tm‘Hwa”www m/z 60.00 92.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75716: Dodecanoic acid
60.0
5000 —r— e
129.0 10.00 10.50
157.0
29.0 870 m/z 41.10 64.14%
TG
OH\‘\‘\H‘U‘HH\“\‘}\‘\‘H\w\}h““\\‘h\‘\\‘H‘i‘\\H‘\\‘H‘H\\l\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #60689: Undecanoic acid
60.0
— —
10.00 10.50
5000 m/z 43.10 63.93%
29.0 870 129.0
LA 1] sraeee
N R T R e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #35300: Nonanoic acid T —
60.0 10.00 10.50
m/z 55.05 58.49%
5000
115.0
29.0 870 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

8270-BF072522.M Mon Aug 01 15:07:47 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129445.D

Acq On : 29 Jul 2022 16:58
Operator : CG\JU

Sample : N3949-01

Misc

ALS Vial : 4  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 Cyclododecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.251 48.29 ng 5918090  Acenaphthene-d10 9.928
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclododecane 168 C12H24 000294-62-2 91
2 n-Tridecan-1-o0l 200 C13H280 000112-70-9 91
3 Cetene 224 C16H32 000629-73-2 91
4 Formic acid, dodecyl ester 214 C13H2602 028303-42-6 91
5 Pentadecafluorooctanoic acid, do... 582 C20H25F1502 1000406-04-2 91
Abundance Scan 1354 (10.251 min): BF129445.D\data.ms (-1352) (- m/z 55.10 100.00%
55.1
83.1
5000
111.1 — AL
10.00 10.50
154.2
0 Hl“ AT 182120702818y 69,10 82.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43471: Cyclododecane
55.0
83.0
5000 A s
10.00 10.50
29.0 -
111.0 m/z 43.10 78.28%
‘ 140.0 168.0
O' \\!‘\\‘!\‘\‘\\\"\\\\‘\1\\‘\\\\‘\\\\’\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #76025: n-Tridecan-1-o0
530 830
— —
10.00 10.50
5000 m/z 41.10 76.45%
111.0
29.0
154.0
0 H‘_\;H“h‘m |
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance #104590: Cetene T ——
41,0 10.00 10.50
m/z 83.10 74.69%
5000
0 “ ‘ 125 0 1540 224.0
ERaEE ‘H“H“H“W“w“u‘u“_“w“u‘ e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50

8270-BF072522.M Mon Aug 01 15:07:48 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129445.D

Acq On : 29 Jul 2022 16:58
Operator : CG\JU

Sample : N3949-01

Misc

ALS Vial : 4  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 1-Octanol, 5,7,7-trimethyl-... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.951 157.77 ng 8225580  Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 80
2 3-Propionyloxytridecane 256 C16H3202 1000245-62-5 53
3 Ditetradecyl ether 410 C28H580 005412-98-6 53
4 Hexanoic acid, 3,5,5-trimethyl-,... 340 C22H4402 1000406-26-2 50
5 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 50
Abundance Scan 1473 (10.951 min): BF129445.D\data.ms (-1464) (- m/z 57.10 100.00%
57.1
11,00
7.0 1402 :
196.2
0l M VPG 0T 1962 2853 4/ a1.10  16.59%
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 1
11.00
m/z 83.10 13.62%
7.0 140.0
OJ-\S\.Q\ \H“\ M T \h“ \‘“\‘\ \‘ ‘ \ T \2‘1\‘3\0\\25‘5)\(\)\ T ‘ T 1T ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #143529: 3-Propionyloxytridecane
57.0
—r=
11.00
5000 m/z 69.10 12.39%
115.0
182.0
omu‘m“‘\u‘ﬂ O Vi 2 £
m/z--> 50 100 150 200 250 300 350
Abundance #308228: Ditetradecyl ether T
57.0 11.00
m/z 55.10 11.73%
197.0
5000
w) || M
ol LA L “JJWW\_M‘2‘699‘_‘”‘35‘%-' s,
m/z--> 50 100 150 200 250 300 350 11.00

8270-BF072522.M Mon Aug 01 15:07:49 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129445.D

Acq On : 29 Jul 2022 16:58
Operator : CG\JU

Sample : N3949-01

Misc

ALS Vial : 4  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 8 Butyl decyl ether Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.981 271.07 ng 14133000  Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butyl decyl ether 214 C14H3e0 1000406-40-2 72
2 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 72
3 2-Decanol, propanoate 214 C13H2602 055683-11-9 53
4 Butyl octadecyl ether 326 C22H460 1000406-40-6 53
5 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 53
Abundance Scan 1478 (10.981 min): BF129445.D\data.ms (-1475) (- m/z 57.10 100.00%
57.1
97.1 El.l‘Od
140.2 .
213.2
oH_m“‘m““,m“\‘,‘:‘H“‘\Hhu‘Jm“w‘lﬂ%”www‘???’ﬁ” m/z 41.16  20.54%
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #92364: Butyl decyl ether
57.0
5000 L
11.00
m/z 83.10 19.03%
20k e
O H‘\H\‘HH"\H\\’\‘H\““H‘!\‘\\H}HH‘HH’HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161364: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty
57.0
—=
11.00
5000 m/z 69.10 16.50%
97.0
Ot b o 37102190 2550
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #92080: 2-Decanol, propanoate —
57.0 11.00
m/z 55.10 14.26%
B ML—
N B L ST TR )\
m/z--> 20 40 60 80 100120140160 180200220 240260 11.00

8270-BF072522.M Mon Aug 01 15:07:50 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129445.D

Acq On : 29 Jul 2022 16:58
Operator : CG\JU

Sample : N3949-01

Misc

ALS Vial : 4  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 Trifluoroacetic acid, penta... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.004 168.60 ng 8790490  Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 53
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 53
4 1-Hexacosene 364 C26H52 018835-33-1 53
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 53
Abundance Scan 1482 (11.004 min): BF129445.D\data.ms (-1481) () ' m/z 57.10 100.00%
57.1
T \
‘ ‘ 97.1 1401 2132 11.00
ol I i)y 140117612132 2853 sp7€ . 4110 18.34%
mfz--> 50 100 150 200 250 300
Abundance #228955: Trifluoroacetic acid, pentadecyl ester
57.0
97.0
5000 = :
11.00
m/z 83.10 17.79%
40.0
OL\5 \Q‘\ \‘ ‘ T ‘ ‘ “ \ \‘\ ‘“ H T J\-8\2\0‘ } L \25“5\.(? T \3(‘)6\‘0\ L
miz--> 50 100 150 200 250 300
Abundance #161364: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty
57.0
T [
11.00
5000 ITI/Z 69.10 14.85%
97.0 1400
ol LA L Tl BR0ess0
miz--> 50 100 150 200 250 300
Abundance #249041: Acetic acid, 3,7,11,15-tetramethyl-hexadecyl es = ‘
57.0 11.00
m/z 55.10 12.75%
5000 97.0
Wi
1
oL ‘H“ ‘\‘H‘Hh h‘ M uh H ! — “9\6‘9‘2?’8‘9‘2‘8‘0‘0 e =
m/z--> 50 100 150 200 250 300 11.00

8270-BF072522.M Mon Aug 01 15:07:50 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129445.D

Acq On : 29 Jul 2022 16:58
Operator : CG\JU

Sample : N3949-01

Misc

ALS Vial : 4  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 1-Hexadecanol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.198 89.27 ng 4654360  Phenanthrene-di0 11.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 95
2 Acetic acid, trifluoro-, dodecyl... 282 C14H25F302 006222-00-0 94
3 1-Tridecene 182 C13H26 002437-56-1 93
4 Cetene 224 C16H32 000629-73-2 91
5 n-Pentadecanol 228 C15H320 000629-76-5 91

Abundance Scan 1515 (11.198 min): BF129445.D\data.ms (-1513) (- m/z 55.10 100.00%

53.1
97.1
5000

I

1100 1150
402 1851 2202 |

ok “hqh LL SENER879  3BLi nz 43.10 96.79%

H ‘
miz--> 50 100 150 200 250 300
Abundance #126374: 1-Hexadecanol
43.0
83.0

5000 - ——
11.00 11.50

m/z 69.10 78.09%

04 ‘ih“‘\‘ J h : “\ T \1\96‘9\ L e s s
miz--> 50 100 150 200 250 300
Abundance #175497: Acetic acid, trifluoro-, dodecyl ester
69.0

T
11.00 11.50
5000 m/z 41.10 77.40%

11.0
29.0
168.0
ow““““‘ L4 T HB0 aeao
m/z--> 50 100 150 200 250 300
Abundance #56951: 1-Tridecene ; .

\
55.0 11.00 11.50
m/z 83.10 77.28%

97.0
5000
oiso 111 s ‘

m/z--> 50 100 150 200 250 300 11.00 11.50

8270-BF072522.M Mon Aug 01 15:07:51 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129445.D

Acq On : 29 Jul 2022 16:58
Operator : CG\JU

Sample : N3949-01

Misc

ALS Vial : 4  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 1-Decanol, 2-hexyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.286 229.68 ng 11974560  Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 91
2 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 91
3 2-Hexyl-1-octanol 214 C14H300 019780-79-1 91
4 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 91
5 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 91
Abundance Scan 1530 (11.286 min): BF129445.D\data.ms (-1526) (- m/z 57.10 100.00%
57.1
—= —
‘ ‘ ‘2511542 1962 11.00 11.50
Obrrrerrlb b Ml L7 4542 196.2224.2282.1 ;43,10 65.55%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126381: 1-Decanol, 2-hexyl-
57.0
85.0
5000 . -
11.00 11.50
290 125.0 m/z 71.10 65.03%
DAL o sseozs
O\\\‘\‘\‘\\“M\\““\1}\“\‘H‘\‘\H‘\‘\‘\H‘WHH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #161356: 1-Dodecanol, 2-hexyl-
57.0
—= =
11.00 11.50
5000 85.0 m/z 55.10 55.507%
290 125.0
ol A A AL L 5401820 22402520
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92365: 2-Hexyl-1-octanol T —
57.0 11.00 11.50
m/z 41.10 47.28%
5000
o 1250 168.0196.0
- T ‘ T T ‘ T
m/z--> 20 40 60 80 100120140160180200220 240260 11.00 11.50

8270-BF072522.M Mon Aug 01 15:07:52 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129445.D

Acq On : 29 Jul 2022 16:58

Operator : CG\JU

Sample : N3949-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

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

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 unknownll.945 Concentration Rank 18

R.T EstConc Area Relative to ISTD R.T.
11.945 59.99 ng 3127940  Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Isopropyl palmitate 298 C19H3802 000142-91-6 45
2 8-Methylnonanoic acid, isopropyl... 214 C13H2602 1000452-00-6 38
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 35
4 8-Methylnonanoic acid, n-propyl ... 214 C13H2602 1010452-00-5 35
5 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 27

Abundance Scan 1642 (11.945 min): BF129445.D\data.ms (-1638) (- m/z 43.10 100.00%
3.1
5000 1021 MMJLV/
39.1 194.2 256.3 ‘12I00‘
I bbb, | |~ 208 ;
O ot b bl L 998 m/z 57.10 57.08%
miz--> 50 100 150 200 250 300
Abundance #197283: Isopropyl palmitate
43.0
102.0
5000 256.0 12.00
m/z 55.10 49.81%
b 220 (T asol |
ol ‘h“ } ‘ML ‘\h” M‘\ \\H m \‘ L “‘ \2199‘ - ‘2‘98‘(
m/z--> 150 200 250 300
Abundance #92169. 8—Methylnonan0ic acid, isopropyl ester
43.0
——
12.00
5000 102.0 m/z 41.10 48.81%
173.0
ol L“ L Hm ‘m‘ w ‘H ‘H‘ o140
m/z--> 150 200 250 300
Abundance #143508: n-Hexadecanoic acid ——
43. 256.0 12.00
m/z 60.00 38.21%
5000
129.0
213.0
H | 71.0 ‘
[o ) — \H‘whh‘\ uu‘hm ‘\\‘ . ‘ . ‘u\‘ - “‘ —— P
miz--> 150 200 250 300 12.00

8270-BF072522.M Mon Aug 01 15:07:53 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129445.D

Acq On : 29 Jul 2022 16:58
Operator : CG\JU

Sample : N3949-01

Misc

ALS Vial : 4  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 unknownl2.128 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.128 68.67 ng 3580130  Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Propanoic acid 74 C3H602 000079-09-4 43
2 Diethanolamine 105 C4H11NO2 000111-42-2 43
3 1,2,3,4-Pentadecanetetrol, [2R-(... 276 C15H3204 136953-05-4 37
4 Methylcyclohexylacetate 156 C9H1602 014352-61-5 30
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 25
Abundance Scan 1673 (12.128 min): BF129445.D\data.ms (-1668) (- m/z 74.10 100.00%
74.1
5000 M
1111 228.2 12,00 12:50
i m Wl ARERI9L2 | 2833 3260 Lo 4310 se.25%
miz--> 50 100 150 200 250 300
Abundance #933: Propanoic acid
28.0 74.0
5000 ao— ——
12.00 12.50
‘ m/z 57.10 42.66%
O T \“ W‘M“‘\ T T ‘ L ’ L ’ L ’ L ’ L
miz—-> 50 100 150 200 250 300
Abundance #5544 Diethanolamine
74.0
—— —
12.00 12.50
5000/ 30.0 m/z 55.10 35.08%
ow‘““u‘”‘m"u‘HH,HH,HH,HH,‘H
miz--> 50 100 150 200 250 300
Abundance #168469: 1,2,3,4-Pentadecanetetrol, [2R-(2R*,35*,4S*)]- —— ——
74.0 12.00 12.50
m/z 41.10 29.72%
5000 M
29. ‘
ol Ll M0 e002150 5570 e
m/z--> 50 100 150 200 250 300 12.00 12.50

8270-BF072522.M Mon Aug 01 15:07:53 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129445.D

Acq On : 29 Jul 2022 16:58

Operator : CG\JU

Sample : N3949-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method :
Quant Title

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M
: 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 TIsopropyl palmitate Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
12.216 427.11 ng 22268100  Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Isopropyl palmitate 298 C19H3802 000142-91-6 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 60
3 N-Cyclooct-4-enylacetamide 167 C1OH17NO 170952-69-9 25
4 Estra-1,3,5(10)-trien-17.beta.-ol 256 C18H240 002529-64-8 25
5 N-(4-Methylphenyl)methanesulfona... 257 C11H19NO2SSi  1000486-49-3 15

Abundance Scan 1688 (12.216 min): BF129445.D\data.ms (-1680) (- m/z 43.10 100.00%
43.1
256.3
102.1
5000
213.2 U T
L 171.1 ‘ 12.00 12.50
ol WABTAL L L Lo L 2983 s ose 05 72.45%
m/z--> 50 100 150 200 250 300
Abundance #197285: Isopropyl palmitate
43.0
102.0
5000 ool ——
256.0 12.00 12.50
m/z 102.10 62.58%
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 m/Z 60.05 57.84%
129.0
213.0
171.0 ‘
N H\H\_W\H Ul b b
m/z--> 100 150 200 250 300
Abundance #42401: N-Cyclooct-4-enylacetamide T —
43.0 820 12.00 12.50
m/z 257.25 51.23%
167.0
5000 24.0
m/z--> 0 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129445.D

Acq On : 29 Jul 2022 16:58
Operator : CG\JU

Sample : N3949-01

Misc

ALS Vial : 4  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 wunknownl2.433 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.433 347.92 ng 18139600  Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Isopropyl stearate 326 C21H4202 000112-10-7 41
2 L-Aspartic acid, N-acetyl-, dime... 203 C8H13NO5 057289-64-2 14
3 N-Cyclohexylpentanamide 183 C11H21NO 002763-66-8 14
4 1-Heneicosanol 312 C21H440 015594-90-8 11
5 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 11

Abundance Scan 1725 (12.433 min): BF129445.D\data.ms (-1717) (- m/z 102.10 100.00%

43.1 102.1
222.3
5000

ol m/z 43.10  95.43%
miz--> 50 100 150 200 250 300
Abundance #232200: Isopropyl stearate
102.0
284.0
5000 R
60.0 12.50

m/z 222.25 72.44%

185.0
H #43.0 [ 240 ‘ ‘ 326.(
NN r “H“M\“\“u‘\‘u\u‘ \‘\" e \‘ . “ ‘ " - - ik
m/z--> 50 100 150 200 250 300
Abundance #79088: L-Aspartic acid, N-acetyl-, dimethyl ester
102.0

o

144.0 12.50
5000 m/z 105.05 69.76%
43.0
SN BISI VR T E—
m/z--> 50 100 150 200 250 300
Abundance #57820: N-Cyclohexylpentanamide ]
102.0 12.50

m/z 41.10 53.75%

so00/ 60 141.0 M
180 | 183.0

m/z--> 50 100 150 200 250 300 12.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129445.D

Acq On : 29 Jul 2022 16:58
Operator : CG\JU

Sample : N3949-01

Misc

ALS Vial : 4  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 unknownl2.580 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.580 133.59 ng 6965080  Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 25
2 .beta.-d-Lyxofuranoside, 5-0-ace... 344 C16H29B05S 1000154-06-5 10
3 5-Chloro-2-methylthiophenol, S-a... 200 C9H9C10S 1000463-44-0 10
4 .beta.-d-Lyxofuranoside, 5-0-ace... 372 C18H33BO05S 1000154-39-0 9
5 2-Chloro-6-methylthiophenol, S-a... 200 C9H9Cl0S 1000463-12-9 9
Abundance Scan 1750 (12.580 min): BF129445.D\data.ms (-1748) (- m/z 43.10 100.00%
43.1
5000 158.2 W
213.2 284.3
T \
12.50
0y : m/z 158.15  45.25%
miz--> 50 100 150 200 250 300
Abundance #179092: Octadecanoic acid
43.0
5000 R
129.0 284.0 12.50
3.0 m/z 71.10 42.78%
‘ 185.0 241.0
O\\‘\ “‘HM‘H‘ \\\‘\ \\\\‘ ‘\\\‘\‘\\\\‘
miz—-> 50 100 150 200 250 300
Abundance #252838: .beta.-d-Lyxofuranoside, 5-O-acetyl-2,3-O-ethy
43.0
T \
12.50
5000 213.0 m/z 55.10 38.97%
111.0
‘ ‘ 1530
ob i Ll L 2550 s010 304
miz--> 50 100 150 200 250 300
Abundance #76569: 5-Chloro-2-methylthiophenol, S-acetyl- —— ‘
43.0 12.50
m/z 41.10 36.89%
158.0
5000
121.0 ‘ 200.0
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129445.D

Acq On : 29 Jul 2022 16:58
Operator : CG\JU

Sample : N3949-01

Misc

ALS Vial : 4  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 wunknownl2.610 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.610 198.70 ng 10359600  Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Isopropyl stearate 326 C21H4202 000112-10-7 42
2 i-Propyl 16-methyl-heptadecanoate 326 C21H4202 1000336-66-3 30
3 Octadecanoic acid 284 (C18H3602 000057-11-4 27
4 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 22
5 3,6-Epoxy-2H,8H-pyrimido[6,1-b][... 284 C12H16N206 041547-69-7 22

Abundance Scan 1755 (12.610 min): BF129445.D\data.ms (-1752) (- m/z 43.10 100.00%

5000 J\/MM/\N
—— —
12.50 13.00
ol m/z 57.10  73.84%
miz--> 50 100 150 200 250 300
Abundance #232196: Isopropyl stearate
43.0
102.0
284.0
5000 7 ——
12.50 13.00
m/z 71.10  54.54%
“ #43.0 1690 2410 ‘ 326.(
Ot “" ‘\M‘N ‘\"‘\ \‘ \‘\ “ T \‘ T s T T
miz--> 50 100 150 200 250 300
Abundance #232241: i-Propyl 16-methyl-heptadecanoate
284.0

T T
12.50 13.00
m/z 41.10 47.23%

5000

é

0,

miz--> 50 100 150 200 250 300
Abundance #179091: Octadecanoic acid —— —
43.0 12.50 13.00
m/z 55.10 44.63%

5000 129.0
3.0

1850 5410 284.0

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129445.D

Acq On : 29 Jul 2022 16:58
Operator : CG\JU

Sample : N3949-01

Misc

ALS Vial : 4  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 18 1i-Propyl 16-methyl-heptadec... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

12.810 48.78 ng 65357000  Chrysene-d12 14.098
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 i-Propyl 16-methyl-heptadecanoate 326 C21H4202 1000336-66-3 89
2 Isopropyl stearate 326 C21H4202 000112-10-7 46
3 Heneicosanoic acid, isopropyl ester 368 C24H4802 1000405-13-6 27
4 Heptanoic acid, 2,2-dimethyl-6-o... 186 C10H1803 000926-27-2 25
5 8-Methylnonanoic acid, isopropyl... 214 C13H2602 1000452-00-6 25

Abundance Scan 1789 (12.810 min): BF129445.D\data.ms (-1775) (- m/z 43.10 100.00%
3.1

9.

5000 102.1

284.3

-

“ T
12.50 13.00
m/z 57.10 55.17%

0
miz--> 50 100 150 200 250 300 350
Abundance #232241: i-Propyl 16-methyl-heptadecanoate
57.0 102.0 284.0

#

5000 — —
12.50 13.00
m/z 41.18 47.08%

O,

N
w
o

miz--> 50 100 150 200 250 300 350
Abundance #232196: Isopropyl stearate
102.0 — e
12.50 13.00
5000 284.0 m/z 102.10  42.84%
185.0
LU deo0™5 2] | s
(oS R R AT Y S NN RPN S M oA
m/z--> 50 100 150 200 250 300 350
Abundance #277581: Heneicosanoic acid, isopropyl ester P —
43.0 12.50 13.00
m/z 284.30 37.10%
102.0
5000
326.0
o Ll aeosozzmo w0 | s A
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\BF072922\
Data File : BF129445.D

Acq On : 29 Jul 2022 16:58
Operator : CG\JU

Sample : N3949-01

Misc

ALS Vial : 4  Sample Multiplier: 1

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

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Hexyldecyl propionate

Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
16.510 737.24 ng 39889400  Perylene-d12 15.569
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Hexyldecyl propionate 298 C19H3802 1072781-99-7 68
2 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 64
3 2-Hexyldecyl butyrate 312 C20H4002 1072782-00-3 49
4 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 49
5 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 49

Abundance Scan 2418 (16.510 min): BF129445.D\data.ms (-2402) (-
57.1

5000 111.1
257.3

0 luu} \y‘\u\\h P ‘H 1. 33833914 4625

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

Abundance #197289: 2-Hexyldecyl propionate
57.0
5000
111.0

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

Abundance #126381: 1-Decanol, 2-hexyl-
57.0
5000 111.0
‘ 196.0
ol AL J‘ H‘J"' et

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

m/z 57.10 100.00%

B

16.50

m/z 43.10  63.45%

%.

16.50

m/z 71.10 63.11%

.

16.50

m/z 111.10  47.57%

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

Abundance #214915: 2-Hexyldecyl butyrate P T
71.0 16.50
m/z 55.10 47.00%
5000 NﬂJ\//tﬁ
224.0
ol ‘H L ‘\ | L2940
H“_ R e R R e AR REERERR R —

16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129445.D

Acq On : 29 Jul 2022 16:58
Operator : CG\JU

Sample : N3949-01

Misc

ALS Vial : 4  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 2-Hexyldecyl isobutyrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.792 574.45 ng 31081200  Perylene-d12 15.569
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 Ethanol, 2-(hexadecyloxy)- 286 C18H3802 002136-71-2 58
Abundance Scan 2636 (17.792 min): BF129445.D\data.ms (-2620) (- m/z 57.10 100.00%
57.1
285.3 — —
‘ H 224.3 \ 17.50 18.00
ob LAk L 411092 me‘“ 20644194 4901 sz 71.16  61.65%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #126381: 1-Decanol, 2-hexyl-
57.0
5000 — —
1110 17.50 18.00
m/z 43.10 61.06%
O\\“\J‘\”\‘J‘\J“\‘\\“l\”l‘\\]:Q\G‘YO\\!‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #214920: 2-Hexyldecyl isobutyrate
43.0
— —
17.50 18.00
5000 111.0 ITI/Z 55.10 44 ,.37%
L} oo
ol AAkLLL 0, HJ‘HV‘?‘?“‘-P“Wm_m,w
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #161356: 1-Dodecanol, 2-hexyl- — —
57.0 17.50 18.00
m/z 69.10  42.53%
5000
111.0
ofbkbllihgeze 220 e L
m/z--> 0 50 100 150 200 250 300 350 400 450 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129445.D

Acq On : 29 Jul 2022 16:58
Operator : CG\JU

Sample : N3949-01

Misc :

ALS vial : 4 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|
Ethanol, 2-butoxy- 5.846 61.3 ng 2732600 1 6.881 892328 20.0
1-Hexanol, 2-et... 6.957 203.4 ng 9074090 1 6.881 892328 20.0
Hexanoic acid, 7.928 991.7 ng 71004900 2 8.169 1431940 20.0
n-Decanoic acid 9.187 68.0 ng 8333480 3  9.928 2451070 20.0
Dodecanoic acid 10.233 150.1 ng 18390400 3  9.928 2451070 20.0
Cyclododecane 10.251 48.3 ng 5918090 3  9.928 2451070 20.0
1-Octanol, 5,7,... 10.951 157.8 ng 8225580 4 11.422 1042740 20.0
Butyl decyl ether 10.981 271.1 ng 14133000 4 11.422 1042740 20.0
Trifluoroacetic... 11.004 168.6 ng 8790490 4 11.422 1042740 20.0
1-Hexadecanol 11.198 89.3 ng 4654360 4 11.422 1042740 20.0
1-Decanol, 2-he... 11.286 229.7 ng 11974500 4 11.422 1042740 20.0
unknownl1.945 11.945 60.0 ng 3127940 4 11.422 1042740 20.0
unknown12.128 12.128 68.7 ng 3580130 4 11.422 1042740 20.0
Isopropyl palmi... 12.216 427.1 ng 22268100 4 11.422 1042740 20.0
unknownl12.433 12.433 347.9 ng 18139600 4 11.422 1042740 20.0
unknownl12.580 12.580 133.6 ng 6965080 4 11.422 1042740 20.0
unknown12.610 12.610 198.7 ng 10359600 4 11.422 1042740 20.0
i-Propyl 16-met... 12.810 48.8 ng 65357000 5 14.098 26795100 20.0
2-Hexyldecyl pr... 16.510 737.2 ng 39889400 6 15.569 1082120 20.0
2-Hexyldecyl is... 17.792 574.5 ng 31081200 6 15.569 1082120 20.0
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