LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126667.D

Acqg On : 25 Jan 2022 16:56
Operator : CG/JU

Sample : N1250-01

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-BF911822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126667.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.310 30 38 45 rvB 735177 964363 21.40%  2.900%
2 5.198 524 529 535 rVB 82538 96074 2.13% 0.289%
3 5.581 589 594 597 rBV 2547072 2256820 50.08% 6.787%
4 6.569 758 762 768 rBV 1805928 1703286 37.80% 5.123%
5 6.787 796 799 803 rVB 48082 49117 1.09% ©0.148%
6 6.963 825 829 832 rBV 973726 798541 17.72% 2.402%
7 7.016 834 838 840 rBv2 120159 104653 2.32% 0.315%
8 7.139 856 859 862 rVB 143098 114028 2.53% 0.343%
9 7.204 867 870 873 rBV 71589 61441 1.36% 0.185%
10 7.275 879 882 884 rBvV2 59259 49005 1.09% 0.147%
11  7.492 915 919 920 rBV 265536 217393 4.82% 0.654%
12 7.528 920 925 928 rVB 2907992 3056130 67.82% 9.191%
13 7.598 933 937 941 rVB6 35643 45836 1.02% 0.138%
14 7.639 941 944 948 rBV3 47586 55085 1.22% 0.166%
15 7.728 955 959 961 rVB2 163302 151834 3.37% 0.457%
16 7.751 961 963 965 rBV 69784 45121 1.00% ©0.136%
17 7.839 974 978 983 rVB3 32643 47167 1.05% ©0.142%
18 7.886 983 986 988 rBV2 75890 79122 1.76% 0.238%
19 7.910 988 990 992 rVvVv 76906 77450 1.72% 0.233%
20 7.951 994 997 999 rw 109661 138453 3.07% 0.416%
21 7.981 999 1002 1005 rVB 591648 540131 11.99% 1.624%
22 8.051 1010 1014 1017 rVV2 42318 64396 1.43% 0.194%
23 8.081 1017 1019 1021 rVB 71658 54460 1.21% 0.164%
24  8.139 1026 1029 1033 rVV3 66651 68929 1.53% 0.207%
25 8.181 1033 1036 1037 rBv2 42887 46468 1.03% 0.140%
26 8.245 1041 1047 1052 rVV 1264591 1378997 30.60% 4.147%
27 8.286 1052 1054 1058 rVB 144804 118852 2.64% 0.357%
28 8.369 1063 1068 1070 rBv4 41863 63243 1.40% 0.190%
29 8.457 1081 1083 1086 rBV 197171 156355 3.47% 0.470%
30 8.628 1105 1112 1117 rBV2 139719 168895 3.75% 0.508%
31 8.710 1121 1126 1129 rBV2 160033 170334 3.78% 0.512%
32 8.745 1129 1132 1135 rBV2 149279 134569 2.99% 0.405%
33 8.828 1143 1146 1149 rBV3 157007 141411 3.14% 0.425%
34 8.910 1156 1160 1162 rBV2 130936 131132 2.91% 0.394%
35 8.933 1162 1164 1167 rVB 76761 59462 1.32% 0.179%
36 8.986 1171 1173 1180 rVB7 55897 87294 1.94% 0.263%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126667.D

Acqg On : 25 Jan 2022 16:56
Operator : CG/JU

Sample : N1250-01

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-BF911822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.057 1180 1185 1188 rBV2 750968 805046 17.87% 2.421%
38 9.086 1188 1190 1195 rVvVv4 167445 211223 4.69% 0.635%
39 9.133 1195 1198 1201 rVB 263662 226714 5.03% 0.682%
40  9.322 1225 1230 1233 rBV 4525857 4505997 100.00% 13.552%
41  9.469 1251 1255 1257 rBV3 100680 125553  2.79% 0.378%
42 9.528 1262 1265 1268 rVB2 96074 97444 2.16% 0.293%
43  9.580 1268 1274 1280 rBV3 303280 576987 12.80% 1.735%
44  9.657 1284 1287 1290 rVWW 422407 452091 10.03% 1.360%
45 9.686 1290 1292 1295 rVB 250980 181213 4.02%  0.545%
46 9.775 1302 1307 1309 rBv2 121929 134176 2.98% 0.404%
47 9.810 1311 1313 1316 rVB4 116381 118134 2.62%  ©.355%
48 9.857 1318 1321 1324 rBV2 118576 128814 2.86% 0.387%
49 9.904 1325 1329 1330 rBV3 72360 93365 2.07% 0.281%
50 10.004 1341 1346 1350 rBV 1372936 1261838 28.00% 3.795%
51 10.204 1376 1380 1384 rVB2 134584 202630 4.50% 0.609%
52 10.245 1384 1387 1388 rBV 115584 92979 2.06% 0.280%
53 10.269 1388 1391 1394 rVB 225916 173114 3.84% 0.521%
54 10.322 1396 1400 1402 rBV 112385 132004 2.93% 0.397%
55 10.404 1412 1414 1416 rBV2 62329 59218 1.31% 0.178%
56 10.427 1416 1418 1420 rVB2 95321 73205 1.62% 0.220%
57 10.463 1421 1424 1426 rBV3 63522 68477 1.52% 0.206%
58 10.492 1426 1429 1433 rVB3 88527 98890 2.19% 0.297%
59 10.545 1435 1438 1442 rVB3 123605 122230 2.71% 0.368%
60 10.633 1448 1453 1457 rVB2 187078 215334 4.78%  0.648%
61 10.798 1476 1481 1484 rBV 2985436 2721975 60.41% 8.186%
62 10.992 1512 1514 1519 rVBS5 42988 62486 1.39% 0.188%
63 11.092 1528 1531 1533 rBV3 47048 50918 1.13% 0.153%
64 11.380 1578 1580 1585 rVB6 45159 45819 1.02% 0.138%
65 11.498 1596 1600 1603 rVB 1261812 1048546 23.27% 3.153%

66 12.010 1684 1687 1696 rVB2 256813 300818 6.68% ©.905%
67 12.798 1818 1821 1826 rVB 139296 128551 2.85% ©.387%
68 13.086 1866 1870 1873 rBV 3809560 3674478 81.55% 11.051%
69 13.980 2018 2022 2030 rVB 110060 136419 3.03% 0.410%
70 14.145 2046 2050 2053 rBV 713043 659815 14.64%  1.984%

71 14.463 2101 2104 2106 rBV 68502 63888 1.42% ©.192%
72 15.668 2304 2309 2322 rBV 536319 704183 15.63%  2.118%

Sum of corrected areas: 33250419
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

¢ 25 Jan 2022 16:56
: CG/IU
¢ N1250-01

. 15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012522\
BF126667.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF126667.D\data.ms

4000000

3000000 7.528

5.581
2000000 6.569
6.963
1000000 2310
7.492
. 5.198 6.787 11018 %py5
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: BF126667.D\data.ms
9.322
4000000 13.086
10.798
3000000
2000000
10.004 11.498
1000000
l 10108092 11.38(

QU= e —— — —— — e e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF126667.D\data.ms

4000000
3000000
2000000
1000000 14.145
15.668
13.980 14.463

0 T ‘ T T ‘ T T T T ‘ T T ‘ T T ‘ T T T T ‘ T T T T T T T T ‘ T T ‘ T

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126667.D

Acqg On : 25 Jan 2022 16:56
Operator : CG/JU

Sample : N1250-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.310  24.15 ng 964363  1,4-Dichlorobenzene-d4 6.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 43
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance  Scan 38 (2.310 min): BF126667.D\data.ms (-30) (-) m/z 73.10 100.00%

3.1
5000
- \‘\\\\‘\\\\‘\\\\’
‘ £9 1 220 240 2.60
Obrprereprred bbb bbb e e m/z 4295 27.17%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LI L N B B B L B B |
43.0 220 240 260
' 87.0 m/z 87.10  23.38%
29.0
‘\‘ Il ‘\‘ ‘ Lglo ‘ | ‘
O\\‘\H\‘\H\‘Hf\‘Hf‘\“HH‘HH‘HH‘H\\‘\H\‘\H\‘\H\‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 ey
220 240 260
5000 41.0 55.0 ITI/Z 55.10 21.23%
27.0
oyl 1120 1200
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 \
Abundance #4994: Pentane, 3-methoxy- o e B
73.0 220 240 260
m/z 71.10 10.23%
5000
45.0
29.0
0““HM“‘H‘HJH“H?Q(Q“VH“‘H“_‘%pﬁxq‘_“w“‘w““ A e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126667.D

Acqg On : 25 Jan 2022 16:56
Operator : CG/JU

Sample : N1250-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
5.198 2.41 ng 96074 1,4-Dichlorobenzene-d4 6.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 47
3 3-Hexanol, 4-ethyl- 130 C8H180 019780-44-0 25
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 23
5 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 12
Abundance Scan 529 (5.198 min): BF126667.D\data.ms (-524) (-) m/z 43.00 100.00%
43.0
59.0
5000
101'1 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
83.0 4.80 5.00 5.20 5.40 5.60
Olerprrrrrrerr bttt e e et M/Z 59.00 64.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 ‘\\\\‘\\\\‘\\\\‘\\\\A{\\\
4.80 5.00 5.20 5.40 5.60
101.0 m/z 101.10  23.87%
31.0 L ‘ 83.0
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9522: 2-Pentanol, 2,4-dimethyl-
59.0

4.80 5.00 5.20 5.40 5.60

5000 ITI/Z 58.10 17.75%
43.0 101.0
0**\1**5*'9\*H‘*‘WH‘\‘*‘*‘HM*”‘*1”*7*\179**??"(*)w”w”w”w
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15687: 3-Hexanol, 4-ethyl- R R o R
59.0 4.80 5.00 5.20 5.40 5.60

m/z 41.10 9.74%

5000

29.0 41.0

830 101.0
H\‘H‘\H“w"w“H\‘H‘\H“w“w“”\‘w‘\w“w“w

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126667.D

Acqg On : 25 Jan 2022 16:56
Operator : CG/JU

Sample : N1250-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.016 2.62 ng 104653 1,4-Dichlorobenzene-d4 6.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 93
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 87
4 Mesitylene 120 C9H12 000108-67-8 87
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 87
Abundance Scan 838 (7.016 min): BF126667.D\data.ms (-834) (-) m/z 105.10 100.00%
105.1
5000
57.0 1201 M A A A
41‘ 0 77‘ 1 910 6.60 6.80 7.00 7.20 7.40
Y S 1 MH‘JW‘_M‘H‘:_MJWWM m/z 120.18  36.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
5000
6.60 6.80 7.00 7.20 7.40
120.0 %
79.0 m/z 57.05 33.90%
39.0 65.0
OH‘\\H‘HH‘HH“HH‘HH‘\‘\‘H‘H\H‘H\\9%\(\)\‘\‘\1\‘\\‘\‘\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
e AR RREEET
6.60 6.80 7.00 7.20 7.40
5000 m/z 77.10 14.48%
120.0
77.0 91.0
o380 20 80 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0 6.60 6.80 7.00 7.20 7.40
m/z 41.00 13.74%
5000 120.0
39.0
77.0
63.0 ‘ 91.0
o‘w‘H‘E?bwulﬁ‘HWMu‘Nu‘u‘mu‘wh‘wﬂﬂw‘mﬁwu“ T aRaEFASCRNEESC
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126667.D

Acqg On : 25 Jan 2022 16:56
Operator : CG/JU

Sample : N1250-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 Indane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.139 2.86 ng 114028 1,4-Dichlorobenzene-d4 6.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 87
2 Benzene, 1-ethenyl-4-methyl- 118 C9H1e 000622-97-9 72
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 68
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 64
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64

Abundance Scan 859 (7.139 min): BF126667.D\data.ms (-856) (-) m/z 117.05 100.00%

1171
5000
91.0  REEEmaEE TSR
_ 63.0 ‘ 6.80 7.00 7.20 7.40
o"w‘m‘_Mw‘mm b 2% myz 128010 53.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
5000 \\‘\\\/\\‘\\\\‘\\\\’\\\\‘
6.80 7.00 7.20 7.40
m/z 115.05  33.49%
39.0 63.0 91.0
O\1\5\(‘)\\\\“\\H\\““\‘\\\‘\\“\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10202: Benzene, 1-ethenyl-4-methyl-
117.0
R EAas EREs S,
6.80 7.00 7.20 7.40
m/z 91.00 19.33%
5000 910 /
39.0 63.0
015.0
- ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10205: Benzene, 1-ethenyl-2-methyl-
117.0 6.80 7.00 7.20 7.40
m/z 63.00 10.18%
5000
91.0
39.0 650 ‘
Y B N Y VY | O —
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126667.D

Acqg On : 25 Jan 2022 16:56
Operator : CG/JU

Sample : N1250-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 Benzene, 1l-ethyl-3,5-dimethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
7.728 2.20 ng 151834  Naphthalene-d8 8.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 93
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 93
3 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 93
4 o-Cymene 134 C10H14 000527-84-4 91
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 90
Abundance Scan 959 (7.728 min): BF126667.D\data.ms (-955) (-) m/z 119.10 100.00%
119.1
5000 134.1
57.1 91.0
41.0 7.40 7.60 7.80 8.00
ob bt PR Ll m/z 134,05 39.87%
miz--> 20 40 60 80 100 120 140
Abundance #17075: Benzene, 1-ethyl-3,5-dimethyl-
119.0
5000 /\/‘MAA,’
134.0 7.40 7.60 7.80 8.00
m/z 57.10 17.37%
91.0
0 \1\5\.0‘ T \3\9‘“0\ Ty ‘6?‘.\0\ \‘”‘ T \‘\ T “1‘\ \‘\‘l ——h T
miz--> 20 40 60 80 100 120 140
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0
RARREEEE ST
7.40 7.60 7.80 8.00
5000 m/z 91.00 17.16%
134.0
91.0
0 150 L 39\\0 L 65\0 lu ‘ M‘\ \\“ Ul
I B L o B e e
miz--> 20 40 60 80 100 120 140
Abundance #17060: Benzene, 1,2,3,5-tetramethyl- M‘WM“W“‘W“‘W“‘W
119.0 7.40 7.60 7.80 8.00
m/z 83.00 9.89%
134.0
5000
91.0
obtso 0 L R0 Ll
m/z--> 20 40 60 80 100 120 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126667.D

Acqg On : 25 Jan 2022 16:56
Operator : CG/JU

Sample : N1250-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 Benzene, 2,4-dimethyl-1-(1-... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.457 2.27 ng 156355 Naphthalene-d8 8.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 64
2 Propionitrile, 3-[(isochroman-1-... 216 C13H16N20 1000302-78-5 64
3 1-methyl-1-indanol 148 C10H120 064666-42-8 64
4 Benzamide, N-[(3,4-dihydro-1H-2-... 281 C18H19NO2 1000320-15-7 59
5 Oxalamide, N-(isochroman-1-yl)me... 310 C18H18N203 1000304-26-0 59

Abundance Scan 1083 (8.457 min): BF126667.D\data.ms (-1081) (-) m/z 133.05 100.00%
133.

33.1
5000
590 91.0
‘ ‘ ‘ H 8.20 8.40 8.60 8.80
O bbb bl bl myz 9l.e0  20.72%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance  #26410: Benzene, 2,4-dimethyl-1-(1-methylethyl)-
133.0
5000 L L I L LI L B
8.20 8.40 8.60 8.80
m/z 59.00 17.52%
15.0 390 ge o 910
0 \‘H\‘\‘\‘}‘H“‘\\‘\‘\“N.\H‘”‘H‘\\“\‘Hwh‘\\‘\‘\‘H‘H‘HH‘\H\‘HH‘\
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #94329: Propionitrile, 3-[(isochroman-1-ylmethyl)amino]-
83.0 133.0
STV
8.20 8.40 8.60 8.80
5000 m/z 77.00 16.06%
42.0
ST SYIN O T T S
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #26189: 1-methyl-1-indanol e ABEamanEEE R
138.0 8.20 8.40 8.60 8.80
m/z 105.10 15.56%
5000
430 770 ‘105'0 N
ol e e e e e e e e e A e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 8.20 8.40 8.60 8.80

8270-BF011822.M Wed Jan 26 16:11:48 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126667.D

Acqg On : 25 Jan 2022 16:56
Operator : CG/JU

Sample : N1250-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.628 2.45 ng 168895 Naphthalene-d8 8.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 97
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 95
3 2,2-Dimethylindene, 2,3-dihydro- 146 C1l1H14 020836-11-7 95
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 94
5 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 91
Abundance Scan 1112 (8.628 min): BF126667.D\data.ms (-1105) ()| m/z 131.00 100.00%
131.0
5000
91.0 ‘MA/L,H
39.0 65.0 8.40 8.60 8.80 9.00
0 o 1828 2071 s 146,05 34.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
5000 91.0
8.40 8.60 8.80 9.00
39.0 m/z 91.05 23.52%
0\‘\\\\‘H\\‘\W‘HM}\}‘\\‘}\“H\\H“\M\‘\M\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
AR AR E
8.40 8.60 8.80 9.00
5000 m/z 115.00 18.54%
\39‘.0 \\63\\\ L] 910 | \M ‘\
0\‘\H\‘\\‘1\‘\\\\‘\\\\‘\\\\‘\ R S AEANERRER RS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro- R B ARREEEERAN S
131.0 8.40 8.60 8.80 9.00
m/z 128.05 14.44%
5000
91.0
51.0 ‘ |
0 by 1l TR T ‘\ \H\‘ Il

\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\ L L L L B

m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00

8270-BF011822.M Wed Jan 26 16:11:49 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126667.D

Acqg On : 25 Jan 2022 16:56
Operator : CG/JU

Sample : N1250-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

s.716  2.47ng 170334  Naphthalene-ds 8.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 81
2 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 76
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 72
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 70

5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 68
Abundance Scan 1126 (8.710 min): BF126667.D\data.ms (-1121) ()  m/z 131.05 100.00%
131.1
5000
T 54085080900
39.0 63.0 ‘ ‘ 40 8.60 8.80 9.
Ol bidebiiabe bt Ml B2 20700109 65 34.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
8.40 8.60 8.80 9.00
390 91.0 m/z 146.05 31.54%
0 630 ‘
0+~ T \‘V\ \“‘\ \“1‘\““1‘\ \‘\“‘ T “‘\‘\ \‘U‘ \‘M T HM\ L L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
8.40 8.60 8.80 9.00
5000 91.0 m/z 147.05 30.14%
65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 M
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl- T
131.0 8.40 8.60 8.80 9.00
m/z 115.05 24.33%
5000
39.0 63.0 91.0 ‘ ‘
0W‘m“‘HH‘;M“l“‘m“u‘u‘uml““w“MHWHWHWH

m/z-->

20 40 60 80 100 120 140 160 180 200

8270-BF011822.M Wed Jan 26 16:11:50 2022

8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126667.D

Acqg On : 25 Jan 2022 16:56
Operator : CG/JU

Sample : N1250-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 o-Diacetylbenzene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.133 3.59 ng 226714  Acenaphthene-di10 10.004

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Diacetylbenzene 162 C10H1e02 000704-00-7 59
2 Benzene, 1,2-bis(1-methylethyl)- 162 C12H18 000577-55-9 53
3 Benzene, 1,3-bis(1-methylethyl)- 162 C12H18 000099-62-7 53
4 5-Benzofuranmethanamine, 2,3-dih... 205 C13H19NO 1000351-55-3 53
5 2,4,6-Trimethylpropiophenone 176 C12H160 002040-15-5 50

Abundance Scan 1198 (9.133 min): BF126667.D\data.ms (-1195) (-) m/z 147.05 100.00%
147.1

5000
105.1
430 77.0 ‘ 8.80 9.00 9.20 9.40
Okttt b by il 2742 2071 1) 105 05 19.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37552: o-Diacetylbenzene
147.0
5000 L B L B B
91.0 8.80 9.00 9.20 9.40
43.0 ' m/z 91.00 11.87%
150 |, 680, | 150 |
0 \\\‘\\\\‘\\\\‘\\\H\‘\\\\‘\\\\’\\‘\\’\\\\"\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37957: Benzene, 1,2-bis(1-methylethyl)-
147.0
R RRR R
8.80 9.00 9.20 9.40
5000 m/z 148.05 11.46%
39.0 77.0 115.0
o) VIR 1 U WO RSP Y P S A —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37958: Benzene, 1,3-bis(1-methylethyl)-
147.0 8.80 9.00 9.20 9.40
m/z 115.10 9.40%
5000
119.0
43.0 91.0
150‘ “‘ MH ‘ ‘ \‘ TN~ ‘
O b et e et el e e e e th
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40

8270-BF011822.M Wed Jan 26 16:11:50 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126667.D

Acqg On : 25 Jan 2022 16:56
Operator : CG/JU

Sample : N1250-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Naphthalene, 1,6-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.580 9.15 ng 576987  Acenaphthene-d10 10.004

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96

Abundance Scan 1274 (9.580 min): BF126667.D\data.ms (-1268) (-}  m/z 156.10 100.00%
156.1

5000

77.0
510
Ol m/z 141.60  75.38%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
T \

5000 T
9.50
770 115.0 ITI/Z 155.10 35.88%
51.0 :
Ot ‘2\7‘\-(\)\“ T \“\ T |‘M \‘\”U“ T “\ T \‘i T \“h?\z“Q\M‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33134: Naphthalene, 1,7-dimethyl-
156.0
T I
9.50
5000 m/z 161.10 31.18%
115.0
o 220 T sto I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33146: Naphthalene, 2,7-dimethyl- AN ‘
156.0 9.50
m/z 115.00 24.04%
h W\J\M\VM
77.0
O 50 L 96000 03700 4 L
m/z--> 20 40 60 80 100 120 140 160 180 9.50

8270-BF011822.M Wed Jan 26 16:11:51 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126667.D

Acqg On : 25 Jan 2022 16:56
Operator : CG/JU

Sample : N1250-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Naphthalene, 2,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.657 7.17 ng 452091  Acenaphthene-d10 10.004

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96

Abundance Scan 1287 (9.657 min): BF126667.D\data.ms (-1284) (-} m/z 156.10 100.00%
15p.1

5000 M
|
51.0 77‘-0 ‘ | ‘ 9.50 10.00
oY IR N T ORI T4 “HHMM 8322071 /7 141,05 91.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 ] o
9.50 10.00
115.0 m/z 155.10 30.74%
76.0 ‘
51.0
O \\\‘2\7‘\.\0\“\\“\ \“‘h‘\‘\“!h‘\‘\‘\\“\\\}‘\“!‘\\“‘\\M‘ \\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33162: Naphthalene, 1,6-dimethyl-
156.0
B P
9.50 10.00
5000 ITI/Z 115.05 25.69%
77.0 115.0
51.0
ol 280 Tt el
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33166: Naphthalene, 1,5-dimethyl- —— ——
156.0 9.50 10.00
m/z 161.10 24.62%
5000
76.0 115.0
51.0
0 270 \‘\‘H\H\ \ ‘ Il LM‘HH‘HH‘HH M,

—_—
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00

8270-BF011822.M Wed Jan 26 16:11:52 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126667.D

Acqg On : 25 Jan 2022 16:56
Operator : CG/JU

Sample : N1250-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Naphthalene, 1,7-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.686 2.87 ng 181213  Acenaphthene-di10 10.004

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 98
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96

Abundance Scan 1292 (9.686 min): BF126667.D\data.ms ( 1290) (-) m/z 156.10 100.00%

156.
5000 ﬁ\
115. e
510 (10 ‘50 9.50 10.00
Ob e ol e A3 L1882 o 40 65 72.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33134: Naphthalene, 1,7-dimethyl-
156.0
5000 ] —
9.50 10.00
115.0 m/z 155.10  34.90%
270 510 17 ‘ ‘
0\\\‘\\\\‘\\\\"‘\\‘\HH“\\‘\\‘\\\\’\“\‘\\“‘\\ ‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
ol e
9.50 10.00
5000 ITI/Z 115.00 16.50%
115.0
270 40 L
S NN P, SRR A | | R
miz--> 20 40 60 80 100 120 140 160 180
Abundance #33132: Naphthalene, 2,6-dimethyl- —— ——
156.0 9.50 10.00
m/z 153.05 13.21%
5000
510
oz 0 L L M
m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00

8270-BF011822.M Wed Jan 26 16:11:52 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126667.D

Acqg On : 25 Jan 2022 16:56

Operator : CG/JU

Sample : N1250-01

Misc

ALS vial : 15

Quant Method
Quant Title

TIC Library
TIC Integration

Sample Multiplier: 1

: C:\Database\NIST20.L

Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
: 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 13

Naphthalene, 1,3-dimethyl-

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
9.775 2.13 ng 134176  Acenaphthene-di10 10.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
4 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96
5 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 95

Abundance Scan 1307 (9.775 min): BF126667.D\data.ms (-1302) (-)
141.0

m/z 141.00 100.00%

o MM
115.1 161.1 ] —
510 760 ‘ | \Mﬂ ‘ 9.50 10.00
Ob e bl o980 L b AL nyz 156.10  91.18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 T T T T MA\ T T
9.50 10.00
115.0 m/z 115.05  25.42%
76.0 ‘
51.0
27.0
O \\\‘\‘\ T \“ T \“\ \““A‘\‘\‘L\h‘ \‘\‘\ T “\ T } ‘ \“!‘\ \“‘\ \L“ﬂd‘ T TT ‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33141: Naphthalene, 1,3-dimethyl-
141.0
P e
9.50 10.00
5000 ITI/Z 161.10 23.50%
6.0 115.0
76.
270 510 7] e
oLl L
miz--> 20 40 60 80 100 120 140 160 180
Abundance #33160: Naphthalene, 1,4-dimethyl- =T T
156.0 9.50 10.00
m/z 155.10 22.42%
5000
115.0
Y S VORI NN Y N | W rousl ol
m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00

8270-BF011822.M Wed Jan 26 16:11:53 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126667.D

Acqg On : 25 Jan 2022 16:56
Operator : CG/JU

Sample : N1250-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 Naphthalene, 1,4,6-trimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.204 3.21 ng 202630  Acenaphthene-di10 10.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 97
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 97
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 97
4 1-(2,2-Dimethylcyclopropyl)-2-ph... 170 C13H14 1000294-91-1 93
5 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 90

Abundance Scan 1380 (10.204 min): BF126667.D\data.ms (-1376) (1  m/z 170.10 100.00%
1

170
5000 AM/\A /JL
43.0 g AT UL
810 1157 1390 10.00 10.50
192.1
0+ m/z 155.05 99.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0
5000 ! AR
10.00 10.50
128.0 m/z 169.10  23.04%
630 ‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45538: Naphthalene, 2,3,6-trimethyl-
170.0
A NAA ‘M .
10.00 10.50
5000 m/z 153.05  22.18%
128.0
2o 5o, Bhweo oy
miz--> 20 40 60 80 100 120 140 160 180
Abundance #45536: Naphthalene, 1,6,7-trimethyl- — ——
170.0 10.00 10.50
m/z 43.00 20.84%
e WWMW
128.0
510 76.0
oh %0, 780 2020 [ aago | I
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@12522\
Data File : BF126667.D

Acqg On : 25 Jan 2022 16:56
Operator : CG/JU

Sample : N1250-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 Benzenepropanoic acid, .bet... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.269 2.74 ng 173114  Acenaphthene-di10 10.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenepropanoic acid, .beta.,.b... 192 C12H1602 025080-84-6 58
2 Benzenepropanoic acid, .beta.,.b... 178 C11H1402 001010-48-6 47
3 1-Pentanone, 1-(4-methylphenyl)- 176 C12H160 001671-77-8 46
4 3,4-Dimethylbenzyl isothiocyanate 177 C1@H11NS 206559-59-3 43
5 Benzamide, N-(1,1-dimethylethyl)... 191 C12H17NO 042498-32-8 43

Abundance Scan 1391 (10.269 min): BF126667.D\data.ms (-1388) (-  m/z 119.10 100.00%
119.1

N

5000
91.0
192.2 T aon .
YRR P S N T R N M m/z 132.85  35.80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #66790: Benzenepropanoic acid, .beta.,.beta.-dimethyl-, |
119.0
5000 e il
91.0 10.00 10.50
m/z 91.00 30.16%
41.0
, 690 | \‘\\ 145.0 19\2'0
0 ‘\H\“H\\‘H\‘\“\\M‘\‘H\‘HH‘HH‘HH‘HH‘

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52685: Benzenepropanoic acid, .beta.,.beta.-dimethyl-

3

119.0
e e
10.00 10.50
5000 91.0 m/z 117.05 19.98%
41.0 178.0
[.,.559) 1450
0 i M
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #50914: 1-Pentanone, 1-(4-methylphenyl)- — —
119.0 10.00 10.50

m/z 192.20 14.21%

5000
91.0
28.0 65.0 ‘ ‘
| | | . 147.0 17\6'0 A A

4 ‘
m/z--> 20 40 60 80 100 120 140 160 180 10.00 10.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126667.D

Acqg On : 25 Jan 2022 16:56
Operator : CG/JU

Sample : N1250-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 16 Naphthalene, 2,3,6-trimethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
10.322 2.09 ng 132004  Acenaphthene-di10 10.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 97
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 96
3 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 96
4 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 95
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 89

Abundance Scan 1400 (10.322 min): BF126667.D\data.ms (-1396) (-] m/z 155.05 100.00%
A

2

5000
180.1
“ e
39.0 g 10.00 10.50
! 202.1
ok m/z 170.10 99.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45539: Naphthalene, 2,3,6-trimethyl-
170.0
5000
10.00 10.50
m/z 180.10 27.86%
128.0
0 41.0 63.0 850 106.0 " 14 H
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ ‘\\\\’\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45533: Naphthalene, 1,6,7-trimethyl-
170.0
8 T L N
10.00 10.50
5000 ITI/Z 153.05 27.07%

2

0270 51.0 760 1020 12830 | |
R A R e e e B R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45527: 4,6,8-Trimethylazulene T T
170.0 10.00 10.50
m/z 169.10 23.52%
5000
128.0

N PRI O AT Y S B PV 711

m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50

8270-BF011822.M Wed Jan 26 16:11:55 2022

Page:

19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126667.D

Acqg On : 25 Jan 2022 16:56
Operator : CG/JU

Sample : N1250-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 Tributyl phosphate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

10.633 3.41 ng 215334  Acenaphthene-di10 10.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tributyl phosphate 266 C12H2704P 000126-73-8 72
2 Phosphoric acid, dibutyl 1,1-dim... 352 C13H25F404P 1000298-93-9 56
3 Triisobutyl phosphate 266 C12H2704P 000126-71-6 50
4 Phosphoric acid, trioctyl ester 434 C24H5104P 001806-54-8 17
5 Butyl methylphosphonofluoridate 154 C5H12FO02P 000352-63-6 9

Abundance Scan 1453 (10.633 min): BF126667.D\data.ms (-1448) (- m/z 99.00 100.00%

99.0
5000
57.1 155.1 1050 1100
Cl ‘ 211.1 10.50 11.00
0 e bl b m/z 155.10  13.48%
miz--> 50 100 150 200 250 300 350
Abundance #154909: Tributyl phosphate
99.0
5000 T —
10.50 11.00
155. m/z 57.10 12.17%
57.0 5‘50 211.0
O\\“\\“”‘\\\\\‘\‘\‘\‘\\\\‘\‘\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #260882: Phosphoric acid, dibutyl 1,1-dimethyl-2,2,3,3-te
99.0
—— —
10.50 11.00
5000 m/z 41.00 10.97%
41.0 155.0
0 A W\ T 225.0 297.0337.0
el e e
m/z--> 50 100 150 200 250 300 350
Abundance #154911: Triisobutyl phosphate T T
99.0 10.50 11.00
m/z 125.00 6.39%
5000
5.0 155.0
olso ) L awo el o
m/z--> 50 100 150 200 250 300 350 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126667.D

Acqg On : 25 Jan 2022 16:56
Operator : CG/JU

Sample : N1250-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.010 5.74 ng 300818 Phenanthrene-d10 11.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 2,5-Cyclohexadiene-1,4-dione, 2,... 176 C6H2C1202 000615-93-0 25

Abundance Scan 1687 (12.010 min): BF126667.D\data.ms (-1684) (- m/z 72.95 100.00%
73.0

43.0
5000
R \
‘ 12.00
O‘WH““;‘H“!“J m/z 60.00 80.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143507: n-Hexadecanoic acid
43.0 73.0
5000 ¥ S
12.00
1290 256.0 m/z 43.05 66.65%
I M e -
O\‘H\\‘H\H\M\ H‘H“HH‘\‘HH‘HH“\\‘H‘\‘H\‘HH‘HH‘\H\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126203: Pentadecanoic acid
43.0 73.0
T \
12.00
5000 129.0 m/z 57.10 60.71%

%

0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92068: Tridecanoic acid
43.0 73.0 12.00
' m/z 55.00 57.49%
5000
129.0
‘ ‘ 171.0 214.0
101.0
ot b AL s o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126667.D

Acqg On : 25 Jan 2022 16:56
Operator : CG/JU

Sample : N1250-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 Octadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.798 2.45 ng 128551  Phenanthrene-di10 11.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 50
4 Hexadecane 226 C16H34 000544-76-3 35
5 Tridecane 184 C13H28 000629-50-5 35

Abundance Scan 1821 (12.798 min): BF126667.D\data.ms (-1818) (-  m/z 72.95 100.00%

73.0
43.0
5000
—— —
185.1 2412 284.1 12.50 13.00
0! m/z 43.05 78.11%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179089: Octadecanoic acid
73.0
43.0
5000 — ——
129.0 12.50 13.00
185.0 a0 284 m/z 60.00 70.23%
O ‘\‘\‘H“‘\‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126202: Pentadecanoic acid
43.0 73.0
—T —
12.50 13.00
5000 ITI/Z 57.05 62.25%
129.0 242.0
L Lasmo
. H\‘ H‘M HH HM‘ nh” M‘\ m ‘155q wl ‘ | |
O Lt e el S e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109283: Tetradecanoic acid —— —
73.0 12.50 13.00
m/z 55.05 61.89%
43.0
5000 129.0
185.0
228.0
o‘m“‘J‘u‘!”““t““““l“‘;u:h\“n‘w‘:_m‘”w‘m‘wum_leuww_m,m — —
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126667.D

Acqg On : 25 Jan 2022 16:56
Operator : CG/JU

Sample : N1250-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 Trifluoroacetic acid, penta... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.980 4.14 ng 136419  Chrysene-di12 14.145
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91
2 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
3 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 90
4 Behenic alcohol 326 C22H460 000661-19-8 87
5 n-Nonadecanol-1 284 C19H400 001454-84-8 87

Abundance Scan 2022 (13.980 min): BF126667.D\data.ms (-2018) (- m/z 83.05 100.00%

83.0
50001 41
—
H \ 167.1 2212 2810 14.00
oL bk ok b ‘ww b m/z 57.10  77.66%
m/z--> 50 100 150 200 250 300 350
Abundance #228955: Trifluoroacetic acid, pentadecyl ester
57.0
5000 11.0 N
14.00
m/z 69.05  73.20%
OL\S\(j\ \“‘\‘ “ ‘“ “\1\8\‘2\0‘}\\2\5“5\\0\3\0‘6\(\)\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #282680: Pentafluoropropionic acid, pentadecyl ester
57.0
—
14.00
5000 11.0 ITI/Z 97.05 68.02%
obsd il ] \ \H\ 20, 21002550 356.0
il i A
miz--> 50 100 150 200 250 300 350
Abundance  #307572: Heptafluorobutyric acid, n-tetradecyl ester 7
57.0 14.00
m/z 55.05 67.46%
5000 11.0
1690
olwd‘“_‘ i H‘ “W““‘2‘4‘1‘9”‘_”““3"9‘2"‘ —
m/z--> 50 100 150 200 250 300 350 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12522\
Data File : BF126667.D

Acqg On : 25 Jan 2022 16:56
Operator : CG/JU

Sample : N1250-01

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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|
Butane, 2-metho... 2.310 24.1 ng 964363 1 6.963 798541 20.0
2-Pentanone, 4-... 5.198 2.4 ng 96074 1 6.963 798541 20.0
Benzene, 1-ethy... 7.016 2.6 ng 104653 1 6.963 798541 20.0
Indane 7.139 2.9 ng 114028 1 6.963 798541 20.0
Benzene, 1-ethy... 7.728 2.2 ng 151834 2 8.245 1379000 20.0
Benzene, 2,4-di... 8.457 2.3 ng 156355 2 8.245 1379000 20.0
Benzene, (1,2-d... 8.628 2.5 ng 168895 2 8.245 1379000 20.0
1H-Indene, 2,3-... 8.710 2.5 ng 170334 2 8.245 1379000 20.0
o-Diacetylbenzene 9.133 3.6 ng 226714 3 10.004 1261840 20.0
Naphthalene, 1,... 9.580 9.2 ng 576987 3 10.004 1261840 20.0
Naphthalene, 2,... 9.657 7.2 ng 452091 3 10.004 1261840 20.0
Naphthalene, 1,... 9.686 2.9 ng 181213 3 10.004 1261840 20.0
Naphthalene, 1,... 9.775 2.1 ng 134176 3 10.004 1261840 20.0
Naphthalene, 1,... 10.204 3.2 ng 202630 3 10.004 1261840 20.0
Benzenepropanoi... 10.269 2.7 ng 173114 3 10.004 1261840 20.0
Naphthalene, 2,... 10.322 2.1 ng 132004 3 10.004 1261840 20.0
Tributyl phosphate 10.633 3.4 ng 215334 3 10.004 1261840 20.0
n-Hexadecanoic ... 12.010 5.7 ng 300818 4 11.498 1048550 20.0
Octadecanoic acid 12.798 2.5 ng 128551 4 11.498 1048550 20.0
Trifluoroacetic... 13.980 4.1 ng 136419 5 14.145 659815 20.0
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