LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32922\
Data File : BF127564.D

Acqg On : 29 Mar 2022 14:38
Operator : CG\JU

Sample : N2154-02

Misc :

ALS vial : 9 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-BF032122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127564.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.299 167 172 184 rVB2 23437 48727 1.75% ©0.193%
2 3.787 250 255 260 rBvV 36661 62215 2.23% 0.247%
3 3.981 279 288 297 rBvV2 16828 41812 1.50% 0.166%
4 5.063 469 472 484 rBV 24668 43426 1.56% 0.172%
5 5.228 491 500 508 rBV3 49241 143329 5.15% 0.569%
6 5.328 512 517 526 rVB2 24238 44672 1.60% 0.177%
7 5.463 537 540 555 rBV 1055110 1202158 43.18% 4.773%
8 5.634 566 569 571 rBV 28240 32429 1.16% 0.129%
9 5.675 571 576 581 rVB3 47617 88572 3.18% 0.352%
10 5.787 592 595 609 rvB 150094 195774 7.03% 0.777%
11 6.140 652 655 659 rBv2 63013 73075 2.62%  0.290%
12 6.269 674 677 688 rVB4 34315 71231 2.56% 0.283%
13 6.434 699 705 709 rBV7 16875 33026 1.19% 0.131%
14 6.475 709 712 718 rBV 732979 846159 30.39%  3.360%
15 6.639 738 740 743 rBvV2 53518 51915 1.86% 0.206%
16 6.669 743 745 758 rVB2 42371 107644 3.87% 0.427%
17 6.763 758 761 764 rBV 63275 58535 2.10% 0.232%
18 6.834 770 773 777 rBV 588539 518537 18.62% 2.059%
19 6.892 777 783 786 rVvV 200512 257087 9.23% 1.021%
20 6.922 786 788 794 rVV2 146580 194508 6.99% 0.772%
21 6.998 797 801 808 rVB7 25649 48643 1.75% ©0.193%
22 7.081 811 815 818 rBV 36867 45725 1.64% 0.182%
23 7.245 833 843 846 rBV2 153866 205992 7.40% 0.818%
24 7.310 851 854 858 rVB 66799 75095 2.70% ©.298%
25 7.375 861 865 866 rBv2 100093 87877 3.16%  0.349%
26 7.404 866 870 876 rVV 1869683 1759363 63.19% 6.985%
27 7.451 876 878 883 rVB 53682 50895 1.83% 0.202%
28 7.516 885 889 890 rBV3 44847 51191 1.84% 0.203%
29 7.563 892 897 901 rvV 168086 236635 8.50% 0.940%
30 7.722 911 924 932 rVB 549317 1293918 46.48% 5.137%
31 7.857 944 947 949 rBV2 69921 50615 1.82% 0.201%
32 7.881 949 951 954 rVB4 39363 37290 1.34% 0.148%
33 7.969 954 966 970 rBV 352672 1028533 36.94% 4.084%
34 8.022 973 975 982 rVB 517690 558170 20.05% 2.216%
35 8.092 982 987 988 rBv4 81293 94702 3.40% 0.376%

36 8.116 988 991 993 rW 762461 613462 22.03% 2.436%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32922\
Data File : BF127564.D

Acqg On : 29 Mar 2022 14:38
Operator : CG\JU

Sample : N2154-02

Misc :

ALS vial : 9 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-BF032122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.139 993 995 997 rVB 102043 73815 2.65% ©.293%
38 8.204 1003 1006 1010 rVB3 55904 75117 2.70% ©.298%
39 8.245 1010 1013 1015 rBV3 63568 67763 2.43% 0.269%
40 8.269 1015 1017 1018 rW 54983 45040 1.62% 0.179%
41  8.292 1018 1021 1025 rVB2 137024 179315 6.44% 0.712%
42 8.333 1025 1028 1030 rBV 290769 326520 11.73% 1.296%
43  8.357 1030 1032 1036 rVB 326154 302057 10.85%  1.199%
44  8.410 1038 1041 1043 rBvV2 155708 167454 6.01% 0.665%
45  8.481 1050 1053 1055 rBvV 76855 71248 2.56% 0.283%
46  8.510 1055 1058 1062 rVV2 113990 182563 6.56% 0.725%
47  8.545 1062 1064 1066 rVV2 127126 131790 4.73% 0.523%
48 8.569 1066 1068 1070 rVV3 88447 96991 3.48% 0.385%
49 8.598 1070 1073 1078 rVV2 132728 177608 6.38% 0.705%
50 8.639 1078 1080 1084 rVB3 81595 78792  2.83% 0.313%
51 8.686 1085 1088 1091 rBV2 207416 187353 6.73% 0.744%
52 8.722 1091 1094 1098 rVB3 73452 85627 3.08% 0.340%
53 8.769 1100 1102 1108 rVB5 44430 56906 2.04% 0.226%
54 8.828 1108 1112 1114 rBV4 45664 57255 2.06% 0.227%
55 ~8.851 1114 1116 1119 rBV3 24406 32607 1.17% 0.129%
56 8.939 1129 1131 1135 rBV 50331 54902 1.97% 0.218%
57 8.986 1135 1139 1143 rVB6 55544 73374  2.64% 0.291%
58 9.022 1143 1145 1147 rBV 39509 38437 1.38% 0.153%
59 9.116 1159 1161 1164 rBV 228130 208447 7.49% 0.828%
60 9.192 1169 1174 1177 rVB 3179342 2784100 100.00% 11.054%
61 9.257 1177 1185 1187 rBV2 104479 102685 3.69% 0.408%
62 9.298 1188 1192 1195 rBV2 869064 869959 31.25% 3.454%
63 9.351 1199 1201 1206 rVwV 138445 119043 4.28% 0.473%
64 9.398 1206 1209 1213 rVB4 46095 59920 2.15% ©0.238%
65 9.457 1214 1219 1222 rBV6 43429 81342  2.92% 0.323%
66 9.516 1226 1229 1233 rVV6 38814 69658 2.50% 0.277%
67 9.575 1237 1239 1244 rVB2 76062 75363  2.71% 0.299%
68 9.633 1246 1249 1257 rVV 423584 434054 15.59% 1.723%
69 9.716 1259 1262 1268 rVB 106210 110061 3.95% 0.437%
70 9.804 1275 1278 1283 rVB 406463 349675 12.56%  1.388%
71  9.869 1286 1289 1293 rVB 815134 679581 24.41%  2.698%
72 10.016 1311 1314 1317 rVB2 67762 65819 2.36% 0.261%
73 10.075 1321 1324 1325 rBV2 37731 39217 1.41% 0.156%
74 10.098 1325 1328 1331 rVB 196055 163815 5.88% 0.650%
75 10.157 1335 1338 1342 rBV 312152 292136 10.49% 1.160%
76 10.257 1352 1355 1357 rBV2 56246 45979 1.65% 0.183%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32922\
Data File : BF127564.D

Acqg On : 29 Mar 2022 14:38
Operator : CG\JU

Sample : N2154-02

Misc :

ALS vial : 9 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-BF032122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 10.486 1391 1394 1395 rBV 44190 43314 1.56% 0.172%
78 10.504 1395 1397 1400 rVB 92806 68621 2.46% 0.272%
79 10.639 1416 1420 1421 rBV4 41957 43486 1.56% 0.173%
80 10.669 1421 1425 1431 rVB 1749780 1542108 55.39% 6.123%
81 10.986 1474 1479 1483 rVB2 104462 131370 4.72% 0.522%
82 11.122 1500 1502 1507 rVB3 35650 36764 1.32% 0.146%
83 11.222 1516 1519 1522 rVB 56659 40920 1.47% 0.162%
84 11.363 1540 1543 1547 rBV 814115 630051 22.63% 2.502%
85 11.739 1604 1607 1610 rVB 87919 73166 2.63% 0.291%
86 11.880 1628 1631 1636 rBV 79871 79814  2.87% ©0.317%
87 11.957 1641 1644 1647 rBV 43861 40949 1.47% 0.163%
88 12.663 1762 1764 1776 rVB4 29785 39341 1.41% 0.156%
89 12.839 1791 1794 1797 rBV 30145 34995 1.26% 0.139%
90 12.945 1808 1812 1816 rBV 2090109 1836424 65.96% 7.291%
91 13.839 1960 1964 1972 rBV 86203 126441 4.54% 0.502%
92 14.015 1990 1994 2004 rBV 434449 454077 16.31% 1.803%

93 15.498 2242 2246 2254 rVB 374183 497798 17.88% 1.976%

Sum of corrected areas: 25185964
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF032922\

BF127564.D
: 29 Mar 2022 14:38
: CG\JU
: N2154-02
: 9 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF032122.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32922\
Data File : BF127564.D

Acqg On : 29 Mar 2022 14:38
Operator : CG\JU

Sample : N2154-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Butanoic acid, 3-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
5.228 5.53 ng 143329 1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 78
2 Pentanoic acid 102 C5H1002 000109-52-4 39
3 1-Pentanamine 87 C5H13N 000110-58-7 9
4 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 9
5 Hexanoic acid 116 C6H1202 000142-62-1 9

Abundance Scan 500 (5.228 min): BF127564.D\data.ms (-491) (-) m/z 60.00 100.00%

60.0
- T /tk
AR R R RRARENEE
‘ | ‘ 87.0 5.00 5.20 5.40 5.60
0 H“H‘_“w"mi‘m“HWJM“M‘H“H‘M_“W“H‘ m/z 43.00 42.58%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4826: Butanoic acid, 3-methyl-
60.0
5000 L B I L LI LN B
41.0 5.00 5.20 5.40 5.60
27.0 9
‘ ‘ 870 m/z 41.05 33.96%
O\\‘]\.?\.(\)‘\\\\“‘\\\‘\i!\‘\\‘\\‘}‘\“\\\\“7\4\.\0\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4772: Pentanoic acid
60.0
e AREamAsREEE RS
5.00 5.20 5.40 5.60
5000 m/z 45.00 27.30%
73.0
27.0 41.0
o 380 L L 80 oo
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2141: 1-Pentanamine A ARaammens S

30.0 5.00 5.20 5.40 5.60
m/z 39.00 17.79%

5000

41.0 87.0
180 . |],l 580 690

m/z--> 10 20 30 40 50 60 70 80 90 100 5.00 5.20 5.40 5.60

—

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32922\
Data File : BF127564.D

Acqg On : 29 Mar 2022 14:38
Operator : CG\JU

Sample : N2154-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 Ethanol, 2-butoxy-

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
5.787 7.55 ng 195774  1,4-Dichlorobenzene-d4 6.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 83
2 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 40
3 Isobutyl ether 130 C8H180 000628-55-7 25
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 17
5 n-Butyl ether 130 C8H180 000142-96-1 16
Abundance Scan 595 (5.787 min): BF127564.D\data.ms (-592) (-) m/z 57.05 100.00%
57.0
5000
41.
7 87.0 5.40 5.60 5.80 6.00 6.20
Ol prerrprrre el pedlhpp e il b preer e e, m/z 45,805 38,50%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10024: Ethanol, 2-butoxy-
57.0
5000 [T frrrorrt
29.0 5.40 5.60 5.80 6.00 6.20
m/z 41.05 33.01%
87.0
il 4 \'O il 717' :
O H‘HH‘\HHHH‘\M\‘\H\‘\‘H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5036: 3,3-Dimethylbutane-2-ol
57.0
e A Rma s sy S
5.40 5.60 5.80 6.00 6.20
5000 4L m/z 87.05 15.93%
87.0
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15670: Isobutyl ether /LT‘H““NW““W““‘
57.0 5.40 5.60 5.80 6.00 6.20
m/z 56.05 6.76%
5000
41.0
0 27\"‘0 . ‘ L i 73.0 579 139'0
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32922\
Data File : BF127564.D

Acqg On : 29 Mar 2022 14:38
Operator : CG\JU

Sample : N2154-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 1-Hexanol, 2-ethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.892 9.92 ng 257087 1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
2 Carbonic acid, heptyl prop-1-en-... 200 C11H2003 1000382-54-1 47
3 1-Pentene, 4,4-dimethyl- 98 C7H14 000762-62-9 43
4 Oxalic acid, isobutyl octyl ester 258 C14H2604 1000309-37-3 43
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 42

Abundance Scan 783 (6.892 min): BF127564.D\data.ms (-777) (-)

m/z 57.05 100.00%

57.0
5000 411
83.1 e
‘ T 6.60 6.80 7.00 7.20
ol b TR 12T, 43,05 41.30%
m/z--> 0 20 40 60 80 100 120
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
5000 L B L B L AL SR
410 6.60 6.80 7.00 7.20
‘ 83.0 m/z 41.10  39.80%
98.0
0 T 120 ‘\ \‘i‘{‘\ T \“‘\ T “1 T \“ \]\_113\0‘ T
miz—-> 0 20 40 60 80 100 120
Abundance  #75535: Carbonic acid, heptyl prop-1-en-2-yl ester
57.0
e P
6.60 6.80 7.00 7.20
5000 21.0 m/z 55.05 31.85%
98.0
ol zsp Ll ) mosee
miz—-> 0 20 40 60 80 100 120
Abundance #3779: 1-Pentene, 4,4-dimethyl- R A BAEmanaEess S
57.0 6.60 6.80 7.00 7.20
m/z 56.10 23.90%
41.0
5000
83.0
m/z--> 0 20 40 60 80 100 120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32922\
Data File : BF127564.D

Acqg On : 29 Mar 2022 14:38
Operator : CG\JU

Sample : N2154-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 unknown6.922 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.922 7.50 ng 194508 1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3-Pentanedione, 4-methyl- 114 C6H1002 007493-58-5 11
2 Propanoic acid, 2-methyl-, hexyl... 172 C10H2002 002349-07-7 10
3 Acetamide, N-acetyl-N-methyl- 115 C5H9NO2 001113-68-4 9
4 1-Butanol 74 C4Hl1e0 000071-36-3 9
5 1-Hexene, 3,4-dimethyl- 112 C8H16 016745-94-1 9

Abundance Scan 788 (6.922 min): BF127564.D\data.ms (-786) (-) m/z 56.10 100.00%

56.1
5000 73.0 NﬂAbwwMMﬂ}K“w«/mj\pf
410 89.0 M o
M | 141 6.60 6.80 7.00 7.20
Obrrrrrerprrerprer bbb bbbt e m/z 43.10 0 76.66%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8176: 2,3-Pentanedione, 4-methyl-
43.0
5000 L LN B I B LR
6.60 6.80 7.00 7.20
m/z 73.05 45.80%
27.0 71.0
oL130 |, 1l 570 850 1140
\H‘H\\‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘H\\‘HH’HH‘HH‘H\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #47129: Propanoic acid, 2-methyl-, hexyl ester
43.0
R ARARaaaaEEE SR
6.60 6.80 7.00 7.20
5000 71.0 m/z 55.00 42.10%
89.0
57.0
b 20 L L amo
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8771: Acetamide, N-acetyl-N-methyl- AL Baaanne
43.0 6.60 6.80 7.00 7.20
m/z 89.05 25.74%
5000
15.0 73.0
58.0 87.0
oo zmo | L s
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32922\
Data File : BF127564.D

Acqg On : 29 Mar 2022 14:38
Operator : CG\JU

Sample : N2154-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Diethyl carbitol

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
7.245 7.95 ng 205992 1,4-Dichlorobenzene-d4 6.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyl carbitol 162 C8H1803 000112-36-7 80
2 Tetraethylene glycol diethyl ether 250 C12H2605 004353-28-0 59
3 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 50
4 Propane, 2-ethoxy- 88 C5H120 000625-54-7 43
5 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 42
Abundance Scan 843 (7.245 min): BF127564.D\data.ms (-833) (-) m/z 45.10 100.00%
45.1
- i A¥fJ\»JMJL«Jw~J/L\/q
R AR
\Jb 105.0 7.00 7.20 7.40 7.60
0b et il m/z 59.10  46.37%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38390: Diethyl carbitol
45.0
5000 LA L L I AN B
20 7.00 7.20 7.40 7.60
m/z 73.10 38.68%
ol ||| o
\\\“\‘\‘\\“\‘\\\i\\\\‘\\‘\\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #135271: Tetraethylene glycol diethyl ether
45.0
et T
73.0 7.00 7.20 7.40 7.60
5000 m/z 72.10 36.59%
117.0
PN O R N IR | 147.0  177.0
R AL T IR B B e
miz--> 20 40 60 80 100 120 140 160 180
Abundance #17318: Ethanol, 2-(2-ethoxyethoxy)- Ay, P e el e
45.0 7.00 7.20 7.40 7.60
m/z 43.05 28.68%
5000
72.0
e
o e
m/z--> 20 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60

8270-BF032122.M Wed Mar 30 16:26:12 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32922\
Data File : BF127564.D

Acqg On : 29 Mar 2022 14:38
Operator : CG\JU

Sample : N2154-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Hexanoic acid, 2-ethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.563 7.71 ng 236635 Naphthalene-d8 8.116

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 52
2 Heptanoic acid, 2-ethyl- 158 C9H1802 003274-29-1 50
3 2-Ethyl-4-methylpentanoic acid 144 C8H1602 000108-81-6 40
4 Cyclopentasiloxane, decamethyl- 370 C1eH3005S5i5 000541-02-6 38
5 Acetic acid, diethyl- 116 C6H1202 000088-09-5 38
Abundance Scan 897 (7.563 min): BF127564.D\data.ms (-892) (-) m/z 73.00 100.00%
73.0
267.0 T T T e
J“ ‘ 16.1 1926 355.1 7.20 7.40 7.60 7.80
ol L 188 - m/z 88.10  62.85%
m/z--> 50 100 150 200 250 300 350
Abundance #24099: Hexanoic acid, 2-ethyl-
73.0
5000
7.20 7.40 7.60 7.80
‘ 116.0 m/Z 57.10 29. 35%
27.
Ocd“’
miz--> 50 100 150 200 250 300 350
Abundance #35335: Heptanoic acid, 2-ethyl-
88.0
R A EEEEREEERES
7.20 7.40 7.60 7.80
5000 m/z 41.05 27.56%
41.0
ol b N —
miz--> 50 100 150 200 250 300 350
Abundance #24164: 2-Ethyl-4-methylpentanoic acid AR EEARamanE LT
73.0 7.20 7.40 7.60 7.80
m/z 55.05 21.51%
5000
LA
ol b S S
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80

8270-BF032122.M Wed Mar 30 16:26:13 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32922\
Data File : BF127564.D

Acqg On : 29 Mar 2022 14:38
Operator : CG\JU

Sample : N2154-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Hexanoic acid, 3,5,5-trimet... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.722  42.18 ng 1293920 Naphthalene-d8 8.116

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 3,5,5-trimethyl- 158 C9H1802 003302-10-1 83
2 3,3-Dimethylheptanoic acid 158 C9H1802 067061-30-7 56
3 Formic acid, 4,4-dimethylpent-2-... 144 C8H1602 1000368-69-9 38
4 4,4-Dimethyl-2-pentanol, chlorod... 228 C9H15C1F202 1000376-27-0 27
5 Propanoic acid, 2,2-dimethyl-, m... 116 C6H1202 000598-98-1 25

Abundance Scan 924 (7.722 min): BF127564.D\data.ms (-911) (-) m/z 57.05 100.00%

57.0
- 50 J\AJ\V\JL
R EARNREE RS
7.40 7.60 7.80 8.00
125.1
0 Mzom m/z 83.65 37.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35400: Hexanoic acid, 3,5,5-trimethyl-
57.0
5000 T[T T[T T T[T T[T
83.0 7.40 7.60 7.80 8.00
29.0 m/z 41.05 37.23%
Ll | 1250
O \\‘\‘\\\\“\\\‘ “\\‘\\‘i\\\“H\\\\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35349: 3,3-Dimethylheptanoic acid
57.0
e
7.40 7.60 7.80 8.00
5000 83.0 m/z 56.05 23.30%
29.0
125.0
0 Wﬁ&o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24262: Formic acid, 4,4-dimethylpent-2-yl ester R aERMREE ISR
57.0 83.0 7.40 7.60 7.80 8.00
m/z 43.10 17.22%
- M
ot by A200
m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00

8270-BF032122.M Wed Mar 30 16:26:14 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32922\
Data File : BF127564.D

Acqg On : 29 Mar 2022 14:38
Operator : CG\JU

Sample : N2154-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.022 18.20 ng 558170  Naphthalene-d8 8.116

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 86
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 78
3 2-Propanol, 1-(2-methylpropoxy)- 132 C7H1602 023436-19-3 59
4 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 53
5 2-Heptanol, 3-methyl- 130 C8H180 031367-46-1 53
Abundance Scan 975 (8.022 min): BF127564.D\data.ms (-973) (-) m/z 57.10 100.00%
57.1

?

5000
951 ‘\\\\’\\\\‘\\\\‘\\\\’\\\
39 75"1 a1 7.60 7.80 8.00 8.20 8.40
bl il g 23321321 A57.0 0 45 10 93.42%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 [TTT T[T [rrrrprol
29.0 7.60 7.80 8.00 8.20 8.40
75.0 m/z 41.10  43.86%
O\ L ‘ \‘H“\‘\ “H‘\ \MH\ \‘1“\ ‘ \ T \]-\0}0‘\0\ T ‘ \l?,\z\o‘ L ‘ L
m/z--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
RS
7.60 7.80 8.00 8.20 8.40
5000 ITI/Z 56.05 18.07%
29.0 75.0
100.0
o Ly i 90 320 e
m/z--> 40 60 80 100 120 140 160
Abundance #16570.Zj%opanm,1{24neﬁwknopoxy} AR REasaRE e SR
57.0 7.60 7.80 8.00 8.20 8.40
m/z 43.00 17.42%
5000
29.0 87.0
0 lb““’m-o S
m/z--> 20 60 80 100 120 140 160 7.60 7.80 8.00 8.20 8.40

8270-BF032122.M Wed Mar 30 16:26:14 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32922\
Data File : BF127564.D

Acqg On : 29 Mar 2022 14:38
Operator : CG\JU

Sample : N2154-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 unknown8.292 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.292 5.85 ng 179315 Naphthalene-d8 8.116

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexanone, 5-hydroxy-2-methyl- 130 C7H1402 059357-07-2 22
2 1,6-Anhydro-2,3-dideoxy-.beta.-D... 130 C6H1003 039726-36-8 18
3 Pivaloin 172 C1eH2002 000815-66-7 12
4 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 12
5 1-Heptanol, 2-propyl- 158 C10H220 010042-59-8 10

Abundance Scan 1021 (8.292 min): BF127564.D\data.ms (-1018) () m/z 87.05 100.00%
87.

0
43.1
5000
691 1161 1381 LB L L L B B BRI
LT T e
o N 11 VIR 1 m/z 88.05 89.47%
miz--> 20 40 60 80 100 120 140 160
Abundance #15495: 3-Hexanone, 5-hydroxy-2-methyl-
43.0
5000 L B L B L AN B
87.0 8.00 8.20 8.40 8.60
m/z 43.10 65.97%
0 il “ . 69\\‘0 i 1120 130.0
‘\\\\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’
miz--> 20 40 60 80 100 120 140 160
Abundance #15282: 1,6-Anhydro-2,3-dideoxy-.beta.-D-erythro-hexop
56.0 87.0
e e
8.00 8.20 8.40 8.60
5000 m/z 94.05 61.28%
39
Wl ) a0
S 1P A Mt i
miz--> 20 40 60 80 100 120 140 160
Abundance #46960: Pivaloin RS L
43.0 8.00 8.20 8.40 8.60
m/z 41.10 58.06%
5000 87.0
69.0 129.0 157.0
ol260 [ o Ll 1110
m/z--> 20 40 60 80 100 120 140 160 8.00 8.20 8.40 8.60

8270-BF032122.M Wed Mar 30 16:26:15 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32922\
Data File : BF127564.D

Acqg On : 29 Mar 2022 14:38
Operator : CG\JU

Sample : N2154-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 10 2-Propanol, 1-(2-butoxy-1-m...

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
8.333 10.65 ng 326520 Naphthalene-d8 8.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203
2 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403

3 Methane, diethoxy- 104 C5H1202
4 2-Propanol, 1,1'-[(1-methyl-1,2-... 192 C9H2004
5 4,8,12,16-tetraoxaeicosan-1-0l 306 C16H3405

Abundance Scan 1028 (8.333 min): BF127564.D\data.ms (-1025) (-)

029911-28-2 78
000106-62-7 64
000462-95-3 64
001638-16-0 64
1010397-63-6 59

m/z 59.05 100.00%

59.0
5000
103.1 R R e R ARmEry
} ‘ 8.00 8.20 8.40 8.60
S ‘M 8L L 12711461 m/z 4110 21.36%
miz--> 20 60 80 100 120 140 160 180
Abundance  #64372: 2-Propanol, 1-(2-butoxy-1-methylethoxy)-
59.0
5000 L B L B R
8.00 8.20 8.40 8.60
103.0 m/z 103.05  19.28%
L3 ) 1460 1720
\\\\‘\\\\‘f\\\‘\\\\‘\f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 20 60 80 100 120 140 160 180
Abundance #17329.1—Propan0L 2-(2-hydroxypropoxy)-
59.0
8.00 8.20 8.40 8.60
5000 m/z 57.05 18.94%
31.0 103.0
0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #5365: Methane, diethoxy- e AREE SRR
31.0 59.0 8.00 8.20 8.40 8.60
m/z 45.00 13.59%
5000
103.0
0‘1‘2‘,‘b‘_ HNJHM‘;Hmmwm_m_m_m_ SR A
m/z--> 20 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60

8270-BF032122.M Wed Mar 30 16:26:16 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32922\
Data File : BF127564.D

Acqg On : 29 Mar 2022 14:38
Operator : CG\JU

Sample : N2154-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 11 1-Propanol, 2-(2-hydroxypro...

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
8.357 9.85 ng 302057 Naphthalene-d8 8.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403
2 2-Butanol, 3-methoxy- 104 C5H1202
3 1-Propanol, 2,2'-oxybis- 134 C6H1403
4 Propanedioic acid, oxo-, dimethy... 146 C5H605

5 Methyl 2,5,8,11,14-pentaoxahexad... 280 C12H2407

Abundance Scan 1032 (8.357 min): BF127564.D\data.ms (-1030) (-)

000106-62-7 72
053778-72-6 72
000108-61-2 64
003298-40-6 59
1000366-81-5 50

m/z 59.10 100.00%

59.1
5000
1031 INEEREEERREE RN NEEREE
4l 146.2 8.00 8.20 8.40 8.60
O M 880 L 1201 1462 4, 45.05  20.48%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17329: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0
5000 L B AL L I BB B
31.0 103.0 8.00 8.20 8.40 8.60
m/z 103.10 17.76%
085.0
miz--> 20 60 80 100 120 140 160
Abundance #5381: 2-Butanol, 3-methoxy-
59.0
8.00 8.20 8.40 8.60
5000 m/z 41.10 12.11%
29.0
‘H\ \H Il 89.0
om_Hu_m_m_m‘m‘_m_m_
m/z--> 60 80 100 120 140 160
Abundance #17307.1—Pr0panoL2,220xyms— R RARRsmEESSRE
59.0 8.00 8.20 8.40 8.60
m/z 57.10 10.47%
5000
31.0 103.0
T
m/z--> 20 60 80 100 120 140 160 8.00 8.20 8.40 8.60

8270-BF032122.M Wed Mar 30 16:26:18 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32922\
Data File : BF127564.D

Acqg On : 29 Mar 2022 14:38
Operator : CG\JU

Sample : N2154-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 12 Benzoic acid, 2-methyl-

Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
8.410 5.46 ng 167454  Naphthalene-d8 8.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2-methyl- 136 C8H802 000118-90-1 89
2 1,3,5-Triazine, 2,4,6-trifluoro- 135 C3F3N3 000675-14-9 25
3 Benzamide, 2-methyl- 135 C8HINO 000527-85-5 22
4 4-Methylphthalic anhydride 162 C9H603 019438-61-0 22
5 m-Toluamide 135 C8HINO 000618-47-3 22
Abundance Scan 1041 (8.410 min): BF127564.D\data.ms (-1038) (-) m/z 134.95 100.00%
134.9
91.0
5000 111
63.0
I AR EERT N R
‘ ‘ 8.00 8.20 8.40 8.60 8.80
O -y J“W: “MM “‘M‘g il 200 wyz 91,05 78.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18698: Benzoic acid, 2-methyl-
91.0 118.0
5000 (LR R B
65.0 8.00 8.20 8.40 8.60 8.80
39.0 m/z 118.00 63.49%
O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17640: 1,3,5-Triazine, 2,4,6-trifluoro-
135.0
e R
90.0 8.00 8.20 8.40 8.60 8.80
5000 31.0 ' m/z 90.00 61.75%
ol 57.0 ‘
R R A s L o e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17802: Benzamide, 2-methyl- LIV WS e
91.0 135.0 8.00 8.20 8.40 8.60 8.80
m/z 136.05 53.01%
5000
39.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60 8.80

8270-BF032122.M Wed Mar 30 16:26:19 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32922\
Data File : BF127564.D

Acqg On : 29 Mar 2022 14:38
Operator : CG\JU

Sample : N2154-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 unknown8.510 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.510 5.95 ng 182563  Naphthalene-d8 8.116

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydrazine, 1-ethyl-1-(1-methylpr... 116 C6H16N2 020325-97-7 38
2 5-(Methylamino)-1,2,3,4-thiatria... 116 C2H4N4S 052098-72-3 35
3 Methyl 2-methylhexanoate 144 C8H1602 002177-81-3 27
4 Thiophene, 2-ethyltetrahydro- 116 C6H12S 001551-32-2 27
5 Cyclohexaneacetic acid, .alpha.-... 170 C10H1802 006051-00-9 22

Abundance Scan 1058 (8.510 min): BF127564.D\data.ms (-1055) (-) m/z 88.05 100.00%

88.0
5000
116.1 \\‘\\\\‘\\\\’\\\\‘\\\\‘
“ ‘ ‘ 351 1571 8.20 8.40 8.60 8.80
o_m “‘”w“wm‘mw%m_m‘m m/z 87.10 82.46%
miz--> 20 100 120 140 160
Abundance #9406 Hydrazme 1-ethy| -1-(1-methylpropyl)-
87.0
5000 L L R B R
45.0 8.20 8.40 8.60 8.80
290 116.0 m/z 43.10  60.95%
‘ ‘ ‘ 70.0
O‘\‘\\\“H H\\\\‘\1\\‘\\\\“\\\\‘\\\\‘\
miz--> 20 80 100 120 140 160
Abundance #8969. 5—(Methylamino)—l,2,3,4—thiatriazo|e
88.0
e
8.20 8.40 8.60 8.80
5000 46.0 m/z 41.10 60.34%
290 116.0
Ll 70 ] '
S 1 W R A
miz--> 20 40 60 80 100 120 140 160
Abundance #24108: Methyl 2-methylhexanoate R mmma
88.0 8.20 8.40 8.60 8.80
m/z 55.10 48.76%
43.0
5000
Sf-o ‘ 113.0
R | | A A Y
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80

8270-BF032122.M Wed Mar 30 16:26:20 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF032922\

Data File : BF127564.D

Acqg On : 29 Mar 2022 14:38

Operator : CG\JU

Sample : N2154-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk

Peak Number 14 Benzoic acid, 4-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.598 5.79 ng 177608 Naphthalene-d8 8.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 50

2 Benzoic acid, 3-methyl- 136 C8H802 000099-04-7 38
3 Hydrazinecarbodithioic acid, 1-m... 136 C3H8N2S2 020184-94-5 37
4 3,6,9,12-Tetraoxatetradecan-1-ol 222 C10H2205 005650-20-4 32
5 Benzeneacetic acid 136 C8H802 000103-82-2 22

m/z 91.10 100.00%

Abundance Scan 1073 (8.598 min): BF127564.D\data.ms (-1070) (-)

45.0 91.1
5000 119.1136.0
73.0 AR EEERE RS ER
M‘M ‘ 153.0 8.20 8.40 8.60 8.80 9.00
om‘mM‘wmmm:mmm;wu_m‘ m/z 45.00  96.03%
m/z--> 20 40 100 120 140
Abundance #18703.Benzom:amd,44neﬂwb
91.0 136.0
119.0
5000 I B LB B
8.20 8.40 8.60 8.80 9.00
65.0 m/z 136.00 50.15%
O\\\.‘()\}\\“\‘\“\\"“\‘\\\‘\\H!\‘\‘\\\‘}\\\“‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #18700: Benzoic acid, 3-methyl-
91.0 136.0
T T
119.0 8.20 8.40 8.60 8.80 9.000
5000 m/z 119.05 49,32%
65.0
39.0 “ ‘
o‘H_‘H\_m,umuH‘Mwmwm\_”w
m/z--> 20 40 80 100 120 140
Abundance #18288:Hydraﬂnecarbothok:add,14neﬁwh,nunhyle: L ‘H‘,,H“‘H“‘HﬁYﬁ4
45.0 910 8.20 8.40 8.60 8.80 9.00
’ m/z 59.10 24.84%
136.0
5000
73.0
119.0
obzme W lp L
m/z--> 20 40 60 80 100 120 140 820840860880900
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32922\
Data File : BF127564.D

Acqg On : 29 Mar 2022 14:38
Operator : CG\JU

Sample : N2154-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 2-(2-Butoxyethoxy)acetic acid Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
9.116 6.13 ng 208447  Acenaphthene-di10 9.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(2-Butoxyethoxy)acetic acid 176 C8H1604 082941-26-2 72
2 2-Pentanol, 4,4-dimethyl- 116 C7H160 006144-93-0 50
3 Carbonic acid, bis(1-methylpropy... 174 C9H1803 000623-63-2 42
4 Propanoic acid, 2,2-dimethyl-, h... 200 C12H2402 017660-61-6 38
5 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 38

Abundance Scan 1161 (9.116 min): BF127564.D\data.ms (-1159) () m/z 57.10 100.00%

57.1
5000
e R
39 85.1103.1 8.80 9.00 9.20 9.40
' ek 125114511651 45 05 43.62%
m/z--> 20 40 60 80 100 120 140 160
Abundance #51388: 2-(2-Butoxyethoxy)acetic acid
57.0
5000 L L R B B
29.0 8.80 9.00 9.20 9.40
' m/z 41.10 33.08%
85.0 103.0
O\\\‘\H‘\\“ \\‘\‘H“\H\‘\\}“}\\\‘]\-\3]\“\0‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #9509: 2-Pentanol, 4,4-dimethyl-
57.0
R RRRRRRRRERRRRET
8.80 9.00 9.20 9.40
5000 m/z 56.05 19.12%
29"0 ‘ Jﬂ 83.0 101.0
O bl e
miz--> 20 40 60 80 100 120 140 160
Abundance #49759: Carbonic acid, bis(1-methylpropyl) ester e aAsmmEE RS
57.0 8.80 9.00 9.20 9.40
m/z 85.10 12.23%
5000
118.0
0 : ‘M A \ ‘\' \}\ \\‘ : :
o e e e et L o ST e
m/z--> 20 40 60 80 100 120 140 160 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32922\
Data File : BF127564.D

Acqg On : 29 Mar 2022 14:38
Operator : CG\JU

Sample : N2154-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 Phenol, 4-(1,1-dimethylprop... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.298 25.60 ng 869959  Acenaphthene-die 9.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 96
2 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 86
3 Phenol, m-tert-butyl- 150 C1eH140 000585-34-2 78
4 Hexestrol, O-isopropyloxycarbonyl- 356 C22H2804 1000487-68-4 64
5 4,4'-(1,2-diethylethylene)diphenol 270 C18H2202 005635-50-7 64

Abundance Scan 1192 (9.298 min): BF127564.D\data.ms (-1188) (-) m/z 135.05 100.00%

135.1
5000 107.1
R EAREEmEE R
47-0 . 164.2 9.00 9.20 9.40 9.60
0t ‘M“ iy el bt e m/z 107,10 45.09%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39630: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 UL L L B BRI B
107.0 9.00 9.20 9.40 9.60
m/z 43.00 14.90%
41.0 77.0 164.0
0 \H‘\\\\“‘\\‘\“\“\“\\\‘”‘HH\ “\‘\‘\‘\‘i‘\ T \‘! ‘\\‘\\‘!‘\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27474: Phenol, p-tert-butyl-
135.0
R R
9.00 9.20 9.40 9.60
5000 m/z 41.05 13.25%
107.0
410 270
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27480: Phenol, m-tert-butyl- AR AR RS
135.0 9.00 9.20 9.40 9.60
m/z 95.10 11.48%
5000 107.0
41.0 77.0
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32922\
Data File : BF127564.D

Acqg On : 29 Mar 2022 14:38
Operator : CG\JU

Sample : N2154-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 17 Ethanol, 2-[2-(2-butoxyetho... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

o633 12.77ng 434054 Acenaphthene-dle 9.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204

2 Pentaethylene glycol 238 C10H2206
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803
4 Triethylene glycol 150 C6H1404
5 Hexaethylene glycol 282 C12H2607

Abundance Scan 1249 (9.633 min): BF127564.D\data.ms (-1246) (-)
A

000143-22-6 91
004792-15-8 72
000112-34-5 72
000112-27-6 72
002615-15-8 64

m/z 45.10 100.00%

45
- Amﬂqy~ﬂ
89.1 T R
M q ‘ 1190 1510 9.50 10.00
Ol 70 L g T290. ISLO 1831 psz 57.10  52.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #81996: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]-
43.0
5000 e ==
9.50 10.00
89.0 m/z 41.10  21.65%
O \\]7\9‘"91“\ T ’N‘\ \‘M‘ T \‘1“} ‘ T U‘\ \]_\]\7?.\0\‘\]:4?.\4.\.(\)\ ‘ LI ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #120148: Pentaethylene glycol
45.0
P e
9.50 10.00
5000 ITI/Z 89.10 16.88%
89.0
ob290y | 1330 1630 1950
R R & e o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)- ey ey
57.0 9.50 10.00
m/z 56.05 14.44%
5000
29.0
‘810
obrreplol o by 820 e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32922\
Data File : BF127564.D

Acqg On : 29 Mar 2022 14:38
Operator : CG\JU

Sample : N2154-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 Apocynin Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.804 10.29 ng 349675  Acenaphthene-d10 9.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Apocynin 166 CSH1e03 000498-02-2 95
2 Ethanone, 1-(3-hydroxy-4-methoxy... 166 C9H1003 006100-74-9 94
3 Ethanone, 1-[4-(methylthio)phenyl]- 166 C9H100S 001778-09-2 68
4 t-Butylhydroquinone 166 C10H1402 001948-33-0 59
5 Benzene, 4-ethyl-1,2-dimethoxy- 166 C10H1402 005888-51-7 59

Abundance Scan 1278 (9.804 min): BF127564.D\data.ms (-1275) (-)  m/z 151.00 100.00%
151.0

5000
123.1 \K — —
520 770 9.50 10.00
Ll i 1020 178.1
Ottty B0 L L L WTTE 0 m/z 166.10 44.12%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #42057: Apocynin
151.0
5000 = —rd
9.50 10.00
123.0 m/z 163.10  30.40%
43.0
150 17 000 e300 |
O\\\‘\\\\‘\\‘\M\“‘\‘\\\W\\\\‘\\\\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160 180 200

Abundance  #42254: Ethanone, 1-(3-hydroxy-4-methoxyphenyl)-
151.0

a

=
9.50 10.00

5000 m/z 123.05 24.13%
123.0
430 650 o3¢
0 }§9H“N‘Wwﬂuww‘H“ﬂ“_“u“ﬁ‘ww“u“_
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42310: Ethanone, 1-[4-(methylthio)phenyl]- = T
151.0 9.50 10.00
m/z 52.00 15.12%
5000
45.0 123.0
79.0 ‘
Y IS SOOI PSRN W 'S W T == el
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00

8270-BF032122.M Wed Mar 30 16:26:25 2022 Page: 22



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32922\
Data File : BF127564.D

Acqg On : 29 Mar 2022 14:38
Operator : CG\JU

Sample : N2154-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 unknownl1@.157 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

10.157 8.60 ng 292136  Acenaphthene-di10 9.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Chloro-2-methyl-2-phenylpropane 168 C10H13Cl 000515-40-2 47
2 4-Methylbenzoic acid, propargyl ... 174 C11H1002 1000325-59-9 43
3 o-Cymene 134 C10H14 000527-84-4 43
4 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 CleH14 003479-89-8 43
5 p-Cymene 134 C1oH14 000099-87-6 43

Abundance Scan 1338 (10.157 min): BF127564.D\data.ms (-1335) (-  m/z 119.10 100.00%
1

119.
5000
91.1 —— —
390 65.0 192.1 10.00 10.50
H’\ ! ‘ ‘ | Il ‘H‘ ‘\1450 1680 ‘ 9
Ottty e e m/z 132.05 39.37%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42939: 1-Chloro-2-methyl-2-phenylpropane
119.0
5000 91.0
10.00 10.50
m/z 91.10 25.22%
0 \1\5\(‘)\ T \“‘\ \“‘i \‘6“5\‘.\0\ \m‘ i |“\ T \‘M Tt T T T BRRREE
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48963: 4-Methylbenzoic acid, propargyl ester
119.0
— —
10.00 10.50
5000 ITI/Z 117.10 20.80%
91.0 174.0
ol 390 650 L aaso |
T A e AR
miz--> 20 40 60 80 100 120 140 160 180
Abundance #16998: 0-Cymene T 1
119.0 10.00 10.50
m/z 192.10 15.67%
5000
91.0
41.0 65.0
YR P R | Ay e TS
m/z--> 20 40 60 80 100 120 140 160 180 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32922\
Data File : BF127564.D

Acqg On : 29 Mar 2022 14:38
Operator : CG\JU

Sample : N2154-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF032122.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 20 1-Heneicosanol

Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
13.83  5.57ng 126441 Chrysene-di2 14.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hemeicosanol 312 co1Mad0 015594-90-8 94

2 Heptafluorobutyric acid, pentade..
3 1-Hexacosene 364 C26H52
4 13-Tetradecen-1-o0l acetate 254 C16H3002
5 1-Tetracosene 336 C24H48

Abundance Scan 1964 (13.839 min): BF127564.D\data.ms (-1960) (-]
57.0

. 424 C19H31F702

959261-23-5 91
018835-33-1 91
056221-91-1 91
010192-32-2 91

m/z 57.05 100.00%

5000
111
— —
13.50 14.00
2019 2511
oLt b bl ) L PELIGS 22300 w/z 43.85  92.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215083: 1-Heneicosano
55.0
5000 11.0 T T
13.50 14.00
m/z 55.10  84.35%
O\\“\M\““\‘\\“’“ “ “‘\9\\2’1\0\0\\2‘6\6\(\)\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester
57.0
— —
13.50 14.00
5000 ITI/Z 83.05 70.53%
\
ol LA LL, [ otpozsso aced
m/z--> 50 100 150 200 250 300 350 400
Abundance #273800: 1-Hexacosene “ —
57.0 13.50 14.00
m/z 97.05 66.66%
h I WWMWMWWWWAWMWmmeMw
ol UL pssmonos  zom0 ssto vl
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32922\
Data File : BF127564.D

Acqg On : 29 Mar 2022 14:38
Operator : CG\JU

Sample : N2154-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF032122.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|
Butanoic acid, 5.228 5.5 ng 143329 1 6.834 518537 20.0
Ethanol, 2-butoxy- 5.787 7.5 ng 195774 1 6.834 518537 20.0
1-Hexanol, 2-et... 6.892 9.9 ng 257087 1 6.834 518537 20.0
unknown6.922 6.922 7.5 ng 194508 1 6.834 518537 20.0
Diethyl carbitol 7.245 8.0 ng 205992 1 6.834 518537 20.0
Hexanoic acid, 7.563 7.7 ng 236635 2 8.116 613462 20.0
Hexanoic acid, 7.722 42.2 ng 1293920 2 8.116 613462 20.0
Ethanol, 2-(2-b... 8.022 18.2 ng 558170 2 8.116 613462 20.0
unknown8.292 8.292 5.8 ng 179315 2 8.116 613462 20.0
2-Propanol, 1-(... 8.333 10.7 ng 326520 2 8.116 613462 20.0
1-Propanol, 2-(... 8.357 9.8 ng 302057 2 8.116 613462 20.0
Benzoic acid, 2... 8.410 5.5 ng 167454 2 8.116 613462 20.0
unknown8.510 8.510 6.0 ng 182563 2 8.116 613462 20.0
Benzoic acid, 4... 8.598 5.8 ng 177608 2 8.116 613462 20.0
2-(2-Butoxyetho... 9.116 6.1 ng 208447 3 9.869 679581 20.0
Phenol, 4-(1,1-... 9.298 25.6 ng 869959 3 9.869 679581 20.0
Ethanol, 2-[2-(... 9.633 12.8 ng 434054 3 9.869 679581 20.0
Apocynin 9.804 10.3 ng 349675 3 9.869 679581 20.0
unknown10.157 10.157 8.6 ng 292136 3 9.869 679581 20.0
1-Heneicosanol 13.839 5.6 ng 126441 5 14.015 454077 20.0
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