LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103020\
Data File : BF122187.D

Acqg On : 30 Oct 2020 18:44
Operator : JU/CG

Sample : L4554-02

Misc :

ALS Vvial : 10 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-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122187.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.340 550 553 577 rBvV 747943 1297120 39.67% 4.870%
2 6.375 726 729 748 rBV 490889 920151 28.14% 3.454%
3 6.657 771 777 782 rVB2 111713 141295 4.32% 0.530%
4 6.710 782 786 796 rVW 608290 624831 19.11%  2.346%
5 6.787 796 799 807 rVB 52196 68885 2.11% 0.259%
6 6.887 813 816 821 rVB 185383 170638 5.22% 0.641%
7 6.957 825 828 837 rVB 113051 112848 3.45% 0.424%
8 7.028 837 840 845 rBV 102750 105216  3.22% 0.395%
9 7.239 867 876 879 rBV 98709 92772 2.84% 0.348%
10 7.281 879 883 892 rBV 1817995 2058551 62.95% 7.728%
11 7.351 892 895 899 rW 73881 98101 3.00% ©0.368%
12 7.392 899 902 909 rVB 87526 89808 2.75% 0.337%
13 7.457 909 913 915 rBv2 40971 46060 1.41% 0.173%
14 7.481 915 917 921 rVB2 44152 38616 1.18% 0.145%
15 7.639 941 944 946 rBV 80184 66618 2.04% 0.250%
16 7.675 946 950 955 rVB3 98910 134384 4.11% 0.504%
17 7.728 955 959 962 rBv4 47848 60498 1.85% 0.227%
18 7.798 967 971 974 rVWW2 46285 49639 1.52% 0.186%
19 7.828 974 976 983 rvVB5 29950 40105 1.23% 0.151%
20 7.922 989 992 995 rBv3 35310 44127 1.35% 0.166%
21  7.992 1001 1004 1010 rBV 829182 917329 28.05% 3.444%
22 8.033 1010 1011 1015 rVV2 107818 78146 2.39% 0.293%
23 8.081 1015 1019 1022 rVB2 36991 45031 1.38% 0.169%
24  8.186 1033 1037 1040 rBV 298253 252617 7.73% 0.948%
25 8.233 1041 1045 1048 rVV 294199 271700 8.31% 1.020%
26 8.369 1064 1068 1071 rBV3 59921 62326 1.91% 0.234%
27 8.439 1075 1080 1082 rBV4 23210 39513 1.21% 0.148%
28 8.469 1082 1085 1092 rBV3 77245 131583 4.02% 0.494%
29 8.551 1097 1099 1102 rVB2 46232 40470 1.24% 0.152%
30 8.610 1106 1109 1113 rVB4 55171 64249 1.96% 0.241%
31 8.663 1115 1118 1125 rBV4 58953 95015 2.91% 0.357%
32 8.781 1135 1138 1140 rBV2 42891 42816 1.31% 0.161%
33 8.810 1140 1143 1145 rBV 190019 191258 5.85% 0.718%
34 8.892 1151 1157 1162 rBV3 118736 250924  7.67% 0.942%
35 8.951 1165 1167 1172 rVB3 81033 90043 2.75% ©.338%
36 8.998 1172 1175 1177 rBV2 85534 91226 2.79% 0.342%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103020\
Data File : BF122187.D

Acqg On : 30 Oct 2020 18:44
Operator : JU/CG

Sample : L4554-02

Misc :

ALS Vvial : 10 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-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.069 1181 1187 1190 rVV 3582499 3269931 100.00% 12.276%
38 9.122 1194 1196 1198 rBV 47497 36937 1.13% ©0.139%
39 9.169 1202 1204 1210 rVV4 96816 147755 4.52%  ©.555%
40  9.251 1214 1218 1221 rBV3 155409 196858 6.02% 0.739%
41  9.275 1221 1222 1225 rVB2 59250 48685 1.49% ©.183%
42 9.339 1229 1233 1235 rBV4 44779 52125 1.59% 0.196%
43  9.386 1238 1241 1245 rBV2 139523 193907 5.93% 0.728%
44 9.422 1245 1247 1252 rVB3 153409 183098 5.60% ©.687%
45  9.469 1252 1255 1258 rBV 252791 207546  6.35% ©.779%
46 9.604 1275 1278 1285 rVB5 63203 96421 2.95% 0.362%
47  9.669 1286 1289 1292 rVB4 48095 46485 1.42% ©.175%
48 9.745 1297 1302 1311 rVV 1090000 1116718 34.15% 4.192%
49  9.863 1317 1322 1324 rBV2 163792 230156 7.04%  0.864%
50 9.927 1330 1333 1335 rBV3 42208 47140 1.44% 0.177%
51 9.957 1335 1338 1340 rVv2 72833 72348 2.21%  ©0.272%
52 9.980 1340 1342 1346 rVB4 53900 60430 1.85% 0.227%
53 10.063 1352 1356 1359 rBV2 91539 98473 3.01% ©.370%
54 10.110 1361 1364 1367 rBV3 116074 127985 3.91% ©.480%
55 10.251 1385 1388 1391 rBV2 87263 118534  3.62%  ©.445%
56 10.357 1403 1406 1411 rBV3 147057 195520 5.98% 0.734%
57 10.445 1419 1421 1425 rBV3 49656 56852 1.74% ©.213%
58 10.504 1428 1431 1434 rVV2 183472 198674 6.08% 0.746%
59 10.545 1434 1438 1443 rVB 2364940 2325925 71.13% 8.732%
60 10.898 1495 1498 1502 rVB3 60715 69534  2.13% 0.261%
61 11.086 1527 1530 1532 rBV3 42301 47930 1.47% ©.180%
62 11.110 1532 1534 1537 rVB2 61512 53806 1.65% 0.202%
63 11.233 1552 1555 1558 rBV 1095659 912817 27.92%  3.427%
64 11.357 1573 1576 1581 rVB3 82837 100474 3.07% ©.377%
65 11.398 1581 1583 1587 rBV3 45303 53647 1.64% ©.201%
66 11.480 1594 1597 1600 rBV 291967 257679 7.88% 0.967%
67 11.522 1602 1604 1607 rVB 67568 56421 1.73% 0.212%
68 11.616 1618 1620 1623 rVB2 58324 50233 1.54% ©.189%
69 11.769 1643 1646 1652 rBV3 574123 656271 20.07%  2.464%
70 11.957 1675 1678 1681 rVV 86226 69148 2.11% 0.260%
71 12.010 1684 1687 1692 rVB2 159042 152049 4.65% ©.571%
72 12.145 1707 1710 1713 rBV3 39869 43695 1.34% 0.164%
73 12.251 1724 1728 1731 rBV2 82888 108380 3.31% 0.407%
74 12.280 1731 1733 1743 rVB2 75041 120805 3.69% 0.454%
75 12.433 1756 1759 1761 rBV2 33197 36125 1.10% ©.136%
76 12.457 1761 1763 1769 rVB4 48567 62370 1.91% 0.234%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103020\
Data File : BF122187.D

Acqg On : 30 Oct 2020 18:44
Operator : JU/CG

Sample : L4554-02

Misc :

ALS Vvial : 10 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-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 12.551 1775 1779 1784 rBV 204254 226674 6.93% 0.851%

78 12.680 1798 1801 1804 rBV2 38956 41976 1.28% 0.158%
79 12.821 1820 1825 1828 rBV 3407141 3252982 99.48% 12.212%
80 13.098 1869 1872 1880 rVB2 29709 42738 1.31% 0.160%
81 13.710 1972 1976 1987 rBV 495672 568676 17.39% 2.135%
82 13.880 2002 2005 2013 rVB 721890 709459 21.70% 2.663%
83 14.021 2027 2029 2039 rVB3 28696 42549 1.30% 0.160%
84 14.327 2078 2081 2083 rBV2 35650 37712 1.15% 0.142%
85 14.692 2140 2143 2147 rVB 40526 42982 1.31% 0.161%
86 14.939 2182 2185 2189 rBV 41312 44965 1.38% 0.169%
87 15.321 2246 2250 2265 rVB 421514 604335 18.48% 2.269%
88 15.698 2310 2314 2320 rVB 35365 49302 1.51% 0.185%
89 15.762 2320 2325 2331 rBV3 35738 68446 2.09% 0.257%
Sum of corrected areas: 26637192
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 30 Oct 2020 18:44

. 10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103020\
BF122187.D

Ju/CaG
L4554-02

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

o

Time-->

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF122187.D\data.ms

7.281

5.340 6.710
6.375 '

6. @ _
6.687766.93187. (>¢]

\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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
TIC: BF122187.D\data.ms

9.069

12.821

10.545

11.233

9.745

0

Time-->

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

Time-->
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10.50 11.00 11.50 12.00 12.50 13.00

TIC: BF122187.D\data.ms

13.880

13.710 15.321

4.021 14.327 14.69214.939 1395982

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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\BF103020\
Data File : BF122187.D

Acqg On : 30 Oct 2020 18:44
Operator : JU/CG

Sample : L4554-02

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Benzene, (1-methylpropyl)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.657 4.52 ng 141295 1,4-Dichlorobenzene-d4 6.710

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
2 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 91
3 Oxirane, 2-methyl-2-phenyl- 134 C9H1e0 002085-88-3 90
4 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 90
5 2-Tolyloxirane 134 C9H100 002783-26-8 72
Abundance Scan 777 (6.657 min): BF122187.D\data.ms (-771) (-) m/z 105.10 100.00%
105.1
5000
134.1 \\\\‘\\\\‘\\\\‘\\\\‘\\\
510 77‘-0 | 6.40 6.60 6.80 7.00
Obrrrerrperreprdrretbeeeiter oo e o e m/z 134,05 17.56%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14848: Benzene, (1-methylpropyl)-
105.0
5000 \\\\‘\\,\\\‘\\\\‘\\\\‘\\\
6.40 6.60 6.80 7.00
134.0 m/z 91.10 16.79%
O\\‘H\\‘%Z\-?H\“‘\\?]‘T\.\()H‘\\‘H‘ij}.“()\\H“\\H‘\H1\‘\\\\“\\\\‘\!‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14857: Benzene, 1-methyl-4-propyl-
105.0 A\ A
T e
6.40 6.60 6.80 7.00
5000 m/z 77.00 13.56%
134.0
77.0
0 270 I 5170 Ll ‘\‘ , \\‘ L I
e e e e
miz--> 10 20 30 40 50 60 70 80 90 100110120130140 (f\
Abundance #15317: Oxirane, 2-methyl-2-phenyl- ‘H‘ﬁ‘ﬁ“‘u“‘u“‘u
105.0 6.40 6.60 6.80 7.00
m/z 79.00 10.46%
5000
77.0
51.0 134.0
ob oz o W A a
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103020\
Data File : BF122187.D

Acqg On : 30 Oct 2020 18:44
Operator : JU/CG

Sample : L4554-02

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Deltacyclene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
6.886 5.46 ng 170638 1,4-Dichlorobenzene-d4 6.710
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Deltacyclene 118 C9H10 007785-10-6 59
2 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 59
3 Indole 117 C8H7N 000120-72-9 46
4 trans-Cinnamyl bromide 196 C9H9Br 026146-77-0 42
5 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 38
Abundance Scan 816 (6.886 min): BF122187.D\data.ms (-813) (-) m/z 117.05 100.00%
117.1
5000 A\ AA
et e e
260 630 91‘-0 6.60 6.80 7.00 7.20
b 8Oy e . m/z 118.10  53.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8953: Deltacyclene
11y.0
5000 \\\‘\\\\‘\\\\‘\\\\‘M\\
91.0 6.60 6.80 7.00 7.20
39.0 ' m/z 115.05 31.79%
65.0 ‘
O\\\‘\\\\‘}1\‘h‘\““\‘\\\H‘\\M\“\\\1“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #89287: Benzene, 1,1'-(1,5-hexadiene-1,6-diyl)bis-
117.0
N S RREAT
6.60 6.80 7.00 7.20
5000 m/z 91.05 13.64%
91.0
b 290850 || 1430 17802080 234C
miz--> 20 40 60 80 100 120 140 160 180 200 220 A fb
Abundance #8575: Indole A ey
117.0 6.60 6.80 7.00 7.20
m/z 116.10 7.90%
5000 90.0
63.0 I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103020\
Data File : BF122187.D

Acqg On : 30 Oct 2020 18:44
Operator : JU/CG

Sample : L4554-02

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Benzene, 1,3-diethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.957 3.61 ng 112848 1,4-Dichlorobenzene-d4 6.710

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 96
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 94
3 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 93
4 Benzene, l-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 91
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 90
Abundance Scan 828 (6.957 min): BF122187.D\data.ms (-825) (-) m/z 105.10 100.00%
105.1
5000 134.1
771 \‘HHWH,HH‘M[\L‘A\/
51.0 ‘ 6.60 6.80 7.00 7.20
Obrrrrrrerrepreedrreiri el e Al b myz 11910 99.72%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14844: Benzene, 1,3-diethyl-
119.0
6.60 6.80 7.00 7.20
91.0 m/z 134.05 48.69%
39.0 50 | ‘
0 \\‘H\\‘\H‘\“HH"‘HHi‘“u‘i’\‘i‘\\‘\HH‘H\\"i\HH‘H\’HwilHH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14838: Benzene, 1,4-diethyl-
119.0
A‘_wa\”,wmAw_/
6.60 6.80 7.00 7.20
5000 134.0 m/z 91.00  29.69%
91.0
41.0
050 b hrermnrrrrarreplbeybrre e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 }\ Nb
Abundance #14842: Benzene, 1,2-diethyl- R e  RRaan
119.0 6.60 6.80 7.00 7.20
m/z 77.10 18.79%
5000 134.0
91.0
ok 28 e e il e L S Y
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103020\
Data File : BF122187.D

Acqg On : 30 Oct 2020 18:44
Operator : JU/CG

Sample : L4554-02

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Benzene, 1,4-diethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.028 3.37 ng 105216 1,4-Dichlorobenzene-d4 6.710

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 96
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 95
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 91
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 90
5 1,3,8-p-Menthatriene 134 C1eH14 018368-95-1 90
Abundance Scan 840 (7.028 min): BF122187.D\data.ms (-837) (-) m/z 119.10 100.00%
119.1
91.0
134.1

5000
)\\ A A/k )

39.0 ‘ ‘ ‘ ‘ 6.80 7.00 7.20 7.40
0 H‘WHH‘HH‘,‘HH;‘:um,ﬂ“”wl“”m,”H_11‘,”‘”“””_Jw m/z 105.10  84.39%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14841: Benzene, 1,4-diethyl-

119.0

5000 134.0 M/L“

6.80 7.00 7.20 7.40
m/z 91.00 64.83%

91.0

410 65.0
26,0 | N | i \\\ !

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #14837: Benzene, 1,2-diethyl-
105.0

6.80 7.00 7.20 7.40

o

5000 134.0 ITI/Z 134.05 52.32%
77.0
N0 Y A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 [\
Abundance #14844: Benzene, 1,3-diethyl- PR M\‘ e
119.0 6.80 7.00 7.20 7.40

m/z 92.10  18.99%

5000 134.0

39.0 i JU\
65.0 ‘
S P ‘M N AN | W] L a1

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103020\
Data File : BF122187.D

Acqg On : 30 Oct 2020 18:44
Operator : JU/CG

Sample : L4554-02

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Benzene, (2-methyl-1-butenyl)- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
7.675 2.93 ng 134384  Naphthalene-d8 7.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 93
2 Benzene, 1-methyl-2-(1-methyl-2-... 146 C11H14 097664-19-2 83
3 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 83
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 81
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 81
Abundance Scan 950 (7.675 min): BF122187.D\data.ms (-946) (-) m/z 131.05 100.00%
131.1
5000
910 1150 146.1
39.0 64.9 ‘ ‘ ‘ 7.40 7.60 7.80 8.00
O i Wil oy w A U m/z 91.e0 30.49%
m/z--> 20 40 60 80 100 120 140
Abundance #21633: Benzene, (2-methyl-1-butenyl)-
131.0
146.0
5000 91.0 B o e B RARREREE

7.40 7.60 7.80 8.00
115.0 m/z 117.00  28.56%

90, 850 L
O\’\‘\‘\\“‘\\‘\‘\‘\u\\“’\\‘}\‘w\\\“\‘1‘\\’\”\\\
miz--> 20 40 60 80 100 120 140
Abundance #21679: Benzene, 1-methyl-2-(1-methyl-2-propenyl)- JKA
131.0

7.40 7.60 7.80 8.00

5000 91.0 ITI/Z 115.00 26.23%
146.0
115.0
39.0 65.0 H ‘
o) P Y S S R T O | R
miz—-> 20 40 60 80 100 120 140 fu MM

Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro- HA“H‘,H“_“W“‘
131.0 7.40 7.60 7.80 8.00

m/z 146.05  25.54%

146.0
5000
o 9.0 1150 )\
0 \.w Il 76\'\0 \‘\ T H\ ‘ \H\‘ il N\ L A /\/\I

m/z--> 20 40 60 80 100 120 140 7.40 7.60 7.80 8.00

8270-BF101220.M Mon Nov 02 10:57:52 2020 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103020\
Data File : BF122187.D

Acqg On : 30 Oct 2020 18:44
Operator : JU/CG

Sample : L4554-02

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.186 5.51 ng 252617 Naphthalene-d8 7.992

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 95
2 2(1H)-Naphthalenone, 3,4-dihydro- 146 C1@H100 000530-93-8 68
3 Naphth[1,2-b]oxirene, 1a,2,3,7b-... 146 C10OH100 002461-34-9 68
4 Benzene, 3-cyclohexen-1-yl- 158 C12H14 004994-16-5 43
5 Bromoacetic acid, 2-phenylethyl ... 242 C10H11Bro02 003785-33-9 35

Abundance Scan 1037 (8.186 min): BF122187.D\data.ms (-1033) (-) m/z 104.10 100.00%

104.1
5000 146.1
510 780 leB.l 7.80 8.00 8.20 8.40 8.60
] M R W el “H‘ B m/z 146.05  44.51%
m/z--> 20 40 60 80 100 120 140 160
Abundance  #21659: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
5000 146.0 /‘\uu‘uu‘u\]\\‘uu‘u
7.80 8.00 8.20 8.40 8.60
m/z 91.05 33.17%
39.0 78.0 1280
0 \\‘\‘\ T \“‘\ \“\‘5\8.‘q\‘\ T \H‘ - ‘”\ \m’ \‘UW 7 \H\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #21568: 2(1H)-Naphthalenone, 3,4-dihydro-
104.0
%ébdé‘z&é‘aééﬁ
146.0 £ : - 408. o
5000 m/z 131.05 21.77%
78.0
39.0
obts0 P2 L 0 I l1zso |
miz--> 20 40 60 80 100 120 140 160
Abundance  #21587: Naphth[1,2-b]oxirene, 1a,2,3,7b-tetrahydro-
104.0 7.80 8.00 8.20 8.40 8.60
m/z 115.05 17.71%
5000 146.0
39.0 58.0 78.0
o) T w“ L ““1“ ‘ ““ ‘ ““‘ ‘ “HH ,1‘2‘8“0‘ e e e e e
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103020\
Data File : BF122187.D

Acqg On : 30 Oct 2020 18:44
Operator : JU/CG

Sample : L4554-02

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.233 5.92 ng 271700  Naphthalene-d8 7.992

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 93
2 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 91
3 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 91
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 87
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 83

Abundance Scan 1045 (8.233 min): BF122187.D\data.ms (-1041) (-) m/z 131.05 100.00%
131.1

5000

51.0 8.00 8.20 8.40 8.60
75+O \‘ i, “H‘ \H\‘ 1471

[ ISR MR ML el m/z 146.05 33.61%
miz--> 20 40 60 80 100 120 140 160

Abundance  #21662: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-

131.0
5000 /\\\\\‘\\\\‘\\\]\\‘/‘\A\/\\\‘\\\
8.00 8.20 8.40 8.60
91.0 m/z 91.00 22.58%
1150
%0 eso | VI ro
O‘\‘\\\“‘\\“\‘\“U\\\“‘\\‘i\“‘\‘\\\“\‘\‘\\‘\H\\\‘\\
miz—> 20 40 60 80 100 120 140 160
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131.0

8.00 8.20 8.40 8.60
5000 m/z 117.10  19.99%

51.0 0 s 147.0
) “\“7‘5‘*9‘”“1 i “l“ A ‘ I -
miz--> 20 40 60 80 100 120 140 160
Abundance #21633: Benzene, (2-methyl-1-butenyl)- k ERERRELES S ‘M\/‘\"Aﬂ
131.0

8.00 8.20 8.40 8.60
m/z 115.05 18.69%

5000 91.0

115.0

39.0 65.0 m | 147.0
O“\“H\‘\H“\“M I | T \\‘ 1l

m/z--> 20 40 60 80 100 120 140 160 8.00 8.20 8.40 8.60

8270-BF101220.M Mon Nov 02 10:57:53 2020 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103020\
Data File : BF122187.D

Acqg On : 30 Oct 2020 18:44
Operator : JU/CG

Sample : L4554-02

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Benzo[b]thiophene, 2,3-dihy... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.469 2.87 ng 131583 Naphthalene-d8 7.992

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene, 2,3-dihydro- 136 C8H8S 004565-32-6 90
2 Benzo[c]thiophene, 1,3-dihydro- 136 C8H8S 002471-92-3 87
3 Benzene, (ethenylthio)- 136 C8H8S 001822-73-7 87
4 Benzaldehyde, 4-methoxy- 136 C8H802 000123-11-5 72
5 N-Methyl-4-pyridinecarboxamide 136 C7H8N20 006843-37-4 72

Abundance Scan 1085 (8.469 min): BF122187.D\data.ms (-1082) (-) m/z 135.00 100.00%

135.0
5000
s s

63.0
39.0 108.0 159.1 8.20 8.40 8.60 8.80
0- m/z 136.00 82.60%

miz--> 20 40 60 80 100 120 140 160
Abundance #16364: Benzo[b]thiophene, 2,3-dihydro-
135.0
5000 91.0

8.20 8.40 8.60 8.80
m/z 91.00 30.40%

39.0 67.0
O T ‘ T \ T \“ \‘ \“\ T “\‘ “‘\ \ ’ T \“} T ‘]‘-‘\0\8.\0\ “\ T \‘ “‘ L ‘ L
miz--> 20 40 60 80 100 120 140 160
Abundance #16365: Benzo[c]thiophene, 1,3-dihydro-
135.0

8.20 8.40 8.60 8.80

5000 m/z 134.00  15.06%
91.0
67.0
Olprrribir bbb 2080 L
miz--> 20 40 60 80 100 120 140 160
Abundance #16362: Benzene, (ethenylthio)- Srrper e o e
135.0 8.20 8.40 8.60 8.80

m/z 121.05 14.42%

91.0
5000 A/b\ M
51.0
109.0
0 270 | | J uﬁ\ Lo bl 1l N nl\ n

\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\‘\\\\‘\\ L I B B B AL B

m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80

8270-BF101220.M Mon Nov 02 10:57:54 2020 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103020\
Data File : BF122187.D

Acqg On : 30 Oct 2020 18:44
Operator : JU/CG

Sample : L4554-02

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.810 4.17 ng 191258 Naphthalene-d8 7.992

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 96
2 1H-Indene, 2,3-dihydro-1,1,5-tri... 160 C12H16 040650-41-7 64
3 Aziridine, 2-phenyl- 119 C8H9N 001499-00-9 56
4 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 50
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 49

Abundance Scan 1143 (8.810 min): BF122187.D\data.ms (-1140) (-) m/z 145.05 100.00%

118.1 1451
5000
91.0 k

‘ 8.40 8.60 8.80 9.00 9.20
N “ / ‘M 4 ‘qH mu“ iy m“ ' m/z 118.10  91.39%

m/z--> 20 40 lOO 120 140 160
Abundance #30943: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0

5000 R
8.40 8.60 8.80 9.00 9.20
91.0

m/z 160.10  65.77%

51.0
- ‘2‘\8}\.?“‘\‘ ‘\‘”““\}\7“1\'(?\‘ . ‘\U‘ ‘ . ’m‘\‘ e
m/z--> 20 40 60 80 100 120 140 160
Abundance #30907: 1H-Indene, 2,3-dihydro-1,1,5-trimethyl-
145.0
\ o,

8.40 8.60 8.80 9.00 9.20

o

o

5000 m/z 142.05 57.44%
150 39.0 77.0 115.0
ol 12 iy FBOIEL ST e il
miz--> 20 40 80 100 120 140 160
Abundance #9135.Azwuﬁne,2—phenyL ‘H““H““‘A‘ﬂ“‘H\
118.0 8.40 8.60 8.80 9.00 9.20

m/z 141.05 57.39%

5000
91.0
280 210 ML
0 il A | - “ i

m/z--> 20 40 0 80 100 120 140 160 8.40 8.60 8.80 9.00 9.20

8270-BF101220.M Mon Nov 02 10:57:54 2020 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103020\
Data File : BF122187.D

Acqg On : 30 Oct 2020 18:44

Operator : JU/CG

Sample L4554-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
: 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 10 p-Tolylacetic acid Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
8.892 4.49 ng 250924  Acenaphthene-die 9.745
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Tolylacetic acid 150 C9H1e02 000622-47-9 83
2 Benzeneacetic acid, .alpha.-meth... 150 C9H1002 007782-26-5 83
3 m-Tolylacetic acid 150 C9H1002 000621-36-3 78

4 Benzeneacetic acid, .alpha.-methyl- 150 C9H1002
5 Benzeneacetic acid, .alpha.-meth... 150 C9H1002

000492-37-5 78
007782-24-3 64

Abundance Scan 1157 (8.892 min): BF122187.D\data.ms (-1151) (-) m/z 105.10 100.00%

105.1
5000
150.1
77.0 129.0 e s
51.0 H 8.60 8.80 9.00 9.20
Okl Ml b l—  m/z 150.85 34.63%
m/z--> 20 40 60 80 100 120 140 160
Abundance #24398: p-Tolylacetic acid
105.0
5000 LB L L IR L B R
150.0 8.60 8.80 9.00 9.20
77.0 m/z 129.00 25.29%
27.0 ‘
O\\\\‘\‘\\\“ \‘\“H\“‘\‘\\\“‘\\\\“\‘\\\‘\]-\3\2.\0‘\\‘\\‘\\\
miz--> 20 60 100 120 140 160
Abundance #24534.8enzeneaceﬂcacm,.Mpha:nuﬂhyh,(R}
105.0
e
8.60 8.80 9.00 9.20
5000 m/z 77.05 21.72%
77.0 150.0
51.0
27.0 ‘ ‘
o‘H‘_M‘J‘mumH_m_‘m_m_m_”
miz--> 20 100 120 140 160
Abundance #24399.mJTmymcencadd AAEEEEEEE R
105.0 8.60 8.80 9.00 9.20
m/z 79.10 18.83%
5000 150.0
77.0
51.0
v
m/z--> 20 100 120 140 160 8.60 8.80 9.00 9.20

8270-BF101220.M Mon Nov 02 10:57:55 2020

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103020\
Data File : BF122187.D

Acqg On : 30 Oct 2020 18:44
Operator : JU/CG

Sample : L4554-02

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 4-Methylphthalic anhydride Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.169 2.65 ng 147755  Acenaphthene-die 9.745

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methylphthalic anhydride 162 C9H603 019438-61-0 64
2 1H-2-Benzothiopyran-4(3H)-one 164 C9H80S 004426-76-0 60
3 1(2H)-Naphthalenone, 3,4-dihydro- 146 C1@H100 000529-34-0 53
4 Homophthalimide 161 C9H7NO2 004456-77-3 50
5 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120 001590-08-5 47
Abundance Scan 1204 (9.169 min): BF122187.D\data.ms (-1202) (-) m/z 118.00 100.00%
90.0 1180
5000
R ARNES Rt e
8.80 9.00 9.20 9.40
(o} m/z 130.00  96.29%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32785: 4-Methylphthalic anhydride
118.0
90.0 «
5000 162.0 f\\‘uu‘uu‘uu,uu‘(
8.80 9.00 9.20 9.40
63.0 m/z 90.05 87.03%
39.0
Lul bl | 136.0 !
0 ‘\‘H\m’}\\\‘ \\‘1‘\“\\\|\H\‘\H\‘\\H‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34285: 1H-2-Benzothiopyran-4(3H)-one
118.0
1640 \‘\\\\‘\A\\\‘\/\\\\’\\\\‘\
90.0 8.80 9.00 9.20 9.40
5000 m/z 146.00 65.98%
63.0 ‘
) S S WSV N RN VRN —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21569: 1(2H)-Naphthalenone, 3,4-dihydro- TR e
118.0 8.80 9.00 9.20 9.40
m/z 133.00 42.42%
90.0 146.0
5000
39.0 63.0 ‘
L ‘ o \‘M il ‘ | ‘\H “ Il
L L | SR
m/z--> 20 40 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40

8270-BF101220.M Mon Nov 02 10:57:56 2020 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103020\
Data File : BF122187.D

Acqg On : 30 Oct 2020 18:44
Operator : JU/CG

Sample : L4554-02

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Benzene, 2-propenyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.251 3.53 ng 196858  Acenaphthene-die 9.745

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-propenyl- 118 C9H10 000300-57-2 60
2 1,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 50
3 Diphenylmethane 168 C13H12 000101-81-5 50
4 Fluorene, 1,4-dihydro- 168 C13H12 041593-21-9 47
5 Benzene, 1-ethenyl-2-methyl- 118 C9H10 000611-15-4 46
Abundance Scan 1218 (9.251 min): BF122187.D\data.ms (-1214) (-) m/z 117.10 100.00%
11y.1
146.1 167.1
5000
91.0
63.0 R R A RERmE
39.0 9.00 9.20 9.40 9.60
0" m/z 167.05 72.06%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8960: Benzene, 2-propenyl-
117.0
5000 uu‘\/\u‘u\/\\‘uu’\‘u/\
91.0 9.00 9.20 9.40 9.60
m/z 146.05 71.41%
51.0
O\\\‘2\7\\0\“\\““H\\NH’\\“}\"‘\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36899: 1,1'-Biphenyl, 2-methyl-
167.0
R ARREEEREEREE SR
9.00 9.20 9.40 9.60
5000 m/z 168.10 71.25%
390 630 830 1150 ...
olas0 1 v b L T L
mfz--> 20 40 60 80 100 120 140 160 180
Abundance #36888: Diphenylmethane A
16Y7.0 9.00 9.20 9.40 9.60
m/z 118.05 66.89%
5000
91.0
39.0
‘ H ‘ 1150 4390
o‘“":“‘H:"“uﬂﬂmw“,““wl“w‘w‘w‘ S Sl W A M
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60

8270-BF101220.M Mon Nov 02 10:57:56 2020 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103020\
Data File : BF122187.D

Acqg On : 30 Oct 2020 18:44
Operator : JU/CG

Sample : L4554-02

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 3,5-Dimethylphenylacetic acid Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.

9.386 3.47 ng 193907  Acenaphthene-die 9.745
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethylphenylacetic acid 164 C10H1202 042288-46-0 74
2 2,5-Dimethylphenylacetic acid 164 C10H1202 1000342-65-5 72
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 53
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 50
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 46

Abundance Scan 1241 (9.386 min): BF122187.D\data.ms (-1238) (-) m/z 119.10 100.00%
119.1

- 0 o Jumj\v&w
e AR R
411 670 ‘ 14501 9.00 9.20 9.40 9.60 9.80
IR W T mmﬂww‘: “H byl i A m/z 164.10  39.77%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #33336: 3,5-Dimethylphenylacetic acid
119.0
5000 A
164.0 9.00 9.20 9.40 9.60 9.80
91.0 m/z 91.00  37.95%
39.0
O T ‘ TTT \.‘ \‘\ T \“‘\‘\“\‘\6‘?-\0\ \‘H‘ T \‘\ T ‘H‘\ \‘\ML“\ T \]-‘4'\5\.\0\ ‘ \‘\ T
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #33337: 2,5-Dimethylphenylacetic acid
119.0
T
9.00 9.20 9.40 9.60 9.80
5000 m/z 105.05 26.75%
164.0
91.0
39.0 ‘ ‘
65.0
0 15-0m145-0
m/z--> 0O 20 40 60 80 100 120 140 160
Abundance #14875: Benzene, 4-ethyl-1,2-dimethyl- R AR
119.0 9.00 9.20 9.40 9.60 9.80
m/z 77.00 15.48%
h \NMﬂijﬁfoWAN\Anuth
91.0
150 90 880, T
o e e e e R A RAR R LR
m/z--> 0 20 40 60 80 100 120 140 160 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\BF103020\
Data File : BF122187.D

Acqg On : 30 Oct 2020 18:44
Operator : JU/CG

Sample : L4554-02

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 1,1'-Biphenyl, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.357 3.50 ng 195520  Acenaphthene-die 9.745
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 55
2 Naphthalene, 1-(2-propenyl)- 168 C13H12 002489-86-3 50
3 1,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 46
4 1,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 46
5 Naphthalene, 2-(1-methylethenyl)- 168 C13H12 003710-23-4 43

Abundance Scan 1406 (10.357 min): BF122187.D\data.ms (-1403) (-  m/z 168.10 100.00%
1

5000

L

o
10.00 10.50
0- m/z 167.10  62.42%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36907: 1,1'-Biphenyl, 2-methyl-
168.0
N |

5000 ‘ ‘
10.00 10.50
m/z 153.05 60.45%
11501410”
O\\\\‘2\7\\0\“\\\\‘\‘\\‘1““\\”\\‘\\\\‘\\\\‘\\\‘\‘ \\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36909: Naphthalene, 1-(2-propenyl)-
168.0
T : :

T
10.00 10.50

5000 m/z 149.05 59.40%

g

0'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36897: 1,1'-Biphenyl, 4-methyl- ‘
168.0 10.00 10.50
m/z 165.05 45.67%
5000
1150
39.0 830 910 1390“
I S N P v A R o el
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103020\
Data File : BF122187.D

Acqg On : 30 Oct 2020 18:44
Operator : JU/CG

Sample : L4554-02

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.769 14.38 ng 656271  Phenanthrene-die 11.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 60
5 Dodecanoic acid 200 C12H2402 000143-07-7 53

Abundance Scan 1646 (11.769 min): BF122187.D\data.ms (-1643) (- m/z 43.10 100.00%

43.1 73.0
5000
— —
‘ ‘ 11.50 12.00
Obrrrr A b AL m/z 73.00  98.95%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6Q.0
5000 129.0 T R
11.50 12.00
157.0 15 02130 2560 m/z 60.00 90.52%
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
— —
43.0 11.50 12.00
5000 129.0 m/Z 41.10 76.41%
171.0
‘ 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95854: Pentadecanoic acid — —
43.0 73.0 11.50 12.00
m/z 57.10 73.61%
5000
129.0 2420
199.0
0 O O
Ok M bl v —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103020\
Data File : BF122187.D

Acqg On : 30 Oct 2020 18:44
Operator : JU/CG

Sample : L4554-02

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 4-Methylcarbazole Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

12.010 3.33 ng 152049  Phenanthrene-die 11.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methylcarbazole 181 C13H11N 003770-48-7 98
2 9H-Carbazole, 2-methyl- 181 C13H11N 003652-91-3 96
3 3-Methylcarbazole 181 C13H11N 004630-20-0 96
4 9H-Carbazole, 9-methyl- 181 C13H11N 001484-12-4 95
5 1-Methylcarbazole 181 C13H11N 006510-65-2 90

Abundance Scan 1687 (12.010 min): BFlZZlS?.D\dehta.ms (-1684) (.  m/z 181.10 100.00%
18111

T \
510 77.0 10127.0 15‘2'1 12.00
T =i S N “N 42120 m/z 180.10  97.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #46462: 4-Methylcarbazole
181.0
5000 .
12.00
m/z 195.05  41.95%
77.0 152.0
O \39\0 " L \‘. "101.0 12\?.0\ “h wm
‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #46471: 9H-Carbazole, 2-methyl-
181.0
R \
12.00
5000 ITI/Z 194.10 31.09%
152.0
51270 510 779 1010127.0 ] |
L T R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 /\\AMN
Abundance #46464: 3-Methylcarbazole PR
181.0 12.00
m/z 152.05 16.46%
h bmﬂJﬂkAwJﬂwwAAjmwva
152.0
27.0 510 7010101270
e A e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103020\
Data File : BF122187.D

Acqg On : 30 Oct 2020 18:44
Operator : JU/CG

Sample : L4554-02

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Carbazole, 2,5-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.251 2.37 ng 108380  Phenanthrene-die 11.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbazole, 2,5-dimethyl- 195 C14H13N 078787-79-8 64
2 Carbazole, 1,6-dimethyl- 195 C14H13N 078787-77-6 64
3 Carbazole, 1,5-dimethyl- 195 C14H13N 051640-60-9 64
4 Carbazole, 2,7-dimethyl- 195 C14H13N 018992-65-9 64
5 Carbazole, 4,5-dimethyl- 195 C14H13N 018992-66-0 50

Abundance Scan 1728 (12.251 min): BF122187.D\data.ms (-1724) (- m/z 195.10 100.00%

195.1
5000
1200 1250
221.1244.1 : :
! m/z 181.10 67.31%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #57296: Carbazole, 2,5-dimethyl-
195.0
5000 Lo ——
12.00 12.50
m/z 194.10 66.53%
400 630 89,0 1150 1520 \ M
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ ‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #57299: Carbazole, 1,6-dimethyl-
195.0
N T ‘ T T ‘ T
12.00 12.50
5000 m/z 196.10  50.69%
ol400 630 89.0 1150 1520 |
O n mat. s S
m/z--> 40 60 80 100 120 140 160 180 200 220 240 (\A {j\/\
Abundance #57293: Carbazole, 1,5-dimethyl- A vl | Mm p
195.0 12.00 12.50
m/z 184.00 33.45%
5000
0 630 89.0 1150 1520 | Wj\qw
Rl R A R e B B RN R cy
m/z--> 40 60 80 100 120 140 160 180 200 220 240 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103020\
Data File : BF122187.D

Acqg On : 30 Oct 2020 18:44
Operator : JU/CG

Sample : L4554-02

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Carbazole, 3,4-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.280 2.65 ng 120805 Phenanthrene-die 11.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbazole, 3,4-dimethyl- 195 C14H13N 018992-72-8 95
2 2,4-Dimethylcarbazole 195 C14H13N 1000326-01-2 94
3 Carbazole, 1,3-dimethyl- 195 C14H13N 018992-68-2 93
4 Carbazole, 1,4-dimethyl- 195 C14H13N 018028-55-2 91
5 1,8-Dimethylcarbazole 195 C14H13N 1000328-39-0 64
Abundance Scan 1733 (12.280 min): BF122187.D\data.ms (-1731) (- m/z 195.10 100.00%
195.
5000
167.0 1200 1250
702 963 4379 ' 221.1 : :
oL 420 i ALl 2212441 186 10 59.56%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #57288: Carbazole, 3,4-dimethyl-
195.0
5000 e Yo,
12.00 12.50
m/z 194.10 42.57%
167.0
O 51\0\ 7K.OM‘ 11\5-0\13?.0\‘\ \”‘\ wH‘ \um‘
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ ‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #57283: 2,4-Dimethylcarbazole
195.0
T ‘ \,\ T T ‘ T
12.00 12.50
5000 m/z 196.10 12.60%
oL 510 770 11501300 1670 |
et e e e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 AA ﬂJ\A
Abundance #57294: Carbazole, 1,3-dimethyl- e ‘ ‘"N“/‘\” b
195.0 12.00 12.50
m/z 167.00 9.38%
5000
40.0 63.0 \99)\'0 115'0‘13?'0\\‘ 1%?9\\ M
et e e e A e

\ —
m/z--> 40 60 80 100 120 140 160 180 200 220 240 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103020\
Data File : BF122187.D

Acqg On : 30 Oct 2020 18:44
Operator : JU/CG

Sample : L4554-02

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.551 4.97 ng 226674  Phenanthrene-die 11.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1779 (12.551 min): BF122187.D\data.ms (-1775) (-] m/z 43.05 100.00%
43.0 73.0

5000 M 129.0
W
el

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #131261: Octadecanoic acid
43.0

0,73.0
5000 129.0 =
1850 a0 osac M2 57-@5  84.30%
O’HH‘UH

m/z--> 20 40 60 80 100120140160180200220240260280

=

12.50
m/z 73.00  89.45%

o

-

%

Abundance #84453: Tetradecanoic acid
73.0
430 12.50
5000 ITI/Z 60.00 82.42%
129.0
185.0 228.0
O i bl el
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #95855: Pentadecanoic acid . ‘
43.0 73.0 12.50
m/z 55.05 74.15%
5000 129.0
1990 242.0
o bsma | -
m/z--> 20 40 60 80 100120140160180200220240260280 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103020\
Data File : BF122187.D

Acqg On : 30 Oct 2020 18:44
Operator : JU/CG

Sample : L4554-02

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 5-Eicosene, (E)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.710 16.03 ng 568676 Chrysene-d12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 98
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 94
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94

Abundance Scan 1976 (13.710 min): BF122187.D\data.ms (-1972) (-} m/z 57.05 100.00%
51.0

7.0
5000
= =
\‘ ‘ b 196.1236.1 280.1 1359 1490
m— | ‘”‘wuwm_m_m_m_m m/z 43.05 98.77%
m/z--> 50 100 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)-
55.0
5000 T —
13.50 14.00
m/z 55.05 94.16%
0 \“\ \ ‘ \h\ ‘\““\M“ }L‘ ]*\3\9 ‘0\1\8\2\0‘2\2\3\0\‘ \2\8\0\0‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
— —
97.0 13.50 14.00
5000 ITI/Z 83.05 87.02%
39. 0
o QUL LLLITP 1080 2690 500
m/z--> 50 100 150 200 250 300 350
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester T .
57.0 13.50 14.00
970 m/z 69.05 73.00%
5000 JA&WMAR*%J\WM
0 \‘ \‘\ I “ “\ \ \h I 182 0 238 0 283.0 384.(
“““““ T e e R = —
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103020\
Data File : BF122187.D

Acqg On : 30 Oct 2020 18:44
Operator : JU/CG

Sample : L4554-02

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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|
Benzene, (1-met... 6.657 4.5 ng 141295 1 6.710 624831 20.0
Deltacyclene 6.886 5.5 ng 170638 1 6.710 624831 20.0
Benzene, 1,3-di... 6.957 3.6 ng 112848 1 6.710 624831 20.0
Benzene, 1,4-di... 7.028 3.4 ng 105216 1 6.710 624831 20.0
Benzene, (2-met... 7.675 2.9 ng 134384 2 7.992 917329 20.0
Naphthalene, 1,... 8.186 5.5 ng 252617 2 7.992 917329 20.0
Naphthalene, 1,... 8.233 5.9 ng 271700 2 7.992 917329 20.0
Benzo[b]thiophe... 8.469 2.9 ng 131583 2 7.992 917329 20.0
Naphthalene, 1,... 8.810 4.2 ng 191258 2 7.992 917329 20.0
p-Tolylacetic acid 8.892 4.5 ng 250924 3 9.745 1116720 20.0
4-Methylphthali... 9.169 2.6 ng 147755 3 9.745 1116720 20.0
Benzene, 2-prop... 9.251 3.5 ng 196858 3 9.745 1116720 20.0
3,5-Dimethylphe... 9.386 3.5 ng 193967 3 9.745 1116720 20.0
1,1'-Biphenyl, 10.357 3.5 ng 195520 3 9.745 1116720 20.0
n-Hexadecanoic ... 11.769 14.4 ng 656271 4 11.233 912817 20.0
4-Methylcarbazole 12.010 3.3 ng 152049 4 11.233 912817 20.0
Carbazole, 2,5-... 12.251 2.4 ng 108380 4 11.233 912817 20.0
Carbazole, 3,4-... 12.280 2.6 ng 120805 4 11.233 912817 20.0
Octadecanoic acid 12.551 5.0 ng 226674 4 11.233 912817 20.0
5-Eicosene, (E)- 13.710 16.0 ng 568676 5 13.880 709459 20.0
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