LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111920\
Data File : BF122389.D

Acqg On : 19 Nov 2020 19:39
Operator : JU/CG

Sample : L4779-03

Misc :

ALS Vvial : 15 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-BF110920.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122389.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.163 5 13 19 rVB 1854442 2427358 8.44% 0.956%
2 5.075 500 508 515 rBV 284576 457897 1.59% 0.180%
3 5.287 515 544 546 rBV4 279428 1351151 4.70% 0.532%
4 5.440 557 570 572 rVB2 197199 529062 1.84% 0.208%
5 5.481 572 577 580 rBV 3918881 4473755 15.55% 1.763%
6 5.822 632 635 640 rVB2 612472 1147665 3.99% 0.452%
7 6.175 680 695 702 rBV7 143942 582168 2.02% 0.229%
8 6.487 741 748 752 rBV 3029464 3967345 13.79% 1.563%
9 6.551 752 759 760 rVV3 345349 789155 2.74% 0.311%
106 6.587 762 765 766 rVV 544557 696038  2.42%  0.274%
11 6.622 768 771 773 rVV2 957216 1351259 4.70% 0.532%
12 6.651 773 776 782 rVB2 870172 1703635 5.92% 0.671%
13 6.887 809 816 822 rBV2 462382 1006184 3.50% 0.396%
14 6.939 822 825 831 rVV 2038409 2211632 7.69% 0.871%
15 7.028 834 840 845 rVV 2184373 2118448 7.36% ©0.835%
16 7.222 867 873 875 rBV 728950 690042 2.40% 0.272%
17 7.269 875 881 883 rBV 927348 1268119 4.41% 0.500%
18 7.304 883 887 889 rBvVv3 695715 870947 3.03% 0.343%
19 7.369 895 898 899 rBv2 587555 771018 2.68% 0.304%
20 7.392 899 902 904 rVV2 1484110 2231960 7.76% 0.879%
21 7.428 904 908 910 rVV 5183464 6930296 24.09% 2.730%
22 7.451 910 912 913 rVB 2466998 1703334 5.92% 0.671%
23 7.581 931 934 937 rBV 554044 665438 2.31% 0.262%
24 7.669 937 949 950 rVV2 2310509 5749013 19.98%  2.265%
25 7.692 950 953 963 rVB2 5451552 7848241 27.28% 3.092%
26 7.898 985 988 991 rBV 2059370 1869837 6.50% 0.737%
27 7.951 991 997 999 rVV3 1346699 2200048 7.65% 0.867%
28 8.028 999 1010 1012 rVB2 2404134 7521318 26.14% 2.963%
29 8.163 1029 1033 1034 rBV 577910 493526 1.72% 0.194%
30 8.181 1034 1036 1038 rVV 553548 471749 1.64% 0.186%
31 8.216 1038 1042 1050 rVV5 999449 2159289 7.50% 0.851%
32 8.322 1050 1060 1061 rVV2 1953156 4190211 14.56% 1.651%
33 8.345 1061 1064 1073 rVV2 4548025 7261009 25.23% 2.861%
34 8.410 1073 1075 1076 rVV 438180 369550 1.28% 0.146%
35 8.428 1076 1078 1081 rVB2 551394 484049 1.68% 0.191%

36 8.504 1086 1091 1094 rVV 2127348 2127936 7.40% 0.838%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111920\
Data File : BF122389.D

Acqg On : 19 Nov 2020 19:39
Operator : JU/CG

Sample : L4779-03

Misc :

ALS Vvial : 15 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-BF110920.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.669 1094 1119 1122 rVV 5502301 28774279 100.00% 11.337%
38 8.710 1122 1126 1128 rVV 500065 560204 1.95% ©0.221%
39 8.751 1131 1133 1135 rVV2 675813 776856 2.70% ©0.306%
40 8.769 1135 1136 1139 rVW 973908 507821 1.76% 0.200%
41 8.804 1139 1142 1143 rVV 362278 355195 1.23% ©.140%
42 8.828 1143 1146 1147 rVV 1152182 1118799 3.89% 0.441%
43 8.857 1147 1151 1154 rVV 4074421 4699868 16.33% 1.852%
44  8.922 1154 1162 1165 rVV2 3170424 7526527 26.16%  2.965%
45 8.957 1165 1168 1173 rVV 5904133 6427033 22.34%  2.532%
46 9.004 1173 1176 1177 rVWV2 773599 756342 2.63% 0.298%
47  9.028 1177 1180 1182 rVV 1269093 1318675 4.58% ©.520%
48 9.198 1191 1209 1210 rVV5 6487390 23575742 81.93%  9.289%
49  9.228 1213 1214 1218 rVV 7283253 5253341 18.26% 2.070%
50 9.286 1221 1224 1231 rVV3 1635214 2164586 7.52% ©.853%
51 9.363 1231 1237 1239 rVV 3309113 3476770 12.08%  1.370%
52 9.392 1239 1242 1245 rVV 4734295 4567907 15.87% 1.800%
53 9.439 1245 1256 1252 rVV 2506685 3564029 12.39% 1.404%
54  9.463 1252 1254 1257 rVV 1284536 1334255 4.64% 0.526%
55 9.504 1257 1261 1266 rVV 4631518 4796232 16.67% 1.890%
56 9.575 1270 1273 1276 rVV2 300590 377738 1.31% 0.149%
57 9.628 1276 1282 1283 rVV 1361726 1898009 6.60% 0.748%
58 9.704 1283 1295 1302 rVB 6387297 17234788 59.90% 6.790%
59 9.863 1317 1322 1326 rVV 3094226 3308751 11.50% 1.304%
60 9.904 1326 1329 1333 rVV 2798983 2511425 8.73%  0.989%
61 9.951 1333 1337 1342 rVV 960350 1097150 3.81% 0.432%
62 10.022 1344 1349 1353 rVB 2470336 2505178 8.71% 0.987%
63 10.092 1357 1361 1364 rVV3 340147 359508 1.25% 0.142%
64 10.128 1364 1367 1371 rVV3 518411 680617 2.37% ©0.268%
65 10.210 1377 1381 1384 rVV2 1170144 1362492 4.74% 0.537%
66 10.251 1384 1388 1395 rVB 1434384 1950930 6.78% 0.769%
67 10.333 1399 1402 1405 rBvV2 343889 397505 1.38% ©.157%
68 10.422 1415 1417 1422 rVB2 367358 430701 1.50% ©.170%
69 10.504 1425 1431 1435 rBV3 276616 421211 1.46% 0.166%
70 10.598 1445 1447 1451 rVB 303194 340081 1.18% 0.134%
71 10.639 1451 1454 1457 rBV3 287173 360187 1.25% ©.142%
72 10.698 1459 1464 1467 rVV 5514786 5621974 19.54%  2.215%
73 10.722 1467 1468 1474 rVV2 371397 314089 1.09% 0.124%
74 10.798 1478 1481 1483 rVV3 322940 423364 1.47% 0.167%
75 10.875 1492 1494 1497 rVV2 404042 340279 1.18% ©.134%

76 11.180 1543 1546 1549 rBV3 209452 305535 1.06% ©.120%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111920\
Data File : BF122389.D

Acqg On : 19 Nov 2020 19:39
Operator : JU/CG

Sample : L4779-03

Misc :

ALS Vvial : 15 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-BF110920.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 11.445 1588 1591 1594 rVB2 427036 391104 1.36% ©.154%
78 11.533 1603 1606 1610 rVB 4318953 4208272 14.63% 1.658%
79 11.574 1610 1613 1617 rVB 1214217 941719 3.27% 0.371%
80 11.710 1633 1636 1639 rVB 438744 369124 1.28%  0.145%
81 11.933 1668 1674 1682 rBV 3794952 4453671 15.48% 1.755%
82 12.439 1757 1760 1764 rVB 472312 499581 1.74% 0.197%
83 12.716 1802 1807 1816 rBV 4333064 4549157 15.81% 1.792%
84 12.980 1847 1852 1855 rBV 8188898 9138805 31.76%  3.601%
85 13.874 2001 2004 2016 rVB 1488499 1823311 6.34% 0.718%
86 16.033 2366 2371 2379 rBV2 216027 442045 1.54% 0.174%

87 17.162 2556 2563 2579 rBV8 139623 510516 1.77% ©.201%

Sum of corrected areas: 253812960
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111920\
Data File : BF122389.D

Acqg On : 19 Nov 2020 19:39
Operator : JU/CG

Sample : L4779-03

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF122389.D\data.ms

8000000
7000000
6000000 7428 _
5000000
4000000 5.481

3000000 6.487 B951

20000002163

1000000 5.822
.2
0"\‘“‘\‘“‘!““\“"\‘“‘!““\““\‘“‘\““\“"\“"\‘“‘\““\“"\5.‘?%‘9‘\‘“‘\““\“6‘.‘1\7‘5“‘\““\““\““\““\““\““\“‘
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF122389.D\data.ms
12.980
8000000
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4000000

3000000

2000000
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0 e o e e e o e
Time--> 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF122389.D\data.ms

8000000
7000000
6000000
5000000
4000000
3000000
2000000 13.874

1000000
16.033 17.162

0 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

T ‘ T T ‘ T T ‘ T
17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111920\
Data File : BF122389.D

Acqg On : 19 Nov 2020 19:39
Operator : JU/CG

Sample : L4779-03

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
2.163 102.91 ng 2427360 Naphthalene-d8 8.181

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance  Scan 13 (2.163 min): BF122389.D\data.ms (-5) (-) m/z 73.10 100.00%
73.1
5000
431
87'1 H\‘\H\‘\\H‘HH‘HH‘H\
91 2.202.302.402.502.60
Obprrreprrdble 2L 1010z 43.10  37.04%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 AR
430 2.202.302.402.502.60
' 87.0 m/z 87.10 25.61%
29.0
M‘ \‘\“ %90 ‘\
O\‘H\\‘HH‘\H\‘HH“HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73.0
87.0 R EESEEEETEEEE
2.202.302.402.502.60
5000 41.0 55.0 m/z 55.10 25.19%
27.0
0 112.0 129.0
T T T e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- RNREREEEEES Sy e
73.0 2.202.302.402.502.60
m/z 41.05 12.09%
5000 43.0
58.0
Obrprrthbirrrepter e ARCE NS N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111920\
Data File : BF122389.D

Acqg On : 19 Nov 2020 19:39
Operator : JU/CG

Sample : L4779-03

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 2-Butenoic acid, (E)- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
5.287 57.28 ng 1351150 Naphthalene-d8 8.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenoic acid, (E)- 86 C4H602 000107-93-7 87
2 Crotonic acid 86 C4H602 003724-65-0 87
3 Isocrotonic acid 86 C4H602 000503-64-0 81
4 2-Propenoic acid, 2-methyl- 86 C4H602 000079-41-4 76
5 Cyclopropanecarboxylic acid 86 C4H602 001759-53-1 50
Abundance Scan 544 (5.287 min): BF122389.D\data.ms (-515) (-) m/z 41.10 100.00%
41.1
86.0
5000

R RRRRRR R

‘ 5.00 5.20 5.40 5.60
bl W 2070 sz 39.00  87.44%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #1670: 2-Butenoic acid, (E)-

86.0
41.0
5000 L L L B L B B
5.00 5.20 5.40 5.60
m/z 85.95 84.01%
O\‘\\\\ i\\\‘\.\‘\\‘\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
39.0 86.0
e e S RARN RN
5.00 5.20 5.40 5.60
5000 m/z 60.00 81.87%
60.0
N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1663: Isocrotonic acid R ANEGRRN
39.0 86.0 5.00 5.20 5.40 5.60
m/z 43.00 39.55%
5000
N 11,2 /AN SR I U A G V1Y,V W
m/z--> 20 40 60 80 100 120 140 160 180 200 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111920\
Data File : BF122389.D

Acqg On : 19 Nov 2020 19:39
Operator : JU/CG

Sample : L4779-03

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Phenol, 2-fluoro- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.481 189.67 ng 4473760 Naphthalene-d8 8.181

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-fluoro- 112 C6H5FO0 000367-12-4 94
2 Phenol, 3-fluoro- 112 C6H5FO 000372-20-3 27
3 Phenol, 4-fluoro- 112 C6H5FO 000371-41-5 27
4 Propanoic acid, 2-chloro- 108 C3H5C102 000598-78-7 25
5 Pyridine, 1,2,3,6-tetrahydro-1-n... 112 C5H8N20 055556-92-8 10
Abundance Scan 577 (5.481 min): BF122389.D\data.ms (-572) (-) m/z 112.00 100.00%
112.0
64.0
5000
39.0 5.20 5.40 5.60 5.80
o"wH‘w”"m‘mmwwM_Ww_wm%‘?‘?:? m/z 63.95 56.89%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6352: Phenol, 2-fluoro-
112.0
64.0
5000

5.20 5.40 5.60 5.80
m/z 63.00 29.01%

31.0 ‘ (L
TTT ‘ T w‘} \‘H‘ T \h\‘ !““\‘ T \‘ \?\%\ TT ‘ TT ‘ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT
miz--> 20 40 60 80 100 120 140 160 180 200

o

Abundance
112.0

5.20 5.40 5.60 5.80

5000 ITI/Z 92.00 27 .00%
84.0
57.0
31.0
OFr et e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6353: Phenol, 4-fluoro- A A RREEEEE T
112.0 5.20 5.40 5.60 5.80

m/z 83.00 18.92%

5000

83.0

57.0
310 | h |

O o T P R e R RA LS e RS T
miz--> 20 40 60 80 100 120 140 160 180 200 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111920\
Data File : BF122389.D

Acqg On : 19 Nov 2020 19:39
Operator : JU/CG

Sample : L4779-03

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 4H-Imidazol-4-one, 2-amino-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.487 168.20 ng 3967350 Naphthalene-d8 8.181

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Imidazol-4-one, 2-amino-1,5-d... 99 C3H5N30 000503-86-6 72
2 Phenol-d6- 100 C6D60 013127-88-3 64
3 2-Furancarboxylic acid, tetrahyd... 144 C6H804 022073-04-7 59
4 Hexanoic acid, anhydride 214 C12H2203 002051-49-2 50
5 2-Pyrrolidinone, 4-methyl- 99 C5HO9NO 1000197-00-3 50
Abundance Scan 748 (6.487 min): BF122389.D\data.ms (-741) (-) m/z 99.10 100.00%
99.1
5000
42.0 T T
‘ H 6.20 6.40 6.60 6.80
ol 4 2810 sz 71,05 33.55%
miz--> 50 100 150 200 250
Abundance #3444: 4H-Imidazol-4-one, 2-amino-1,5-dihydro-
43.0 99.0
5000 L L L L BN BB
6.20 6.40 6.60 6.80
m/z 42.05 19.03%
O\\\\H““‘\h\\}\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance
99.0
A EEBhaammn s s
6.20 6.40 6.60 6.80
5000 m/z 70.05 15.23%
42.0
oMbl b o
m/z--> 50 100 150 200 250
Abundance #20637: 2-Furancarboxylic acid, tetrahydro-3-methyl-5-0 R AREEEL SR R
99.0 6.20 6.40 6.60 6.80
m/z 69.05 12.77%
- | AMJ
o4 ‘«Hw 1440 SN\ CNNINA
m/z--> 50 100 150 200 250 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111920\
Data File : BF122389.D

Acqg On : 19 Nov 2020 19:39
Operator : JU/CG

Sample : L4779-03

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 2-Octanone Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
6.622 57.29 ng 1351260 Naphthalene-d8 8.181

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octanone 128 C8H160 000111-13-7 81
2 2-Heptanone, 6-methyl- 128 C8H160 000928-68-7 64
3 2-Heptanone 114 C7H140 000110-43-0 53
4 Pentanal, 2-methyl- 100 C6H120 000123-15-9 50
5 Pentanal, 2,3-dimethyl- 114 C7H140 032749-94-3 47
Abundance Scan 771 (6.622 min): BF122389.D\data.ms (-768) (-) m/z 43.10 100.00%
58.0
5000
730 A ERARaRaEEs S E s
“‘ “ ﬁ 87.0 11311281 6.20 6.40 6.60 6.80 7.00 ;
O v el m/z 58.05 74.18%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12437: 2-Octanone
43.0
58.0
5000 [T T[T T[T rrrr[rrl
6.20 6.40 6.60 6.80 7.00
m/z 60.00 22.58%
27.0
b 830 99011301280
H‘HH‘HH‘HH‘H\\‘\\H’HH‘\H\‘HH‘HH‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
43.0
58.0 RRRRRRSEE RN E N
6.20 6.40 6.60 6.80 7.00
5000 m/z 41.10 19.53%
. 15.0 29.0 200 95.0 1100 4,5
R R RARAN L L R A L e maa
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7431: 2-Heptanone R B e
43.0 6.20 6.40 6.60 6.80 7.00
m/z 71.10 16.52%
58.0
5000
27.0
0 | L | 7 \'0 . 99'0 11\4'0 /\J‘
e e e e e e Raman m e L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111920\
Data File : BF122389.D

Acqg On : 19 Nov 2020 19:39
Operator : JU/CG

Sample : L4779-03

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Hexanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
6.651 72.23 ng 1703640 Naphthalene-d8 8.181

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 64
2 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 59
3 Heptanoic acid 130 C7H1402 000111-14-8 47
4 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 45
5 L-Galactose, 6-deoxy- 164 C6H1205 002438-80-4 42
Abundance Scan 776 (6.651 min): BF122389.D\data.ms (-773) (-) m/z 60.00 100.00%
60.0
5000 411 A
87.1 \\\\‘\\\\’\\\\‘\\\\‘\\\
6.40 6.60 6.80 7.00
112.0127.0
(S Al g EERE0420 0 0 7300 52.34%
miz-> 20 40 60 80 100 120 140
Abundance #8071: Hexanoic acid
60.0
5000 ' 6.40 6.60 6.80 7.00
41.0 : . . :
m/z 41.10 38.33%
87.0
0 \\\’Z\G‘I‘P\\‘i”\‘\\““‘\\”\‘\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance
60.0
A RRman ey S
6.40 6.60 6.80 7.00
5000 m/z 43.10 31.10%
43.0
87.0
27.0
) S S A S S |1 B —
miz--> 20 40 60 80 100 120 140
Abundance #13415: Heptanoic acid R AARRRARRE
60.0 6.40 6.60 6.80 7.00
m/z 55.10 27.12%
5000
41.0
‘ ‘ 87.0
(— ‘ “m “‘M‘ i ‘w“ 1301300 e
m/z--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111920\
Data File : BF122389.D

Acqg On : 19 Nov 2020 19:39
Operator : JU/CG

Sample : L4779-03

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 1-Hexanol, 2-ethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.939 93.76 ng 2211630 Naphthalene-d8 8.181

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 56
3 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 53
4 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
5 2-Ethyl-1-hexanol, methyl ether 144 C9H200 1000365-10-2 47
Abundance Scan 825 (6.939 min): BF122389.D\data.ms (-822) (-) m/z 57.10 100.00%
57.1
5000 Jk
83.1 e e R RRRRREEE
39 H ‘ ‘ 1121 6.60 6.80 7.00 7.20
b oL SR 284 myz 41010 37.39%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13670: 1-Hexanol, 2-ethyl-
57.0
5000 L L R IR B
6.60 6.80 7.00 7.20
290 83.0 m/z 43.10  32.55%
miz--> 20 60 100 120 140 160
Abundance
57.0
R AR mamnaEE
6.60 6.80 7.00 7.20
5000 m/z 55.10 26.77%
29.0 83.0
112.0
o M
miz--> 20 40 60 80 100 120 140 160
Abundance #72873: Heptane, 1,1'-oxybis-  ERARENEEE SR
57.0 6.60 6.80 7.00 7.20
m/z 70.10 21.03%
5000
‘ 97.0
0 ‘ ‘ ‘ ‘\‘79‘.‘0 I 117‘.0 ‘ ‘171.0‘
R R R R T e L R I e e e A EAEENTEEaS AR
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\BF111920\
Data File : BF122389.D

Acqg On : 19 Nov 2020 19:39
Operator : JU/CG

Sample : L4779-03

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Eucalyptol Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.028 89.81 ng 2118450 Naphthalene-d8 8.181

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eucalyptol 154 C10H180 000470-82-6 98
2 Trifluoroacetyl-.alpha.-terpineol 250 C12H17F302 1000058-17-6 64
3 Ketone, methyl 2,2,3-trimethylcy... 154 C10H180 017983-22-1 17
4 2-Acetonylcyclohexanone 154 C9H1402 006126-53-0 14
5 2-(3'-0xo-butyl)-cyclopentanone 154 C9H1402 1000143-37-2 12

Abundance Scan 840 (7.028 min): BF122389.D\data.ms (-834) (-) m/z 43.10 100.00%

43.1
81.0
5000 108.1
139.1
R A SaaAEEEEEEEE
‘ $3 ‘ J 6.80 7.00 7.20 7.40
Ol L8O L b 1960 7 165 66.67%
m/z--> 20 40 60 80 100 120 140 160
Abundance #26615: Eucalyptol
43.0
81.0
108.0
5000 L B I L L I A B B
154.0 6.80 7.00 7.20 7.40
m/z 108.05 47 .36%
125.0
0 \1\5\.0‘\”\ \‘i‘{ = #‘3\1‘\‘1 \‘\H T “ \h\ T 1 i T T
m/z--> 20 40 60 80 100 120 140 160
Abundance
43.0
R RAmaEaR R
69.0 6.80 7.00 7.20 7.40
5000 108.0 154.0 m/z 71.10 46.97%
91.0 136.0
e L e I N
m/z--> 20 40 60 80 100 120 140 160
Abundance  #26842: Ketone, methyl 2,2,3-trimethylcyclopentyl R o RN e R
43.0 6.80 7.00 7.20 7.40
69.0 m/z 111.10  42.79%
5000
96.0
136.0
N |10 OO Y P O v
m/z--> 20 40 60 80 100 120 140 160 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111920\
Data File : BF122389.D

Acqg On : 19 Nov 2020 19:39
Operator : JU/CG

Sample : L4779-03

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Octanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.951 93.27 ng 2200050 Naphthalene-d8 8.181

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 60
2 Octyl-.beta.-D-glucopyranoside 292 C14H2806 029836-26-8 50
3 Nonanoic acid 158 C9H1802 000112-05-0 43
4 6,8-Doixatetradecane 202 C12H2602 1000334-82-8 27
5 Acetamide, N-cyclohexyl- 141 C8H15NO 001124-53-4 27
Abundance Scan 997 (7.951 min): BF122389.D\data.ms (-991) (-) m/z 60.00 100.00%
60.0
5000
101.1
141.1 EERRERRETES L
H‘ H H ‘ ‘ ' 7.60 7.80 8.00 8.20
0b— MMJ wwwwjhwuu‘ —— m/z 73.00 76.88%
miz-> 50 100 150 200 250
Abundance #20837: Octanoic acid
60.0
5000 L L B L BN BN R
7.60 7.80 8.00 8.20
101.0 %
29.0 m/z 43.10 70.12
0 T T H\ LH "H‘ “\‘ \“H‘\ ‘ T ‘ T \14\4‘0\ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
60.0
RN R R SR
7.60 7.80 8.00 8.20
5000 m/z 41.10 59.42%
113.0
29.0 144.0
0 201.0 243.0 293.
e e e
m/z--> 50 100 150 200 250
Abundance #30180: Nonanoic acid e AR RAAREA
60.0 7.60 7.80 8.00 8.20
m/z 55.10 58.63%
5000
290 115.0
NI O N | @Y N VLT
m/z--> 50 100 150 200 250 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111920\
Data File : BF122389.D

Acqg On : 19 Nov 2020 19:39

Operator Ju/caG

Sample L4779-03

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Octanoic acid, 2-methyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
8.322 177.65 ng 4190210 Naphthalene-d8 8.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid, 2-methyl- 158 C9H1802 003004-93-1 76
2 2-Methylheptanoic acid 144 C8H1602 001188-02-9 59
3 Decanoic acid, 2-methyl- 186 C11H2202 024323-23-7 59
4 Hexanoic acid, methyl ester 130 C7H1402 000106-70-7 59
5 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 58

Abundance Scan 1060 (8.322 min): BF122389.D\data.ms (-1050) (-) m/z 74.05 100.00%
74.0
5000
43.1 A\A
— S
H 1013 1293 8.00 8.20 8.40 8.60
Ay m—.Ih w All Al ST S8 myz 43.10 37.19%
m/z--> 20 40 6 80 100 120 140 160 180
Abundance #30203: Octanoic acid, 2-methyl-
74.0
5000 U L R B R
21.0 8.00 8.20 8.40 8.60
m/z 41.10 33.18%
101.0
O ‘\\‘\ ’ T \‘\‘\‘\\\\‘\\\\‘1\2\‘9\(\)‘ T \175\8‘(\)\ \\‘\\\
miz--> 20 60 80 100 120 140 160 180
Abundance
74.0
R
8.00 8.20 8.40 8.60
5000 m/z 87.10 29.20%
41.0
0 101.0 144.0
AR A R R R R
miz--> 20 60 80 100 120 140 160 180
Abundance #50073: Decanoic acid, 2-methyl- R A RAREE
74.0 8.00 8.20 8.40 8.60
m/z 55.10 26.35%
5000
41.0
129.0
L e g
"“‘,‘“““‘“‘H“‘“““““““““““ R R
m/z--> 20 80 100 120 140 160 180 8.00 8.20 8.40 8.60

8270-BF110920.M Fri Nov 20 15:45:05 2020
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111920\
Data File : BF122389.D

Acqg On : 19 Nov 2020 19:39
Operator : JU/CG

Sample : L4779-03

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Decane, 1-fluoro- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.345 307.83 ng 7261010 Naphthalene-d8 8.181

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 1-fluoro- 160 C1OH21F 000334-56-5 64
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 50
3 Hydroxylamine, O-decyl- 173 C1OH23NO 029812-79-1 47
4 Octane, 4-methyl- 128 C9H20 002216-34-4 47
5 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 43
Abundance Scan 1064 (8.345 min): BF122389.D\data.ms (-1061) (-) m/z 43.10 100.00%
43.1
71.1
5000
97.1 s
‘ 126.1 8.00 8.20 8.40 8.60
ol 4 1281 1570 m/z 57.10 80.09%
m/z--> 20 40 60 80 100 120 140 160
Abundance #30739: Decane, 1-fluoro-
43.0
5000 L L L I B LR R I
69.0 8.00 8.20 8.40 8.60
97.0 m/z 56.10 64.59%
0 T \.?\ ‘} \‘ T ‘i‘} ‘\ T ““ T ‘\ “‘H {‘ T i“’ T \]_HI-\G-‘()\ T \]_\49\0\ \]-\6(‘).\()\ T ’
miz--> 20 40 60 80 100 120 140 160
Abundance
43.0
 RRRANEEEES R e S
8.00 8.20 8.40 8.60
5000 85.0 m/z 71.10 62.78%
0 15.0 65.0 113.0
e e T
m/z--> 20 40 60 80 100 120 140 160
Abundance #40489: Hydroxylamine, O-decyl- R e A ARREE R AR
43.0 8.00 8.20 8.40 8.60
m/z 41.10 55.36%
5000 71.0 JV/XMAAAJJ\A///}NA/
0 M i . gz‘.\o | 1400 173.0
R e AR RERE R AR R R E
m/z--> 20 40 60 80 100 120 140 160 8.00 8.20 8.40 8.60

8270-BF110920.M Fri Nov 20 15:45:05 2020 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111920\
Data File : BF122389.D

Acqg On : 19 Nov 2020 19:39
Operator : JU/CG

Sample : L4779-03

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Phenol, 4-propyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.504 90.21 ng 2127940 Naphthalene-d8 8.181

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-propyl- 136 C9H120 000645-56-7 90
2 Phenol, 2-propyl- 136 CS9H120 000644-35-9 90
3 Pyridine, 2,5-dimethyl- 107 C7HON 000589-93-5 59
4 Phenol, 4-ethyl- 122 C8H1e0 000123-07-9 50
5 Tyrosine 181 C9H11NO3 000060-18-4 40
Abundance Scan 1091 (8.504 min): BF122389.D\data.ms (-1086) (-) m/z 107.05 100.00%
107.1
5000
136.1 R e  RAREEmEEs
77.0 8.20 8.40 8.60 8.80
O b b e e e e m/z 136.05 18.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16375: Phenol, 4-propyl-
107.0
5000 \M\\w\uwu\wuu,
8.20 8.40 8.60 8.80
136.0 m/z 77.85 13.67%

77.0
0l15.0 390 \ |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
107.0

8.20 8.40 8.60 8.80

5000 ITI/Z 108.05 8.16%
77.0 136.0
51.0
1] USRS HVEIS | AU NSNS .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5197: Pyridine, 2,5-dimethyl- A e
107.0 8.20 8.40 8.60 8.80

m/z 39.10 3.65%

5000
79.0
390 bt

o+t Vo
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80

8270-BF110920.M Fri Nov 20 15:45:06 2020 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111920\
Data File : BF122389.D

Acqg On : 19 Nov 2020 19:39
Operator : JU/CG

Sample : L4779-03

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Nonanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.669 1219.90 ng 28774300 Naphthalene-d8 8.181

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 91
2 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 50
3 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 50
4 Hexanoic acid 116 C6H1202 000142-62-1 47
5 Butanoic acid 88 C4H802 000107-92-6 43
Abundance Scan 1119 (8.669 min): BF122389.D\data.ms (-1094) (-) m/z 60.00 100.00%
60.0
5000
115.1
‘ ‘ ‘ ‘ 8.40 8.60 8.80 9.00
0! Wby [ 11581 207.0  n/z 73.00  88.56%
miz--> 50 100 150 200 250 300 350
Abundance #30180: Nonanoic acid
60.0
5000 L B R B L L B
8.40 8.60 8.80 9.00
J 115.0 m/z 57.10  60.38%
01\5.\ ‘\‘ LH’H“ “‘M \H\ ““i‘ \‘\ ‘\ \]-‘5§.\()\ T ‘ L ‘ T T T ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance
60.0
R R e
127.0 8.40 8.60 8.80 9.00
5000 m/z 41.10 51.49%
0 216.0 273.0 359.(
P e T T e T T e
m/z--> 50 100 150 200 250 300 350
Abundance #21817: Propanedioic acid, propyl- e AR =
60.0 8.40 8.60 8.80 9.00
m/z 55.10 41.35%
) M/J\/J\h/
m/z--> 50 100 150 200 250 300 350 8.40 8.60 8.80 9.00

8270-BF110920.M Fri Nov 20 15:45:06 2020 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111920\
Data File : BF122389.D

Acqg On : 19 Nov 2020 19:39
Operator : JU/CG

Sample : L4779-03

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 unknown8.857 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.857 199.25 ng 4699870 Naphthalene-d8 8.181

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 L-Homoserine lactone, N,N-dimethyl- 129 C6H11NO2 1000374-45-7 43
2 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 38
3 Oxirane, 2-methyl-3-propyl-, cis- 100 C6H120 006124-90-9 35
4 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 30
5 Decane, 2,3,4-trimethyl- 184 C13H28 062238-15-7 27

Abundance Scan 1151 (8.857 min): BF122389.D\data.ms (-1147) (-) m/z 43.10 100.00%

431 71.1
5000
971 1261 S GRS N
| ‘ ‘ ‘ 8.60 8.80 9.00 9.20
0ol Ll A 35T s 4510 99.71%
m/z--> 20 40 60 80 100 120 140 160
Abundance #12872: L-Homoserine lactone, N,N-dimethyl-
71.0
42.0
5000 L AL BRI B
129.0 8.60 8.80 9.00 9.20
m/z 71.10 98.42%
15.0 ‘ ‘ 100.0
O\\‘\‘\‘lh\\‘i ‘\1\\‘\‘\\\i\\\\’\\‘\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance
43.0
R AREEEAREEE:
8.60 8.80 9.00 9.20
5000 m/z 57.10 90.52%
71.0
0 26.0 99.0 128.0
B e o R BBt B S
m/z--> 20 40 60 80 100 120 140 160
Abundance #3952: Oxirane, 2-methyl-3-propyl-, cis- T T
43.0 8.60 8.80 9.00 9.20
m/z 41.10 68.54%
h i M
100.0
ol —— e e e
m/z--> 20 40 60 80 100 120 140 160 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111920\
Data File : BF122389.D

Acqg On : 19 Nov 2020 19:39
Operator : JU/CG

Sample : L4779-03

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Undecanoic acid, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.922 319.09 ng 7526530 Naphthalene-d8 8.181

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecanoic acid, 2-methyl- 200 C12H2402 024323-25-9 78
2 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 64
3 Nonanoic acid, methyl ester 172 C1eH2002 001731-84-6 59
4 Octanoic acid, 2-methyl- 158 C9H1802 003004-93-1 56
5 Decanoic acid, 2-methyl- 186 C11H2202 024323-23-7 56
Abundance Scan 1162 (8.922 min): BF122389.D\data.ms (-1154) (-) m/z 74.05 100.00%
74.0
5000
41.1
‘ H H lo11 1291 8.60 8.80 9.00 9.20
Ol byl Wl L 17220700 0 g7 05 38.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61140: Undecanoic acid, 2-methyl-
74.0
5000 L L R R B R
41.0 8.60 8.80 9.00 9.20
m/z 41.10 31.41%
143.0
0 180, ‘\ “\\ N e .., 171.0 2000
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
74.0
R AR AR
8.60 8.80 9.00 9.20
5000 m/z 43.10 27.17%
43.0
0l15.0 101.0 1300
T T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39525: Nonanoic acid, methy! ester e ARA RN S
74.0 8.60 8.80 9.00 9.20
m/z 55.10 21.84%
5000
43.0
141.0
1% OM “ M‘ i \10%-0 L 172.0
o e e e e e AR R
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111920\
Data File : BF122389.D

Acqg On : 19 Nov 2020 19:39
Operator : JU/CG

Sample : L4779-03

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 1-Hexanol, 5-methyl-2-(1-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.957 272.48 ng 6427030 Naphthalene-d8 8.181

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 5-methyl-2-(1-methyle... 158 C1@H220 002051-33-4 52
2 Methyl undecyl ether 186 C12H260 007289-53-4 43
3 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 38
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 35
5 Ethanone, 1-(3-ethylcyclobutyl)- 126 C8H140 056335-71-8 30

Abundance Scan 1168 (8.957 min): BF122389.D\data.ms (-1165) (-) m/z 43.10 100.00%
43.1
71.1

5000

=

97.1
LR TS
126.1 8.60 8.80 9.00 9.20

S ‘M‘Ju MAHJA\A S R N M3l . m/z 57.16 98.71%

miz--> 20 40 60 80 100 120 140 160
Abundance #29668: 1-Hexanol, 5-methyl-2-(1-methylethyl)-
43.0 71.0
5000 LI LA L L L LA B R
8.60 8.80 9.00 9.20
97.0 m/z 71.10 81.82%
O' 15.0 ?‘?‘Z.\o\}\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160
Abundance
45.0
e eRaRN ISR e
8.60 8.80 9.00 9.20
m/z 45.10 74.40%
5000 83.0
111.0 154.0
oL e 65.0 128.0
—
miz--> 20 40 60 80 100 120 140 160
Abundance #12684: Heptane, 2,4-dimethyl- T e
43.0 8.60 8.80 9.00 9.20
m/z 41.10 69.12%
01150 | m\ 6W¢ L 113.0
T e T T TR I S o R St R ARE ESREMERSRE
m/z--> 20 40 60 80 100 120 140 160 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111920\
Data File : BF122389.D

Acqg On : 19 Nov 2020 19:39
Operator : JU/CG

Sample : L4779-03

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 unknown9.392 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.392 83.27 ng 4567910  Acenaphthene-d10 9.945

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclodecane 140 C10H20 000293-96-9 30
2 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 27
3 Hexyl octyl ether 214 C14H300 017071-54-4 27
4 Pentanoic acid, decyl ester 242 C15H3002 005454-12-6 22
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 22
Abundance Scan 1242 (9.392 min): BF122389.D\data.ms (-1239) (-) m/z 43.10 100.00%
3.1
71.1
5000 971
 AAEamEa L e
‘ | 14“)'2 9.00 9.20 9.40 9.60 9.80
0’ b A2 20717 57,10 92.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17937: Cyclodecane
55.0
5000 83.0 EERRN RN RN NN R R
29.0 9.00 9.20 9.40 9.60 9.80
1110 1400 m/z 45.18 89.51%
0' \\H‘\\‘H\‘\\\\l\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
AR ARERR
9.00 9.20 9.40 9.60 9.80
5000 71.0 m/z 55.10  65.36%
0 14.0 99.0 128.0
T e e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72867: Hexyl octyl ether A RREaaREEE SR
43.0 85.0 9.00 9.20 9.40 9.60 9.80
m/z 41.10 63.71%
5000
112.0
bbbl b by b 2480 L S
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111920\
Data File : BF122389.D

Acqg On : 19 Nov 2020 19:39
Operator : JU/CG

Sample : L4779-03

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 Nonanoic acid, methyl ester Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.439 64.97 ng 3564030  Acenaphthene-d10 9.945

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid, methyl ester 172 C10H2002 001731-84-6 72
2 Dodecanoic acid, 2-methyl- 214 C13H2602 002874-74-0 64
3 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 50
4 2,3,4-Trimethylpentanoic acid 144 C8H1602 090435-18-0 45
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 45
Abundance Scan 1250 (9.439 min): BF122389.D\data.ms (-1245) (-) m/z 74.05 100.00%
74.0
5000
41.1
129.1 9.20 9.40 9.60 9.80
L 10T 957 1862
O bl el R S e m/z 87.05 42.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39525: Nonanoic acid, methyl ester
74.0
5000 L LA B B R R
9.20 9.40 9.60 9.80
43.0 m/z 41.10 23.44%
18.0 H | 101.0 14‘1'0 172.0
0 \\‘\“\H‘\\“‘\\\}H’\\M\“\‘W1\\”“\\\‘\’\\\\“\\\\‘\\1\‘\\\\‘\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
74.0
B RRRSEEE R
9.20 9.40 9.60 9.80
5000 m/z 43.10 20.59%
41.0
o 101.0 1430 1710 2140
R AR E o S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4289: Butanoic acid, 2-methyl- M EAREEE R
74.0 9.20 9.40 9.60 9.80
29.0 m/z 55.10 18.38%
0 T N - E L
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111920\
Data File : BF122389.D

Acqg On : 19 Nov 2020 19:39
Operator : JU/CG

Sample : L4779-03

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 Undecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.704 314.17 ng 17234800  Acenaphthene-d10 9.945

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 93
2 n-Decanoic acid 172 C1eH2002 000334-48-5 64
3 Nonanoic acid 158 C9H1802 000112-05-0 62
4 Heptanoic acid 130 C7H1402 000111-14-8 43
5 Octanoic acid 144 C8H1602 000124-07-2 43
Abundance Scan 1295 (9.704 min): BF122389.D\data.ms (-1283) (-) m/z 73.05 100.00%
3.0
41.1
5000
129.1
e ‘
1011 . .
LA e | e
0 H“H“"””‘Nup‘H“Hc‘ﬂuuw“u“u“u“_“‘ m/z 60.00 94.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50053: Undecanoic acid
60.0
5000 e ——
290 9.50 10.00
85.0 129.0 1860 m/z 41.10 60.64%
L oo | 570 %
O\\\‘\!‘\\i“\‘\”\“\”\ \“M!\\\u-“\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60.0
— —
9.50 10.00
5000 129.0 m/z 43.18 59.51%
290 87.0
172.0
1 A M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30180: Nonanoic acid T ——
60.0 9.50 10.00
m/z 55.10 53.17%
5000
290 115.0
870
0 O Y
OFrrr it "wa‘:HmhH‘,‘m,w_m_m_m — —
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\BF111920\
Data File : BF122389.D

Acqg On : 19 Nov 2020 19:39
Operator : JU/CG

Sample : L4779-03

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.933 227.75 ng 4453670 Phenanthrene-di10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 70
Abundance Scan 1674 (11.933 min): BF122389.D\data.ms (-1668) (- m/z 73.00 100.00%
43.1 73.0
5000 129.1
213.2 {5
| H 171.1 256.3 12.00
Obrrrrerehi AL m/z 43.10 88.82%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
97.0 1o 2130 2560 m/z 60.00 80.70%
O\H‘HH“\“HH!H\H‘\\‘H\‘\\‘}h““\\”‘1‘\“\‘\\‘\\\\‘\\\\‘\\\\‘\H‘\‘HH‘\H!‘HH‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
43.0 73.0
—=
12.00
5000 129.0 m/z 57.10 71.92%
199.0 2420
0 158.0
T e T T e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #72648: Tridecanoic acid —
73.0 12.00
m/z 41.10 67.69%
43.0
5000
129.0
171.0 214.0
o140 —
m/z--> 20 40 60 80 100120140160180200220240260 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111920\
Data File : BF122389.D

Acqg On : 19 Nov 2020 19:39
Operator : JU/CG

Sample : L4779-03

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... .163 102. ng 2427360 .181 471749 20.
2-Butenoic acid... .287 57. ng 1351150 .181 471749 2e.
Phenol, 2-fluoro- .481 189. ng 4473760 .181 471749 20.
4H-Imidazol-4-o... .487 168. ng 3967350 .181 471749 20.
2-Octanone .622 57. ng 1351260 .181 471749 20.
Hexanoic acid .651 72. ng 1703640 .181 471749 2e.
1-Hexanol, 2-et... .939 93. ng 2211630 .181 471749 20.
Eucalyptol .028 89. ng 2118450 .181 471749 20.
Octanoic acid .951 93. ng 2200050 .181 471749 20.
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Octanoic acid, 177. ng 4190210 471749 20.
Decane, 1-fluoro- .345 307. ng 7261010 .181 471749 20.
Phenol, 4-propyl- .504 90.2 ng 2127940 .181 471749 20.
Nonanoic acid 669 1219. ng 28774300 181 471749 20.
unknown8.857 .857 199. ng 4699870 .181 471749 20.
Undecanoic acid... .922 319. ng 7526530 .181 471749 20.
1-Hexanol, 5-me... .957 272. ng 6427030 .181 471749 20.
unknown9.392 392 83. ng 4567910 945 1097150 20.
Nonanoic acid, .439 65. ng 3564030 .945 1097150 20.
Undecanoic acid .704 314, ng 17234800 .945 1097150 20.
n-Hexadecanoic . 11.933  227. ng 4453670 11.445 391104 20.
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